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Fig.S1 Time evolution of RMSD (excluding waters and counterions) of all MD simulations



La-MDH of XoxF type

—Glul72 =—Asn256

—Asp299 —Asp301

2,075 2,575 3,075 3,575 4,075 4,575 5,075 5,575 6,075 6,575

Eu-MDH of XoxF type

—Glul72 —Asn256

—Asp299 —Asp301

2,075 2,575 3,075 3,575 4,075 4,575 5,075 5,575 6,075 6,575

Yb-MDH of XoxF type

—Glul72 —Asn256

—~Asp299 —Asp301

2,075 2,575 3,075 3,575 4,075 4,575 5,075 5,575 6,075 6,575

Ca-MDH of MxaF type

—Glul77 =—Asn261

—Asp303 —PQQ

2,075 2,575 3,075 3,575 4,075 4,575 5,075 5,575 6,075 6,575

Eu-MDH of MxaF type

—Glul77 =—Asn261

—Asp303 —PQQ

2,075 2,575 3,075 3,575 4,075 4,575 5,075 5,575 6,075 6,575

Fig.S2 Radial distribution functions around central metal ion in all MD simulations (X-axis in

A)
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Fig.S3 Coordination sphere around Eu’" in XoxF— and MxaF-type Eu-MDH obtained from
MD simulation.
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-5.1550
-3.9420
-3.4110
-3.6060
-2.8050
-5.1290
-4.6340
-6.0490
-6.4850
-6.3490
-5.4220
-7.3110
-6.7830
-8.2320
-7.4720
-8.1220
-6.8470
-7.5700
-6.5300
-5.8710
-6.6620
-6.6790
-5.4840
-4.5560
-5.5400
-5.3580
-4.3420

11.6350 C

11.1000 H
13.2100 C

13.3820 H
13.7020 C

133150 H
13.1650 H
14.7760 H
13.9440 O
13.8380 H
11.2840 C
10.9550 O
11.3450 N
11.8160 H
11.1480 C
11.3300 H
9.6610 C

9.3040 H

9.5520 H

8.6560 C

9.0420 H

8.5650 H

7.2810 C

6.6110 H

6.9670 H

7.3580 N

7.2080 H

7.5220C

7.6590 N

7.4980 H

7.6110 H

7.4300 N

6.8870 H

7.7380 H

12.1400 C
12.0510 O
12.9570 N
12.7740 H
14.0900 C
13.7230 H
14.7250 C
13.9640 H
15.0400 H
15.9490 C
15.8280 C
14.8440 H
16.9200 C
16.9310 H
18.1340 C
19.1870 O
20.0670 H
18.2860 C
19.1950 H
17.1840 C
17.2420 H
15.1240 C
152230 0
15.9650 N
15.8620 H
17.1990 C
17.5630 H
17.0070 C
16.2250 H
16.7600 H
18.2100 O
17.9410 H
18.2480 C
18.0900 O
19.5340 N
19.7110 H
20.7240 C
20.2730 H
21.6720 C
21.1000 H
22.1160 H
22.8410 C
23.2370 H
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7.3980 -5.9670
9.2850 -5.5410
10.0390 -6.4390
9.7820 -4.8450
6.8350 -8.0270
6.5810 -8.1520
7.0390 -9.0590
7.2750 -8.8580
6.8960 -10.4190
6.6650 -10.5000
5.7330 -10.8990
6.0810 -10.9080
5.6030 -11.9180
4.4030 -10.1490
4.4300 -9.0650
3.4560 -10.6300
3.7310 -10.5360
3.2230 -11.6550
2.4880 -10.1820
3.8380 -10.4450
3.9870 -11.4940
4.4870 -9.9260
2.8540 -10.0710
8.1270 -11.2870
8.9310 -11.0470
8.3140 -12.2830
7.6270 -12.3540
9.5590 -13.0880
10.3350 -12.7070
10.1450 -12.7640
9.3970 -12.7070
10.8010 -13.6040
10.9000 -11.4360
11.8380 -11.2160
10.4640 -10.5670
10.8290 -9.6260
9.7440 -10.8990
9.3070 -14.6120
10.2550 -15.3230
8.0900 -15.0890
7.3570 -14.3970
7.8960 -16.5070
8.6170 -16.8120
6.5140 -16.9470
5.8620 -17.0900
6.7100 -17.8980
5.7590 -16.0610
6.3450 -15.9680
5.5380 -15.0750
4.4940 -16.8330
4.0290 -17.9020
3.7610 -16.2620
2.9340 -16.7220
4.0810 -15.4220
8.2720 -17.4130
8.7060 -18.5870
8.1030 -16.8730
7.6990 -15.9480
8.5990 -17.3640
8.9960 -18.3750
7.4200 -17.5410
7.0510 -16.5240
7.8480 -18.1150
8.0740 -19.1730
7.1830 -18.1450
8.7620 -17.6010
6.2690 -18.4100
6.6530 -19.4180
5.9240 -18.1040
5.0270 -18.5210
4.3200 -19.2330
4.6350 -17.5080
5.3380 -18.9350
9.7020 -16.5020
9.4530 -15.3110
10.9290 -17.0800
11.0210 -18.0710

23.6550 H
22.4730 C
22.9870 O
21.5960 O
21.3610 C
22.5570 O
20.5640 N
19.6030 H
20.9630 C
22.0250 H
20.1780 C
19.1450 H
20.5430 H
20.4420 C
20.3330 H
19.4490 C
18.3990 H
19.7350 H
19.6750 H
21.8610 C
22.1180 H
22.5670 H
22.1450 H
20.6860 C
19.7690 O
21.5350 N
222730 H
21.6480 C
20.9840 H
23.0790 C
23.8690 H
23.3090 H
23.1600 C
2248200
24.0510 N
24.0160 H
24.6770 H
21.4290 C
21.1570 O
21.6310 N
21.6950 H
21.8370 C
22.5960 H
22.3500 C
21.4880 H
22.8440 H
23.3720 C
24.2860 H
22.9630 H
23.8450 C
23.3710 0
24.7490 N
25.1010 H
25.2080 H
20.5600 C
20.7170 O
19.3760 N
19.4050 H
18.0820 C
18.1700 H
17.1500 C
17.0220 H
15.7340 C
15.8700 H
14.8700 H
15.4370 H
17.6970 C
17.8510 H
18.6840 H
16.7420 C
17.1680 H
16.6490 H
15.7830 H
17.4720 C
17.3000 O
17.2870 N
17.4560 H
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12.1700 -16.3250
11.8940 -15.3430
12.6660 -16.0360
13.6890 -15.6730
12.0160 -15.3330
12.8290 -17.3020
13.8180 -17.9800
11.9180 -17.5950
11.7760 -18.4830
11.2120 -16.8950
13.2390 -17.0280
13.0860 -18.1450
14.4680 -16.4370
14.7380 -15.5650
15.5360 -17.1460
15.0070 -17.4500
16.7190 -16.1200
17.5520 -16.6830
16.3230 -14.9330
15.4630 -14.4460
17.1520 -14.2270
16.0040 -15.2660
17.1770 -15.7090
17.8500 -16.3180
16.1360 -18.4470
17.0290 -19.0200
15.8740 -18.8910
15.1920 -18.2990
16.3220 -20.1640
17.2460 -20.5220
16.6180 -19.8110
15.6990 -19.5310
17.0370 -20.6750
17.5710 -18.5970
18.4610 -18.7100
17.0410 -17.6660
17.8460 -18.5630
18.0610 -17.5250
16.9280 -18.8230
18.9790 -19.4600
18.9090 -19.5450
18.8080 -20.4920
20.2850 -19.0910
20.5690 -18.1760
21.0230 -19.7300
20.3900 -19.1340
15.2650 -21.2730
15.7170 -22.3800
13.9080 -21.0150
13.5660 -20.0780
12.8600 -22.0550
13.3080 -23.0480
11.9780 -22.0180
11.3310 -22.8930
12.6080 -21.9800
11.1820 -20.7210
11.0490 -19.8850
10.6550 -20.4870
10.1110 -19.6380
10.6380 -21.1750
12.0250 -22.1050
11.2060 -23.0170
12.0560 -21.2300
12.6090 -20.4120
11.2030 -21.2570
10.1640 -21.2320
11.3670 -19.9970
11.2730 -19.0740
12.7570 -19.8260
13.0290 -20.6800
12.9220 -18.9460
13.4460 -19.7320
10.2760 -19.8810
10.2860 -18.9340
10.4280 -20.6490
9.2980 -20.0880
11.3050 -22.5480

17.2150 C
16.8310 H
18.6520 C
18.5540 H
19.1720 H
19.4510 C
19.2610 O
20.3670 N
20.8270 H
20.5470 H
16.3940 C
16.0110 O
16.1690 N
16.5990 H
153590 C
14.4560 H
15.1080 C
14.6870 H
14.2220 C
14.6810 H
14.2830 H
13.2350 H
16.3920 O
16.7060 H
15.9360 C
15.1970 O
17.1400 N
17.5930 H
17.7180 C
17.2640 H
19.2030 C
19.7180 H
19.7170 H
19.4720 C
18.8520 H
19.2730 H
21.0400 C
21.2960 H
21.5670 H
21.5390 C
22.6240 H
21.2350 H
20.8950 N
21.2140 H
21.1520 H
19.8910 H
17.7600 C
17.7210 O
17.8160 N
17.9740 H
17.7620 C
17.8090 H
19.1040 C
19.0450 H
19.9930 H
19.2180 C
18.2820 O
20.3810 N
20.3370 H
21.1210 H
16.4740 C
16.3920 O
15.5040 N
15.7200 H
14.3410 C
14.6700 H
13.4360 C
14.0070 H
12.7770 C
12.1570 H
12.1540 H
13.6160 H
12.3470 C
11.8080 H
11.5880 H
12.7800 H
13.4520 C
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10.3060 -23.0180
12.4450 -23.1750
13.2140 -22.8080
12.6390 -24.5500
12.8590 -24.6260
13.9510 -24.8990
14.1810 -25.9620
14.8170 -24.4160
13.9140 -24.6530
14.3660 -25.3930
11.5830 -25.5500
11.3960 -26.5520
10.9610 -25.2880
11.0830 -24.3460
10.0040 -26.1390
10.1390 -27.1340
10.2810 -26.0510
9.9540 -25.0580
9.8000 -26.9770
11.8120 -26.2130
12.3030 -26.8700
12.3690 -25.2770
12.0390 -26.7870
11.7920 -27.8480
13.0960 -26.5540
11.3380 -26.0600
11.7410 -25.1890
10.1840 -26.4050
9.4380 -27.2800
9.8630 -27.9080
8.5760 -27.5770
9.7820 -25.7770
10.3270 -25.0110
8.8090 -25.9180
8.5390 -25.8730
7.7260 -26.7290
8.3380 -24.7490
9.1790 -24.3110
7.0190 -24.2120
6.4260 -23.9480
7.0360 -22.8730
7.9020 -22.3190
7.1920 -23.1080
5.7730 -22.0190
4.8480 -22.5940
5.7730 -21.0770
4.7590 -20.6830
5.9670 -21.6300
6.5460 -20.3300
5.8050 -21.1090
4.9300 -20.4590
6.7620 -20.5870
5.7700 -21.6970
6.1770 -25.2690
6.5860 -25.7930
4.8490 -25.4390
4.5240 -24.8180
3.8560 -26.2560
4.3430 -26.6500
3.3010 -27.4500
2.5950 -28.0360
4.1750 -28.0700
2.6440 -27.0130
3.3250 -26.2780
1.7640 -26.4020
2.2550 -28.0400
1.4030 -28.6460
3.0580 -28.7740
2.0050 -27.2980
2.8170 -27.1350
0.8280 -26.9210
-0.3160 -27.2860
-0.3290 -27.8050
-1.0880 -26.7300
0.8040 -26.1700
1.6980 -25.7780
-0.0480 -25.9100

12.9440 O
13.6050 N
14.1470 H
13.0950 C
12.0300 H
13.8060 C
13.7440 H
13.3530 H
15.2570 O
15.6690 H
13.5970 C
12.9140 O
14.7280 N
15.0730 H
15.4410 C
15.0170 H
16.9450 C
17.2510 H
17.2600 H
17.3280 C
16.6100 H
17.2810 H
18.7440 C
18.7730 H
18.8720 H
19.7710 N
20.0860 H
20.3050 C
19.8020 N
19.1350 H
20.2370 H
21.3310 N
21.7000 H
21.5630 H
14.9960 C
15.2630 O
142810 N
13.9350 H
13.8930 C
14.7690 H
13.0640 C
13.4260 H
12.0110 H
13.1370 C
13.1850 H
143530 C
14.4250 H
15.2710 H
14.1730 H
11.8300 C
11.8180 H
11.8320 H
109130 H
13.2020 C
12.1660 O
13.5800 N
14.3070 H
12.7700 C
11.8770 H
13.6270 C
13.0400 H
13.8240 H
14.8750 C
15.3050 H
14.6750 H
15.8750 C
15.5630 H
15.9480 H
17.1540 N
17.7320 H
17.6740 C
17.1660 N
16.2990 H
17.5040 H
18.7760 N
19.0360 H
19.2520 H
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2.6380 -25.4020
2.4280 -24.3110
1.9300 -25.8510
2.2420 -26.7010
0.5790 -25.4230
0.5380 -24.3410
0.0750 -26.0090
0.7400 -25.7430
0.0100 -27.0860
-1.2930 -25.5170
-1.9070 -25.4330
-1.1600 -24.1690
-0.8950 -24.3180
-2.1320 -23.6850
-0.4290 -23.5460
-2.0900 -26.3920
-2.0880 -27.3520
-3.1390 -26.1500
-1.5820 -26.4660
-0.3210 -25.8630
-0.3620 -27.0720
-0.9610 -24.8090
-0.8530 -23.9000
-1.9820 -24.9190
-1.6200 -25.7700
-1.9810 -23.6770
-1.1360 -23.6840
-1.8520 -22.7940
-2.9030 -23.6080
-3.3550 -25.1800
-3.8670 -26.2460
-3.9170 -24.3110
-3.4470 -23.4370
-5.1680 -24.5360
-5.1910 -25.5250
-6.3590 -24.3330
-7.2800 -24.2780
-6.4250 -25.1520
-6.2560 -23.0420
-5.6380 -22.8710
-5.2230 -23.6900
-5.8640 -21.5210
-5.5350 -21.1460
-6.5370 -20.7960
-7.0740 -19.4970
-7.0840 -18.8860
-7.6220 -19.0510
-8.1690 -18.1220
-7.7350 -19.9000
-8.1780 -19.5030
-7.3660 -21.2970
-7.5330 -22.0280
-6.7630 -21.7210
-5.1380 -23.5860
-4.3510 -22.6460
-6.0700 -23.8180
-6.7220 -24.5800
-6.4830 -23.0110
-5.9860 -22.0410
-5.9690 -23.8140
-5.8850 -23.2060
-4.9450 -24.0710
-6.8830 -24.9240
-6.4610 -25.5830
-7.9680 -22.6910
-8.7160 -23.3460
-8.3980 -21.7130
-7.6360 -21.3610
-9.7720 -21.2830
-10.4350 -22.1470
-10.2760 -20.4110
-10.3690 -21.0150
-9.5060 -19.6500
-11.5890 -19.6780
-12.8180 -20.3470
-12.9180 -21.3770
-13.9680 -19.6390

12.3640 C
12.8860 O
11.3090 N
10.8630 H
11.1330C
11.0090 H
9.8130C
89910 H
9.9650 H
9.4020 C
10.2990 H
8.6940 C
7.6480 H
8.7790 H
9.2110H
8.4590 C
8.9750 H
8.2910H
7.4970 H
12.2550 C
12.6670 O
12.8060 N
12.3780 H
13.7930 C
143710 H
14.6140 C
15.3020 H
13.9870 H
15.1910 H
13.2260 C
13.3920 O
12.4320 N
12.2440 H
11.6650 C
11.2070 H
12.6400 C
12.0610 H
13.3560 H
13.3860 C
14.5840 C
15.1520 H
14.9950 N
15.8730 H
14.0320 C
14.0070 C
14.8970 H
12.8050 C
12.8720 H
11.6750 C
10.7730 H
11.8230C
11.0450 H
12.9450 C
10.4060 C
10.2850 O
9.5010 N
9.6160 H
8.2730 C
8.2820 H
7.0580 C
6.1570 H
7.3300 H
6.8620 O
6.3060 H
8.4090 C
9.1500 O
7.5950 N
7.0320 H
7.3980 C
7.4340 H
8.6010 C
9.5040 H
8.7310 H
8.3410C
8.3120C
8.6210H
7.9720 C
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-14.8620 -20.2340
-13.9360 -18.2650
-14.8010 -17.6770
-12.6710 -17.6210
-12.5760 -16.6040
-11.5120 -18.3400
-10.5930 -17.8040
-9.8730 -20.6820
-8.8430 -20.3050
-11.0210 -20.5360
-11.8070 -20.7190
-11.2160 -19.7450
-10.3990 -19.0290
-11.2750 -20.6630
-10.3400 -21.2120
-12.0270 -21.4140
-11.6670 -19.9340
-10.9160 -19.3930
-12.5660 -18.9200
-13.6260 -19.4360
-12.5030 -17.6900
-11.6800 -17.2670
-13.7070 -16.9330
-14.3110 -16.7890
-13.2610 -15.4630
-14.1740 -14.9690
-12.6750 -14.6990
-12.7130 -13.6190
-13.3330 -14.8520
-11.7290 -15.1260
-12.2460 -15.5880
-11.6650 -14.8250
-14.6630 -17.4550
-15.8040 -17.0990
-14.1140 -18.2640
-13.1170 -18.4250
-14.7390 -18.9450
-14.0960 -19.7900
-15.7260 -19.2990
-14.7360 -18.1280
-15.1220 -18.7060
-14.1870 -16.9390
-14.1370 -16.4390
-13.5040 -16.2090
-14.1580 -16.2100
-13.2420 -14.7400
-12.8880 -14.1640
-14.2110 -14.3180
-12.6000 -14.5930
-12.3210 -16.9670
-11.5950 -17.5610
-12.0810 -16.9040
-12.8070 -16.4670
-10.8960 -17.4180
-10.1220 -17.8540
-11.4050 -18.3820
-12.2210 -17.9490
-10.5430 -18.4530
-11.8790 -19.7610
-12.6350 -19.6270
-12.4660 -20.5890
-12.8530 -21.4610
-13.2450 -19.9970
-11.6820 -20.8250
-10.7200 -20.6150
-10.3690 -20.0210
-11.1970 -21.4660
-9.8640 -20.8300
-10.1680 -16.3000
-10.8070 -15.5700
-8.8570 -16.1880
-8.4430 -16.8550
-7.9430 -15.1800
-6.9210 -15.3500
-7.8820 -15.5160
-6.8580 -15.7190
-8.5000 -16.3490

7.8610 H
7.6400 C
7.3710 H
7.6060 C
7.2540 H
7.9570 C
7.7720 H
5.9200 C
5.38100
5.4040 N
6.0110 H
4.1590 C
4.0640 H
2.9820C
2.8750 H
3.2240 H
1.8250 0
1.5700 H
4.2400 C
4.6170 O
3.8270 N
3.4230 H
3.6040 C
4.4990 H
3.1380C
2.8050 H
4.3060 C
4.1660 H
5.1620 H
4.6380 H
2.1490 O
2.1110 H
2.4280 C
2.3750 0
1.5260 N
1.5190 H
0.4190 C
0.1690 H
0.7160 H
-0.9210 C
-1.9460 O
-0.8430 N
0.0330 H
-1.9210 C
-2.7930 H
-1.5750 C
-2.4300 H
-1.3090 H
-0.7060 H
-2.4610 C
-1.6720 O
-3.7490 N
-4.2980 H
-4.4740 C
-3.8430 H
-5.5340 C
-6.1120 H
-6.1980 H
-5.0380 C
-4.2640 H
-6.2020 C
-5.6770 H
-6.6820 H
-6.9220 H
-4.4610 C
-3.6170 H
-3.9750H
-5.1010 H
-5.1850 C
-5.9690 O
-4.9940 N
-4.3590 H
-5.6320 C
-5.2950 H
-7.1310 C
-7.4440 H
-7.4650 H
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-8.1530 -14.3120
-9.0240 -13.7540
-7.3180 -13.6120
-8.3960 -14.7720
-7.4990 -15.2210
-9.2690 -15.4170
-8.6260 -13.6470
-8.2180 -12.7730
-9.4410 -13.5850

-10.1090 -14.6040 -11.8420 N

-9.8450 -15.5240

-10.9710 -14.4450 -12.3430 H

-9.5760 -12.4180
-9.1770 -11.5870

-10.3850 -12.2200 -12.4390 H

-8.1740 -13.7540
-9.1680 -13.4360
-7.1730 -12.8410
-6.2940 -13.1730
-7.2300 -11.4370
-6.4300 -10.8930
-8.1660 -10.9650
-7.1200 -11.3070
-7.5980 -10.3270
-6.5110 -12.3030
-5.9610 -12.9670
-6.6050 -12.5200
-7.6060 -12.2510
-6.5000 -13.9620
-7.3350 -14.4640
-5.5800 -14.4320
-6.6820 -14.2910
-7.5330 -13.5820
-7.5660 -14.2570
-7.9590 -13.9210
-6.8590 -15.3570
-6.8010 -15.9840
-6.3430 -15.4570
-5.7350 -16.2170
-5.6570 -11.5420
-4.7750 -11.9720
-5.6840 -10.3040
-6.5050 -10.1180
-4.9380 -9.1630
-3.8920 -9.4630
-5.1650 -7.9520
-4.9880 -8.1930
-6.2500 -7.8510
-4.4880 -6.6450
-4.9100 -5.8490
-4.7360 -6.3180
-2.9960 -6.7200
-2.3510 -7.0930
-2.4460 -6.3460
-5.3230 -8.7820
-6.3910 -9.0620
-4.4150 -8.1740
-3.5770 -7.9330
-4.5090 -7.8250
-3.8730 -6.9930
-5.5420 -7.5610
-4.0300 -8.9780
-3.1790 -9.7610
-4.2740 -8.9500
-4.9420 -8.2440
-4.1460 -10.0580
-4.1380 -11.0450
-3.1550 -10.0140
-5.2850 -10.0900
-6.1260 -9.1990
-5.2090 -10.8540
-4.2960 -12.0140
-3.3950 -11.6450
-3.9860 -12.4740
-5.2650 -12.8850
-4.5930 -13.4060
-5.8490 -13.6300

-7.9990 C
-7.6550 H
-8.0160 H
-9.4390 C
-9.8670 H
-9.5350 H
-10.2600 N
-9.9600 H
-11.3480 C

-11.5210H

-11.8680 N
-11.4570 H

-5.2330C
-4.6100 O
-5.3640 N
-5.7360 H
-4.8970 C
-5.3990 H
-5.1960 H
-3.3480 C
-2.8560 O
-2.6670 N
-3.1930 H
-1.2450 C
-0.9090 H
-0.9000 C
-1.3890 H
-1.2460 H
0.6150 C
1.4110N
2.5800 C
3.5280 H
24380 N
3.2280 H
1.2230C
0.7550 H
-0.5030 C
0.2240 O
-0.8650 N
-1.4230 H
-0.3810 C
-0.4400 H
-1.2110C
-2.2590 H
-1.2000 H
-0.8490 C
-1.4630 H
0.1610 H
-0.9120C
0.1440 O
-1.9980 O
1.0910 C
1.5130 0
1.8910N
1.3820H
3.2930C
3.5970 H
35180 H
4.1660 C
3.7180 O
5.4660 N
5.7400 H
6.3910 C
5.9290 H
6.8430 H
7.4010 C
74110 0
8.5340 N
8.7170 C
9.2070 H
7.7790 H
9.6180 C
10.3000 H
9.0780 H
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-6.2270 -11.9630
-5.9060 -11.8120
-7.2660 -12.2740
-6.2710 -10.7290
-7.2290 -10.6060
-6.1240 -9.4890
-5.0430 -8.9460
-7.1510 -9.1900
-7.9890 -9.7330
-6.9600 -8.5180
-5.9520 -8.1030
-7.9730 -7.3080
-8.9170 -7.8450
-7.8800 -6.7700
-7.9280 -6.3060
-8.4900 -6.7490
-8.7490 -5.0610
-8.2330 -4.5110
-8.6210 -4.3420
-9.8200 -5.2620
-6.4920 -5.8400
-6.5350 -4.9720
-5.8950 -5.6420
-6.1170 -6.6880
-7.1980 -9.4320
-8.1680 -10.2060
-6.4230 -9.3280
-5.6870 -8.6370
-6.5810 -10.0990
-7.5210 -10.6450
-5.4370 -11.1470
-4.5150 -10.5680
-5.6460 -11.8900
-4.9490 -12.7200
-5.4130 -11.2440
-6.6860 -12.1680
-5.3670 -12.2180
-4.8910 -11.9730
-4.8950 -13.1560
-6.4330 -12.3160
-6.6110 -9.1880
-5.8080 -8.2960
-7.6420 -9.3950
-8.3660 -10.0380
-7.8670 -8.6250
-6.8950 -8.3800
-8.3830 -7.1870
-7.6210 -6.7500
-9.8220 -7.3090
-9.8730 -8.1240
-10.6100 -7.4100
-9.9000 -6.3820
-8.5380 -6.3530
-9.0120 -5.4330
-9.2480 -6.7600
-7.5790 -6.1030
-8.6410 -9.4060
-9.6580 -9.9700
-8.1600 -9.5320
-7.2180 -9.2470
-8.8620 -10.2090
-8.2490 -10.0600
-9.7880 -9.6830
-9.1210 -11.6720
-8.1070 -12.4160
-10.3530 -12.0570
-11.0630 -11.3470
-10.6890 -13.4600
-9.8590 -14.1370
-11.8390 -13.9330
-11.9910 -14.9670
-11.3230 -13.9810
-10.2580 -14.1800
-11.5240 -13.0770
-11.9030 -14.7470
-12.9930 -13.1840
-13.5870 -13.6280

10.4280 C
11.4580 H
10.5370 H
9.5340C
9.0300 H
10.3900 C
10.4780 O
11.1680 N
11.0110 H
12.4960 C
12.5100 H
12.7360 C
12.8270 H
13.6790 H
11.5260 C
10.7040 H
11.9920 C
12.7780 H
11.1830 H
12.0240 H
11.1410 C
10.4830 H
12.0310 H
10.5680 H
13.6940 C
13.6440 O
14.7570 N
14.7330 H
16.0270 C
15.9470 H
16.2510 C
16.2000 H
17.5470 C
17.6660 H
18.3940 H
17.7140 H
15.1130 C
14.1630 H
15.4080 H
14.9090 H
17.2440 C
17.3940 O
18.0160 N
17.7300 H
19.2010 C
19.6310 H
18.8660 C
18.2200 H
18.3390 C
17.6170 H
19.0850 H
17.7710 H
20.0860 C
19.7460 H
20.8050 H
20.5390 H
203150 C
20.0450 O
21.5250 N
21.7510 H
22.6600 C
23.5490 H
22.8920 H
222970 C
22.1680 O
22.1560 N
22.0420 H
21.7710 C
21.9760 H
22.7510C
22.4410 H
24.1680 C
24.2920 H
24.7420 H
24.6820 H
22.6590 O
22.0500 H
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-11.1910 -13.6640
-11.5630 -14.7840
-11.0860 -12.6580
-10.4980 -11.8710
-11.6780 -12.8100
-11.9610 -13.8570
-12.8360 -11.8750
-12.5460 -10.8260
-13.6830 -12.1590
-13.6310 -13.1940
-14.7480 -12.0010
-13.3650 -11.4440
-13.6760 -12.1230
-13.1260 -12.0310
-10.5950 -12.5100
-9.7630 -11.6630
-10.5690 -13.2590
-11.2970 -13.9470
-9.8140 -12.9430
-9.2080 -12.0470
-8.8140 -14.0500
-8.0950 -14.0960
-9.3980 -14.9660
-8.1140 -13.9450
-8.8180 -13.6080
-7.4260 -13.1060
-7.2420 -15.5060
-5.7890 -15.7740
-4.9810 -16.1420
-5.4910 -14.7770
-5.9710 -16.3530
-10.8220 -12.6010
-11.7840 -13.3920
-10.6270 -11.5670
-9.7660 -11.0820
-11.4950 -10.9830
-12.4510 -11.5040
-11.8910 -9.4980
-11.0990 -8.7690
-12.5280 -9.3250
-12.5600 -9.1360
-13.9340 -9.5000
-14.5310 -9.8780
-14.4830 -9.3570
-15.5070 -9.6270
-13.7490 -8.8820
-14.2730 -8.7230
-15.2230 -8.8580
-12.3640 -8.5740
-11.7460 -8.3140
-11.8040 -8.7020
-10.7550 -8.4810
-10.9080 -11.2090
-9.7330 -10.8940
-11.6630 -11.8630
-12.6510 -11.9980
-11.1010 -12.1500
-10.1250 -11.6700
-11.0320 -13.6840
-12.0550 -14.0120
-10.0740 -13.9280
-10.0140 -14.9940
-10.2960 -13.5250
-9.0770 -13.5580
-10.5320 -14.5280
-9.5180 -14.2090
-11.1650 -14.3890
-10.5240 -15.5510
-11.9620 -11.4450
-13.1860 -11.5180
-11.2940 -10.7580
-10.2850 -10.7560
-11.8840 -10.0200
-12.9680 -10.1350
-11.5020 -8.5020
-12.0460 -7.8460
-11.6260 -8.0750

20.3140 C
19.9050 O
19.3550 N
19.5910 H
18.0230 C
17.9160 H
17.7890 C
17.8440 H
16.5280 C
16.1930 H
16.6940 H
15.7690 H
18.8970 O
19.6780 H
16.9600 C
17.1330 O
15.8440 N
157130 H
14.6330 C
14.7720 H
14.3050 C
15.1220 H
142120 H
129110 C
12.1500 H
13.0150 H
12.3730 S
13.3810C
12.7490 H
13.7040 H
14.2870 H
13.5040 C
13.3670 O
12.7390 N
12.9490 H
11.6790 C
11.7140 H
11.8490 C
11.6790 H
10.9820 H
13.1940 C
13.4310C
12.6140 H
14.6720 C
14.8840 H
15.7740 C
17.0040 O
16.9530 H
15.5830 C
16.4290 H
14.2780 C
14.1510 H
10.2610 C
10.0530 O
9.3100 N
9.4710 H
7.9890 C
7.9160 H
7.7470 C
7.5620 H
6.5740 C
6.3530 H
5.5860 H
6.8140 H
8.9240 C
9.1640 H
9.8010 H
8.5490 H
6.9690 C
7.0520 O
59810 N
6.0350 H
4.7890 C
4.8000 H
4.8560 C
4.1770 H
5.8520H
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-10.0380
-8.9710
-7.8630
-6.8970
-8.1320
-7.4680
-9.5180
-9.9960

-11.4290

-10.4280

-12.1850

-13.0080

-11.8350

-10.7800

-12.7130

-12.5570

-12.3190

-14.0960

-14.1990

-12.1460

-12.7760

-11.6180

-10.9530

-11.9160

-11.5690

-11.1610

-11.4620

-10.1040

-11.3390

-13.5210

-14.2890

-13.9180

-13.2320

-15.3410

-15.9000

-15.4090

-15.1580

-14.7170

-16.8260

-17.1610

-16.3870

-18.4140

-18.6820

-19.4450

-20.7780

-21.3060

-19.0970

-19.8190

-17.7740

-17.5090

-15.9520

-15.3450

-17.2010

-17.8810

-17.3600

-18.1440

-19.1690

-18.9370

-19.8720

-19.5310

-20.3550

-19.7610

-18.1630

-18.1850

-17.9290

-18.8760

-16.6970

-15.9520

-16.2570

-15.2100

-16.2290

-17.2630

-15.7150

-15.5470

-16.1260

-14.3140

-13.8900

-8.2130
-8.2340
-8.0180
-8.1170
-8.0080
-7.8240
-8.1850
-8.2930
-10.6400
-11.3480
-10.2500

-9.6670
-10.5930
-10.8610
-11.7970
-12.0220
-12.6630
-11.5990
-11.6140

-9.5370

-8.5910

-9.7150
-10.4720

-9.0080

-7.9800

-9.6580

-9.3390

-9.6880
-10.7330

-9.0530

-9.6630

-8.4650

-7.9510

-8.5010

-8.0310

-7.8170

-6.7750

-8.3050

-7.8400

-8.9440

-9.6950

-9.0780

-9.9450

-8.1730

-8.3320

-7.5330

-6.9610

-6.1660

-6.8020

-5.8670

-9.9580
-10.9320
-10.0550
-11.3470
-12.1520
-11.6210
-11.1410
-11.2370
-11.9090

-9.7650

-9.4130

-9.7630

-9.0780

-8.1320

-8.7110

-8.4250

-8.7940

-9.0390

-8.4240

-8.7170

-6.9550

-6.6180

-6.6600

-6.2520

-5.3680

-6.5040

-5.9650

4.5230C
5.4500 N
4.6920 C
5.1650 H
3.3650N
2.6270 H
3.2950C
2.3330H
3.4740 C
3.4380 O
2.3870 N
24540 H
0.9930 C
0.9330 H
0.5450 C
-0.5100 H
1.0760 H
0.8820 O
1.8360 H
0.0070 C
0.2670 O
-1.1650 N
-1.2410 H
-2.3530C
-2.2480 H
-3.5270 C
-4.5250 H
-3.2600 H
-3.5080 H
-2.7690 C
-2.0760 O
-3.9890 N
-4.5240 H
-4.3540 C
-3.5450 H
-5.6940 C
-5.4950 H
-6.3800 H
-6.3440 C
-7.0400 C
-7.1030 H
-7.5720 C
-8.1570 H
-7.3470 C
-7.7060 O
-7.6440 H
-6.7150 C
-6.6030 H
-6.1510C
-5.6800 H
-4.2910 C
-4.7450 O
-3.8300 N
-3.9050 C
-3.3860 H
-4.9270 H
-3.1870 C
-2.1260 H
-3.5100 H
-3.5240 C
-2.9030 H
-4.5890 H
-3.1890 C
-3.7300 H
-1.6990 C
-1.0020 O
-1.2300 N
-1.8660 H
0.0830 C
0.1540 H
0.1670 C
0.2400 H
1.0810 H
-0.9330 C
-1.6070 O
-1.2390 N
-1.9800 H
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-13.7530
-17.0760
-17.8980
-16.9260
-16.6550
-17.5190
-18.5280
-17.6420
-17.9970
-16.6500
-18.6230
-19.1140
-19.9440
-20.3180
-20.0070
-20.4800
-19.1230
-18.8750
-16.5230
-15.3650
-17.0650
-18.0610
-16.2780
-15.2260
-16.3230
-17.3310
-15.3840
-14.3350
-15.3490
-15.7340
-15.9550
-14.9950
-16.7520
-15.8060
-16.6980
-17.8600
-15.7880
-14.8300
-16.0380
-17.1090
-15.5110
-14.4670
-15.4730
-16.2730
-16.9300
-17.0560
-17.5940
-18.1750
-17.6240
-18.3450
-17.7520
-16.8200
-16.6520
-16.1480
-15.5210
-15.4030
-14.3240
-15.8810
-16.6680
-15.3400
-14.4190
-16.3420
-17.2200
-16.0740
-16.6990
-15.1140
-16.0860
-13.9250
-13.1930
-13.6370
-14.4130
-12.3730
-11.6680
-11.9490
-12.3620
-12.9190
-10.9040

-10.4710
-10.8290
-11.2400
-10.9180
-12.7210
-12.5740
-13.1590
-13.5920
-14.6910
-15.3160
-16.3010
-14.6630
-15.1780
-13.6210
-12.9900
-11.2100
-11.3940
-10.9220
-10.7740
-10.7370
-10.9500

-11.6350
-11.8160
-12.2120
-12.1100
-13.2080
-13.3260
-14.5230
-14.3660
-15.1870
-15.3440
-16.5000
-16.8300
-17.2030
-18.0660
-16.7790
-17.4110
-17.6050
-15.6660
-15.4020
-14.9340
-14.1100
-12.8880 10.2770 C
-12.3590 10.3420 0
-13.5060 11.3400 N
-14.1200 11.1910H
-13.4240 12.6970 C
-12.8420 12.6590 H
-12.5860 13.4970 C
-13.2250 13.6000 H
-12.4540 14.5460 H
-11.6820 13.0050 H
-14.8630 13.2010C
-15.6620 13.2260 O
-15.1750 13.5760 N
-14.4790 13.5740H
-16.4150 14.3030 C
-17.1730 14.1990 H
-16.9490 13.6600 C
-16.1280 13.7840H
-17.7850 14.2160 H
-17.4670 12.1930C
-16.8010 11.5340H
-17.4580 11.7040 C

-7.2260 -0.8100 H
-9.1660 1.1990 C
-8.5530 1.89700
1.2840 N
0.3800 H
23770 C
2.6310 H
1.8030 C
0.7830 H
1.6920 H
2.4240C
1.8070 N
2.6880 C
2.4530 H
3.8460 N
4.5750 H
3.7520C
4.5930 H
3.5400 C
3.3620 O
4.8060 N
4.8860 H
5.9860 C
5.7980 H
6.4890 C
6.8030 H
7.6170 C
7.4390 H
7.9550 H
8.6010 H
5.3210C
4.8730 H
4.5870 H
5.7430 H
7.1330C
7.2540 O
7.8820 N
7.5770 H
8.9030 C
9.0610 H
8.3690 C
8.0950 H
9.2330 H
7.3530C
7.7050 C
8.7250 H
6.6390 C
6.9290 H
52730C
4.2870 O
3.5570 H
4.9810C
3.9480 H
5.9820C
5.6770 H

-9.2090
-8.9390
-8.9660
-9.2030
-7.9300
-9.2790
-8.3060
-8.5620
-8.1910
-7.3120
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-10.5850 -16.4230
-10.2710 -18.1490
-10.9290 -17.5710
-12.8830 -18.8760
-12.7680 -19.0140
-12.2570 -19.5200
-13.9090 -18.6820
-13.3770 -16.1550
-12.5190 -15.3530
-14.0360 -16.9270
-14.7030 -17.5860
-13.8350 -16.9170
-13.5850 -15.9320
-15.1720 -17.3520
-15.9250 -16.6150
-15.4850 -18.2490
-15.1930 -17.5420
-16.2130 -17.9590
-14.2010 -17.0960
-12.6670 -17.8490
-12.8370 -19.0850
-11.5030 -17.3260
-11.5480 -16.3220
-10.2590 -18.0240
-9.9880 -18.7560
-9.0510 -17.0750
-9.2590 -16.4020
-8.1730 -17.7210
-8.7820 -16.1940
-9.6220 -15.5070
-7.5650 -15.3840
-7.6290 -14.8280
-6.6230 -15.9320
-7.5050 -14.6110
-8.6110 -16.9950
-8.1780 -16.3810
-7.7700 -17.6860
-9.5440 -17.4280
-10.4120 -18.7120
-9.4610 -19.4370
-11.5150 -18.5800
-12.2400 -17.9510
-11.7410 -19.2940
-10.8810 -19.2340
-12.9480 -18.7590
-13.9120 -19.0090
-13.0390 -19.2620
-13.3890 -20.2940
-12.0150 -19.1280
-13.7210 -18.5510
-12.9380 -17.3520
-13.1990 -17.0530
-11.9260 -20.8020
-11.7100 -21.5820
-12.3600 -21.1970
-12.4150 -20.5200
-12.7020 -22.4880
-12.8900 -23.0610
-14.0120 -22.5750
-13.6910 -22.2870
-14.4530 -23.5550
-15.0660 -21.5660
-14.9540 -20.5910
-16.0540 -21.8260
-15.3490 -21.5530
-15.3030 -22.5490
-15.6810 -20.4680
-15.9150 -20.5220
-15.9150 -19.6070
-11.4680 -23.0870
-10.8800 -22.4790
-11.1880 -24.3450
-11.4960 -24.6240
-9.9590 -24.9640
-9.4160 -24.3090
-8.8730 -25.3030
-9.4300 -25.5730

11.8250 H
12.2610 H
10.6200 H
11.8900 C
10.8150 H
12.5070 H
12.2030 H
15.8130 C
16.2040 O
16.6050 N
16.2270 H
18.0850 C
18.4800 H
18.7300 C
18.4500 H
18.1950 H
20.2500 C
20.8110 O
20.8900 O
18.4360 C
18.4870 O
18.8050 N
18.9100 H
19.2090 C
18.4480 H
19.2540 C
20.0850 H
19.2530 H
18.0170 C
17.9210 H
18.2670 C
19.2030 H
18.2310 H
17.5010 H
16.7230 C
159330 H
16.7860 H
16.3630 H
20.4870 C
20.8350 O
21.2570 N
20.9420 H
22.5420 C
23.2090 H
233340 C
22.8930 H
24.8210 C
24.8170 H
25.1720 H
25.2860 H
23.4380 O
22.5630 H
22.2230 C
23.1310 0
21.0340 N
20.2860 H
20.5800 C
21.4870 H
19.7660 C
18.7650 H
19.9500 H
20.3220 C
19.8480 H
19.9430 H
21.8010 C
2245300
224140 N
23.3950 H
21.9410 H
19.9430 C
19.0620 O
20.2240 N
21.1450 H
19.6200 C
18.9380 H
20.6870 C
21.5840 H
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-8.3990
-7.8920
-7.4410
-8.4460
-6.7810
-7.1870
-6.3820
-5.7200
-5.2840
-6.1450
-4.6720
-4.3820
-3.8900
-4.9970
-10.3220
-10.5630
-10.5010
-10.5850
-11.5040
-9.7370
-10.5780
-11.6370
-9.9590
-10.2470
-10.8680
-9.1830
-10.4720
-9.4860
-11.6630
-12.5520
-11.4720
-10.6660
-12.2580
-12.1110
-11.8530
-12.6050
-10.9200
-11.7130
-12.8140
-13.7260
-12.7200
-13.5560
-11.4730
-11.4310
-12.2740
-10.3610
-9.4010
-10.5110
-9.6920
-13.8130
-14.1790
-14.7170
-14.3680
-16.0940
-16.3270
-16.9840
-16.5810
-17.9970
-17.0840
-16.2780
-15.6150
-17.2150
-17.8470
-17.5090
-16.5820
-17.9920
-18.8940
-18.4460
-19.2440
-17.5490
-18.9200
-16.8690
-16.0790
-16.4510
-17.4620
-18.3320
-17.7390

-26.2750
-24.1240
-23.8240
-23.3090
-24.8010
-25.0310
-25.6730
-23.6710
-23.6390
-22.7120
-24.1270
-25.0900
-23.4890
-24.1300
-26.3620
-27.3230
-26.4450
-27.7400
-28.2240
-28.4090
-27.5340
-27.5900
-28.2390
-26.0760
-25.7240
-25.9320
-25.3880
-24.9310
-24.4020
-24.5940
-23.3010
-23.2090
-22.0380
-21.4170
-21.1650
-20.4130
-20.6110
-21.9780
-22.1780
-21.6550
-22.9230
-23.1390
-23.5050
-24.2840
-24.2210
-23.4100
-23.8600
-22.6640
-22.5950
-22.3180
-23.2690
-21.4880
-20.7590
-21.4050
-22.1960
-21.5280
-20.7920
-21.2080
-22.5470
-20.0730
-19.1220
-19.9780
-20.7610
-18.6340
-18.0650
-18.8500
-19.4610
-17.5500
-17.1560
-16.9300
-17.7370
-19.6220
-18.9090
-20.4870
-20.0570
-20.6920
-19.1730

20.5470 H
21.0640 C
20.1180 H
21.5280 H
21.9250 C
229100 H
21.4080 H
21.9650 C
20.9670 H
22.2640 H
229190 N
22.8280 H
22.8780 H
23.8750 H
18.9990 C
19.6940 O
17.6800 N
16.9710 C
17.3030 H
17.1230 H
15.4870 C
15.2360 H
14.9330 H
15.2670 C
14.4430 H
15.0790 H
16.7080 C
16.7980 H
16.8040 C
17.6450 O
16.0150 N
15.4140 H
15.9750 C
16.8590 H
14.7420 C
14.5040 H
14.8440 H
13.4950 C
12.6570 C
12.9030 H
11.5040 C
10.8550 H
11.1940 C
10.0610 O
9.6060 H
12.0670 C
11.8600 H
13.2260 C
13.9270 H
15.9090 C
15.2360 O
16.4560 N
17.0620 H
16.0550 C
15.3410 H
17.3070 C
18.0030 H
17.0660 H
17.6800 H
15.2640 C
15.6370 O
14.2840 N
14.1990 H
13.6630 C
13.5950 H
12.1910 C
12.2210 H
11.5050 C
12.1350 H
11.5010 H
10.5420 H
11.4020 C
11.1640 H
11.9160 H
10.0730 C
10.2360 H
9.4970 H
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-16.7050
-18.5440
-19.6230
-18.1620
-17.3150
-19.0130
-19.5560
-18.1000
-17.4100
-17.4180
-18.9160
-19.6620
-19.3500
-17.9300
-17.1440
-17.4850
-18.4940
-17.6320
-19.2540
-19.1380
-19.9380
-18.5900
-19.5490
-20.0510
-21.2320
-19.6520
-18.7270
-20.5800
-21.4640
-21.0580
-21.5700
-21.8970
-20.1890
-20.0800
-20.5930
-19.1660
-18.9640
-18.6730
-17.7640
-17.3220
-17.5400
-17.0120
-18.0520
-17.8440
-18.9200
-19.4520
-19.2680
-19.9850
-18.7940
-20.8780
-21.8330
-20.6080
-19.5450
-20.6370
-20.2750
-19.8850
-21.9830
-22.0430
-22.7590
-22.0690
-21.4170
-22.9230
-23.4100
-23.3870
-21.4520
-22.5520
-20.8880
-19.8900
-21.5430
-22.6280
-21.0680
-21.1840
-19.9870
-21.6950
-22.8470
-23.3280
-23.5020

-20.5700
-17.8700
-18.3890
-16.6800
-16.3120
-15.9090
-16.5370
-15.0320
-15.7510
-14.3730
-14.2690
-13.5390
-15.0340
-13.4410
-14.1100
-12.7290
-12.5450
-11.9370
-11.9650
-13.2800
-13.8060
-13.9680
-12.6460
-15.1350
-15.1110
-14.6990
-14.8870
-14.1510
-14.7880
-12.7180
-12.2250
-12.9110
-11.6990
-11.4620
-11.9270
-10.4640
-10.0980
-9.9260
-8.9090
-8.2770
-8.7400
-7.8560
-9.5490
-9.2670
-10.6460
-11.2130
-10.8020
-14.0280
-14.1760
-13.6930
-13.5270
-13.4130
-13.1760
-14.7380
-14.4580
-15.3900
-15.4520
-16.0500
-14.6880
-16.3790
-16.2130
-17.3330
-17.8390
-17.4470
-12.2710
-12.1180
-11.4730
-11.5970
-10.3690
-10.4570
-9.0490
-8.9890
-8.9120
-1.7770
-7.1930
-7.7080
-6.1160

9.4790 H
14.4100 C
14.7400 O
14.8530 N
14.4430 H
15.6760 C
16.3820 H
16.4990 C
16.9400 H
15.9610 H
17.5840 C
17.2710 H
18.2280 H
18.4310 C
18.7810 H
17.7370 H
19.5050 C
19.7820 H
18.9830 H
20.5720 N
20.2500 H
21.0670 H
21.2430 H
14.8390 C
15.2600 O
13.5990 N
13.2400 H
12.6380 C
12.6350 H
13.0230 C
12.1970 H
13.6920 H
13.5510C
14.8390 C
15.6680 H
15.0250 N
15.9440 H
13.8630 C
13.5780 C
14.3350 H
12.1950 C
11.8700 H
11.1610 C
10.1390 H
11.5060 C
10.7560 H
12.8610 C
11.2160 C
10.9310 O
10.2640 N
10.5500 H
8.8160 C
8.7700 H
7.9730 C
6.9830 H
8.4170 H
8.0570 C
8.9670 H
8.1060 H
6.8850 C
5.8350 O
6.9650 N
6.2400 H
7.8540 H
8.2690 C
8.6720 0
7.3550 N
7.2570 H
6.6120 C
6.6650 H
7.2700 C
8.3520 H
7.2520 H
6.7390 C
7.3430 C
8.1620 H
6.7060 C
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-24.5320 -5.9610
-22.9370 -5.5310
-23.4200 -4.3630
-24.0680 -3.8920
-21.7150 -5.9700
-21.2100 -5.4050
-21.0810 -7.1280
-20.1150 -7.5200
-21.1140 -10.2660
-20.0150 -10.6200
-22.0090 -9.7610
-22.9430 -9.7070
-21.8940 -9.5190
-20.8470 -9.3550
-22.3510 -10.7970
-23.4250 -10.9140
-21.8700 -10.6160
-22.0600 -9.5620
-20.8080 -10.8420
-22.4920 -11.2340
-21.7420 -11.9460
-21.3640 -11.6350
-22.8260 -8.2700
-24.0410 -8.3020
-22.2390 -7.2610
-20.8330 -7.1000
-20.3680 -7.8670
-20.2500 -7.0320
-20.5970 -5.6170
-20.4880 -5.5740
-19.7240 -5.1020
-21.8770 -4.9120
-22.1050 -4.1480
-21.6780 -4.3720
-22.9750 -6.0600
-23.5080 -5.7390
-23.7030 -6.0590
-23.1190 -6.5630
-24.8480 -5.3970
-25.3560 -4.9470
-25.3330 -5.2220
-25.2890 -6.2020
-26.7810 -4.7610
-26.6960 -3.7910
-27.4140 -4.6410
-26.8980 -3.8450
-27.3780 -5.5580
-28.4370 -4.2880
-27.7590 -5.5860
-28.0790 -6.4910
-27.2210 -5.7760
-28.6860 -5.0430
-24.4430 -4.2460
-24.0490 -3.2250
-24.0340 -4.5770
-24.3770 -5.4780
-23.1150 -3.8100
-23.0220 -2.7840
-21.6780 -4.3690
-21.7890 -5.3560
-21.0840 -3.7730
-20.7850 -4.4940
-20.8970 -3.5640
-21.1480 -5.3230
-19.3080 -4.6900
-18.7270 -4.0500
-18.6250 -5.4470
-17.6160 -5.4410
-19.0560 -5.9480
-23.5910 -3.6110
-23.9100 -4.6450
-23.5370 -2.3080
-23.2510 -1.4850
-23.8700 -2.1210
-24.8830 -2.4850
-23.7580 -0.6030
-24.2130  0.1090

6.9910 H
5.5780 C
5.0680 O
5.5970 H
5.0650 C
4.2950 H
5.6370 C
5.3570H
5.1310C
4.7230 O
4.2700 N
4.6510 H
2.7890 C
2.5360 H

1.9640 C
2.1080 H
0.4590 C
0.2580 H
0.3690 H
-0.1900 H
2.5520 0
3.3780 H
2.4480 C
2.6430 0
1.7940 N
1.4310C
0.8110 H
2.3500 H
0.9680 C
-0.1160 H
1.3690 H
1.3060 C
0.5630 H
22310 H
1.4340 C
2.3290 H
0.0720 C
-0.8680 O
-0.0830 N
0.6640 H
-1.4370 C
-1.9130 H
-1.3720 C
-0.8800 H
-2.7430 C
-3.2810H
-3.3320H
-2.8720 H
-0.5310 C
-1.0490 H
0.3970 H
-0.3460 H
-2.2560 C
-1.7120 0
-3.4500 N
-3.7500 H
-4.3310C
-3.9760 H
-4.3630 C
-4.8130 H
-5.0550 H
-3.0900 C
-2.5340 H
-2.4810H
-3.3460 C
-4.1820 O
-2.5120N
-2.5500 H
-1.7480 H
-5.7740 C
-6.3840 O
-6.2710 N
-5.7600 H
-7.6850 C
-7.8580 H
-8.1200 C
-74310 H
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-22.7210
-24.3360
-23.8890
-25.4910
-25.9270
-25.9900
-22.8870
-21.6710
-23.3870
-24.3890
-22.6790
-22.0590
-23.8540
-23.4850
-24.4240
-24.7200
-25.4890
-21.8490
-21.0480
-21.9380
-22.6290
-21.1040
-20.9980
-21.8980
-22.9150
-22.0420
-21.2010
-20.1530
-21.1100
-21.9140
-23.1590
-21.3220
-21.8740
-20.4120
-19.6360
-18.6920
-19.5000
-20.3450
-18.2070
-17.7930
-18.4570
-19.3790
-18.4910
-17.5810
-17.1730
-15.9920
-17.5790
-18.5140
-16.5490
-15.7530
-17.1100
-18.0200
-15.9800
-15.7690
-15.1130
-16.2090
-17.6060
-18.2660
-16.8860
-18.1710
-16.0060
-14.8380
-16.8510
-17.7270
-16.5550
-16.0820
-17.9010
-17.7780
-18.3770
-18.5250
-15.6690
-15.2330
-15.5200
-15.8140
-14.8600
-14.3500
-15.8840

-0.2970 -8.2590 H
-0.3740 -9.4720C
-0.8780 -10.5040 O
0.3350 -9.5210 N
0.5360 -10.4100 H
0.5630 -8.6730 H
-3.0080 -8.5450C
-2.8850 -8.3740 0
-3.6930 -9.5600 N
-3.6920 -9.6870 H
-4.6500 -10.4270 C
-5.2260 -9.7390 H
-5.5370 -11.0330 C
-6.4350 -11.5280 H
-5.9160 -10.1840 H
-4.8120 -11.9340 O
-5.3790 -12.0210 H
-3.9670 -11.4710 C
-4.5830 -12.0890 O
-2.6630 -11.6750 N
-2.1100 -11.1880 H
-1.9290 -12.6250 C
-2.5400 -13.5220 H
-0.6330 -12.9570 C
-0.8490 -13.2840 H
-0.0480 -12.0480 H
0.1530 -14.0400 C
0.2960 -13.7740 H
-0.4590 -14.9370 H
1.5310 -14.3390 C
1.7060 -14.1350 O
2.4540 -15.0550 N
3.1410 -15.5470 H
2.1490 -153710 H
-1.7350 -12.0940 C
-1.4760 -12.8430 O
-1.8080 -10.7710 N
-1.8480 -10.2210 H
-1.7500 -10.0930 C
-0.7430 -10.0320 H
-2.3590 -8.6070 C
-1.9390 -8.2050 H
-3.4440 -8.7060 H
-2.0550 -8.0330 H
-2.6500 -10.6720 C
-2.3270 -10.7540 O
-3.8780 -11.1730 N
-4.1620 -10.9160 H
-4.8700 -11.6800 C
-4.9240 -10.9370 H
-6.2850 -11.7900 C
-6.4310 -12.3710 H
-7.2020 -12.2270 C
-7.0460 -13.2850 H
-6.8520 -11.6660 H
-8.2560 -12.0680 H
-6.7870 -10.3750 C
-7.6360 -10.5520 H
-7.1660 -9.6500 H
-5.9460 -9.9730 H
-4.2760 -13.0200 C
-4.4790 -13.3900 O
-3.5730 -13.7520 N
-3.4210 -13.2720 H
-3.0080 -15.1060 C
-3.8490 -15.6130 H
-2.8220 -15.8710 C
-2.4320 -16.8810 H
-3.8010 -15.8100 H
-2.0950 -15.3520 H
-1.7250 -15.1520 C
-1.1890 -16.1350 O
-1.0660 -13.9530 N
-1.6140 -13.1570 H
0.2730 -13.7250 C
0.5350 -14.6520 H
1.3190 -13.3730C
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-15.2930
-16.7180
-16.1740
-17.5850
-17.0530
-16.7740
-16.4200
-16.7750
-17.7770
-13.7370
-12.7730
-13.6620
-14.4540
-12.4040
-11.9330
-12.7450
-13.5550
-13.0740
-11.8310
-11.2830
-11.4070
-10.0780
-10.0560
-9.1310
-9.5820
-8.1150
-7.5090
-8.5430
-6.8500
-8.3580
-7.9310
-8.0980
-8.4920
-6.9160
-6.6210
-5.7630
-5.9410
-4.8370
-5.4870
-7.2610
-6.8860
-8.0650
-8.3340
-8.8420
-9.6360
-7.9830
-7.3280
-7.3560
-8.8290
-8.3280
-10.0480
-9.6290
-10.0260
-9.9410
-9.5670
-11.0250
-11.3280
-12.2800
-13.0700
-12.8330
-12.7130
-12.2100
-13.8380
-12.1350
-11.3150
-11.9210
-13.1200
-10.6780
-11.5320
-9.3870
-8.7380
-8.9780
-9.3990
-7.4960
-7.3600
-6.8210
-5.7550

2.2020 -13.1260 H
1.6790 -14.6560 C
1.5430 -15.5910 H
1.0240 -14.7310 H
2.7160 -14.6600 H
0.9540 -12.1840 C
0.0520 -11.6850 H
1.7490 -11.4390 H
0.6870 -12.5170 H
0.1940 -12.6820 C
0.9780 -12.7880 O
-0.8720 -11.8880 N
-1.4850 -11.7590 H
-1.2120 -11.2370 C
-0.5010 -10.5580 H
-2.4210 -10.3260 C
-2.1060 -9.6690 H
-3.2050 -11.0080 H
-2.7070 -9.8060 H
-1.6800 -12.2410 C
-2.3850 -13.2220 O
-1.1330 -12.0200 N
-0.5260 -11.2130 H
-1.1180 -13.1480 C
-0.8060 -14.0900 H
0.0200 -12.9550 C
0.0900 -13.8580 H
0.9950 -12.7220 H
-0.3420 -11.6400 S
-2.4360 -13.4420 C
-2.6630 -14.5260 O
-3.1650 -12.3600 N
-2.9240 -11.4610H
-3.9740 -12.2360 C
-4.1940 -13.2620 H
-3.1620 -11.6190 C
-2.8630 -10.5860 H
-3.7170 -11.4660 H
-1.6150 -12.4480 S
-5.2090 -11.3280 C
-5.3540 -10.1660 O
-6.1380 -11.9090 N
-6.1060 -12.8820 H
-7.0240 -11.1120 C
-7.3690 -11.7740 H
-8.3530 -10.7600 C
-8.5520 -11.6090 H
-8.1360 -9.8950 H
-9.5590 -10.4440 C
-10.6370 -9.9940 O
-9.4390 -10.6320 O
-6.3130 -9.9290 C
-5.1700 -10.0240 O
-6.9470 -8.7670 N
-7.8840 -8.7160 H
-6.5920 -7.8290 C
-5.5560 -7.9800 H
-7.4100 -8.1490C
-6.9490 -7.5560 H
-7.2800 -9.5610C
-6.2420 -9.8710H
-7.7640 -10.3130 H
-7.6990 -9.5010 H
-8.8990 -7.8970C
-9.2860 -8.5020 H
-8.9500 -6.8290 H
-9.3650 -7.9270 H
-6.6870 -6.2860 C
-7.0180 -5.48300
-6.5800 -5.8090 N
-6.4250 -6.5670 H
-6.7680 -4.3980 C
-7.6880 -3.9920 H
-6.9010 -4.2000 C
-7.3590 -3.2200 H
-7.6780 -5.3020 C
-7.8440 -5.1500 H
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-7.3490
-6.8360
-6.7180
-5.6380
-7.0030
-6.9020
-9.5490
-10.2520
-9.2910
-8.6400
-9.4080
-9.5370
-10.6450
-11.4520
-10.5510
-11.0570
-10.7910
-11.6580
-12.0230
-12.1560
-8.1850
-7.5350
-7.9310
-8.5330
-6.7830
-6.0450
-6.1660
-6.3730
-6.6150
-4.6870
-4.5940
-4.3230
-3.9930
-4.5330
-3.0240
-3.7640
-3.0000
-4.4030
-5.2600
-5.1260
-5.7660
-4.2520
-3.5620
-4.6780
-6.9610
-6.0370
-8.2300
-8.9870
-8.6020
-9.4460
-7.7630
-9.1250
-9.5510
-9.4190
-9.2770
-10.2860
-11.1300
-10.8290
-10.0260
-11.5350
-11.4760
-10.9360
-11.7270
-10.8010
-12.3060
-12.1390
-12.7700
-12.6010
-13.4910
-13.3140
-9.4580
-8.2150
-10.1510
-11.1510
-9.6100
-8.6180
-9.4470

-8.6130
-7.0950
-5.5600
-5.6810
-4.8490
-4.9280
-5.7290
-4.7180
-6.0440
-6.7760
-5.1420
-4.1190
-5.3310
-5.6110
-6.2380
-4.2650
-4.4010
-3.1360
-2.4580
-3.1670
-5.1280
-6.1700
-3.9540
-3.1740
-3.6950
-4.4130
-2.3070
-2.1180
-1.6020
-2.2000
-1.7170
-3.2200
-1.4930
-0.5990
-1.0960
-2.4200
-3.0810
-2.5700
-1.6550
-0.7180
-1.8770
-3.5520
-4.2690
-3.5230
-3.9720
-4.0480
-4.2750
-4.1280
-4.8480
-5.5280
-5.3860
-3.8990
-2.7840
-4.3880
-5.3870
-3.8940
-3.3310
-5.0520
-5.5140
-4.6880
-6.1490
-6.4350
-7.4100
-7.9050
-7.2030
-8.1840
-5.6570
-5.0190
-6.4210
-4.9960
-2.9730
-3.0910
-2.1480
-2.1260
-1.2660
-1.6800
0.1980

-5.4850 H
-6.2230 H
-4.1110 C
-4.0300 H
-4.8860 H
-3.2420 H
-3.4280 C
-3.7220 0
-2.1890 N
-1.9430 H
-1.0480 C
-1.4010 H
-0.2940 C
-0.9720 H
0.3030 H
0.7350 C
1.9560 O
0.3850 N
1.0380 H
-0.4930 H
-0.0760 C
0.1910 0
0.5480 N
0.3240 H
1.4220 C
1.0630 H
1.2140 C
0.1610 H
1.9140 H
1.4850 C
2.4580 H
1.6130 H
0.3060 C
-0.0040 H
0.6090 H
-0.8230 N
-0.8050 H
-1.9770 C
-2.4390 N
-2.0850 H
-3.2840 H
-2.8050 N
-2.6320 H
-3.7200 H
2.9620 C
3.7450 O
33640 N
2.7120 H
4.6570 C
4.5460 H
5.0990 H
5.6320C
531300
6.8820 N
6.9210 H
7.9880 C
7.5880 H
8.8810 C
9.4550 H
9.6270 H
8.0100 C
7.1070 H
8.8310C
9.1250 H
9.7300 H
8.1820H
7.4510 C
6.5830 H
7.1610 H
8.1260 H
8.8800 C
8.9750 O
9.6550 N
9.5160 H
10.6630 C
10.8410 H
10.0450 C
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-8.7200 0.1860 9.2320H

-10.4680
-8.9430
-10.4770
-11.6650
-9.8900
-8.9490
-10.4710
-11.4930
-9.6570
-9.5530
-8.6460
-10.3720
-11.4660
-11.7880
-12.0930
-12.8930
-11.6010
-12.2420
-12.6270
-10.5210
-10.3310
-9.8990
-9.0630
-10.5730
-9.7070
-11.5970
-12.2370
-11.7400
-10.7560
-12.5170
-11.9680
-13.4750
-12.7810
-12.5550
-13.0310
-12.6770
-12.3760
-13.4570
-12.9060
-13.3400
-12.2980
-13.8580
-14.0460
-13.8240
-14.7160
-15.1370
-14.6970
-14.8330
-15.8280
-15.0860
-14.3150
-16.3840
-16.1550
-17.2320
-16.8570
-17.9520
-16.0900
-15.1870
-16.3240
-17.2010
-16.7870
-15.9380
-17.0610
-17.8180
-18.7200
-17.1290
-18.1770
-17.3370
-18.5840
-19.2130
-19.4240
-20.1280
-18.7440
-19.1250
-19.1270
-17.7380

0.4870
0.7280
-1.3160
-1.5770

-1.1560
-0.8010
-1.4690
-1.8320
-2.6590
-3.4710
-2.3530
-3.1200
-3.9900
-4.3390
-4.3280
-5.0480
-3.9640
-4.5560
-5.3620
-3.1280
-2.7400
-2.6960
-2.0120
-0.2510
0.6180
-0.2330
-1.0140

0.6470

0.9460

1.8710

2.4960

1.6160

2.4820
-0.1070
-1.2110

0.4770

1.4410
-0.1340
-0.9720

0.9260

1.2220

1.8200

0.5300
-0.3880

1.4970

1.2570

2.4260
-0.5990

0.2040
-1.8780
-2.5260
-2.3890
-3.4540
-2.2190
-2.0800
-2.5380
-1.4320
-1.1320
-1.3190
-1.9290

0.1060

0.7810

0.1580

0.6940

0.1800

0.8310

2.1310

2.8070

2.1090

2.6840

3.6520

2.0920

2.9190

3.7980

2.1830

2.8910

9.7970 H
10.8540 H
11.9220 C
11.8690 O
13.1120 N
13.2060 H
14.4460 C
14.3360 H
15.0090 C
14.2890 H
15.2750 H
16.2300 C
16.1010 C
15.1310 H
17.2840 C
17.1850 H
18.5040 C
19.5410 0
19.1890 H
18.6520 C
19.6420 H
17.4790 C
17.5070 H
15.3630 C
15.3430 O
16.2260 N
16.2120 H
17.3390 C
17.6980 H
16.9250 C
16.2210 H
16.4710 H
17.7890 H
18.4600 C
18.2310 0
19.6510 N
19.6650 H
20.7810 C
21.2080 H
21.9370 C
22.0560 H
21.5900 H
23.1980 C
23.9460 O
23.7430 N
24.6290 H
23.3470 H
20.4790 C
20.5430 O
20.1630 N
20.0870 H
19.7890 C
19.7540 H
20.4520 H
18.3740 C
18.1160 O
17.5070 N
17.8460 H
16.0750 C
15.8610 H
15.7030 C
15.8150 H
14.6490 H
16.5960 C
16.9270 H
17.4300 H
16.1220 C
16.2790 H
15.1110 H
17.0100 C
16.5530 H
17.0240 H
18.4240 N
18.7450 H
18.9990 H
18.5140 H
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-15.1750
-13.9770
-15.6200
-16.5980
-14.7840
-13.7560
-14.7670
-14.3940
-16.1050
-15.9900
-16.7790
-16.6480
-13.7610
-14.3110
-12.9550
-13.1200
-12.1970
-12.9210
-13.7880
-15.3410
-16.5210
-14.4580
-13.5140
-14.7390
-15.8130
-14.2220
-13.1390
-14.5990
-14.6430
-15.8010
-16.3050
-16.2460
-17.1460
-15.5050
-15.8650
-14.3600
-13.7520
-13.9090
-12.9960
-14.2520
-13.1490
-15.0290
-15.9350
-14.6850
-13.6120
-15.3870
-14.9470
-15.1270
-16.8790
-17.3060
-17.0400
-17.7350
-17.0980
-17.7290
-17.0940
-16.0710
-15.0700
-15.9510
-14.5250
-13.8330
-14.7280
-15.6040
-13.3940
-13.5390
-13.0970
-12.0880
-13.9310
-13.0560
-12.2120
-11.5170
-15.0540
-15.0150
-15.6330
-15.6930
-16.2230
-15.7420
-17.6620

-1.9090
-1.9160
-2.2630
-2.1270
-2.7510
-2.3940
-4.3030
-4.6370
-5.0980
-6.1740
-4.8730
-4.8360
-4.7760
-4.8240
-4.0500
-6.1470
-6.2250
-6.1630
-6.9670
-2.0350
-1.7660
-1.7580
-1.7700
-0.9380
-0.7880
0.4650
0.5780

1.0970

1.1400

1.9070
2.0960
2.6100
3.2030
2.5120
3.1730

1.7990

1.6290

1.0800
0.5160
-1.6690
-2.3520
-1.5490
-1.1210
-2.0400
-2.2300
-3.3960
-3.9550
-3.9680
-3.2430
-2.8130
-2.6150
-4.7270
-5.3370
-6.1400
-4.4850
-5.6920
-1.1370
-0.2640
-1.4580
-2.1930
-0.7710
-0.1250
0.0000
0.3010

1.3520

1.6520
2.0310

1.2280
-0.7190
-0.1340
-1.7580
-2.9930
-1.2500
-0.2470
-2.0590
-3.0350
-2.1690

15.2490 C
15.5730 O
14.0260 N
13.8120 H
12.9910 C
13.0450 H
12.9290 C
13.8970 H
12.7740 C
12.6430 H
13.6010 H
11.8660 H
11.8390 C
10.8990 H
11.7270 H
12.1920 C
11.6170 H
13.2630 H
11.9290 H
11.7240 C
11.6140 O
10.7750 N
11.1350 H
9.5800 C

9.6920 H
9.6780 C

9.6450 H

8.8730 H

10.9690 C
10.9680 C
10.0320 H
12.0760 C
12.0100 H
13.2880 C
14.0630 H
133550 C
142310 H
12.1910 C
12.3130 H
8.2980 C

8.37300
7.2240N
7.3530H
5.9200C

5.9220H
5.8240C

4.9980 H
6.7140 H
5.6070 C

6.5130 H
4.7320 H
5.1920 S

3.6190 C

3.2380 H
2.9390 H
3. 7150 H
4.7260 C

4.8910 0
3.6300 N
3.6650 H
2.3860 C

24370 H
1.9120 C

0.8740 H

2.6890 C

2.4080 H

2.5120 H

3.7710 H

1.9170 O
1.6080 H
1.3050 C

1.4650 O
0.2170 N
0.1180 H
-0.7810 C
-0.7130 H
-0.6720 C
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-18.0020
-18.1420
-19.2210
-17.8230
-18.0370
-18.2880
-18.8160
-15.8160
-15.6890
-15.6870
-15.8800
-15.4410
-14.4520
-15.2520
-14.6430
-16.2000
-14.5880
-15.0320
-13.0500
-12.7530
-12.5570
-12.8540
-14.7630
-15.7980
-14.1070
-14.3630
-16.3180
-15.8760
-17.6370
-17.8800
-18.6760
-18.3510
-20.0340
-20.6870
-19.8140
-20.7680
-20.1040
-21.9400
-18.7910
-19.6000
-17.8950
-17.2190
-17.6140
-16.5300
-17.9890
-18.1880
-18.3630
-18.3630
-18.2480
-19.0040
-19.4500
-20.1100
-19.6040
-20.5570
-21.2100
-21.8980
-20.7210
-22.2000
-23.0130
-22.2180
-22.9300
-21.5780
-17.9700
-16.8540
-18.3100
-19.1420
-17.7830
-16.9650
-17.1050
-16.3580
-18.0150
-18.9700
-17.5700
-18.1220
-16.5740
-16.2170
-17.3190

-2.8980
-2.7700
-2.9030
-3.8110
-2.2360
-0.9790
-1.1900
-1.5510
-0.3390
-2.4750
-3.4570
-2.1410
-1.6950
-3.4210
-4.1470
-3.9240
-3.2090
-2.3050
-3.0550
-3.9090
-3.0530
-2.1300
-4.4190
-4.4950
-4.3260
-5.3290
-0.9450
-0.0210
-1.1770
-1.9960
-0.2760
0.0900
-1.0080
-0.5270
-2.0250
-0.9440
-1.1420
-0.5960
1.0570
1.8870
1.3130
0.6040
2.6600
2.7190
3.3980
3.0720
4.2530
2.1370
1.1930
2.3170
3.3090
1.2320
0.2860
1.3640
1.1300
1.9760
1.0330
-0.0310
-0.0960
-0.9530
-1.6660
-0.9830
2.3610
1.7600
3.0530
3.6250
2.8250
2.1210
4.0970
4.4420
5.3940
5.1130
6.2190
5.6970
4.0560
5.0380
3.6610

-1.4080 H
0.6050 C
0.5380 H
0.6670 H
1.5500 H
-1.0090 O
-1.7830 H
-2.2310C
-2.3570 O
-3.2000 N
-3.0620 H
-4.5780 C
-4.4700 H
-5.3770 C
-4.8380 H
-5.5670 H
-6.7440 C
-7.1610 H
-6.4580 C
-5.8480 H
-7.4300 H
-5.9160 H
-7.7290 C
-8.0630 H
-8.5950 H
-7.2820 H
-5.1660 C
-5.8100 0
-4.8340 N
-4.2950 H
-5.3200 C
-6.2940 H
-5.4140 C
-6.1420 H
-5.7410 H
-4.0330 C
-2.9790 O
-3.9540 0
-4.4840 C
-4.8400 O
-3.5430 N
-3.2990 H
-3.0500 C
-2.9450 H
-3.7600 H
-1.6900 C
-1.4730 O
-0.7350 N
-1.0760 H
0.5780 C
0.5130 H
0.7950 C
0.9880 H
1.7810 H
-0.2830C
-0.2710 H
-1.2530 H
-0.1760 C
0.7040 O
-1.1400 N
-1.0720 H
-1.9200 H
1.7210 C
1.6780 O
2.8180 N
2.8410 H
4.1850 C
4.0270 H
4.6530C
3.9390 H
4.6640 C
5.1070 H
52210H
3.6220H
6.0950 C
6.4040 H
6.7860 H
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-15.3320
-15.4760
-14.6160
-14.8560
-18.8340
-19.9670
-18.3760
-17.4110
-19.3660
-20.2470
-19.7680
-18.9010
-20.9850
-20.9380
-21.8540
-21.0290
-20.1380
-20.9910
-19.2890
-20.5370
-20.2080
-20.0090
-21.6230
-18.8510
-17.6510
-19.6270
-20.5680
-19.2290
-18.1560
-19.4530
-19.1390
-19.0450
-20.5120
-20.0340
-21.2770
-19.3580
-18.3660
-20.0120
-21.0910
-19.6140
-18.5930
-20.1370
-19.8330
-19.3220
-19.1750
-18.0900
-19.4230
-19.4410
-21.3210
-21.6910
-21.7880
-21.4900
-19.8350
-18.7570
-20.7820
-21.6160
-20.5690
-20.1880
-21.9660
-22.6800
-22.2720
-22.0980
-21.0540
-23.1240
-19.5500
-19.9180
-18.4260
-18.3110
-17.4740
-17.0170
-16.2630
-15.9270
-16.3950
-15.3640
-18.0900
-17.4100
-19.3350

3.1620

2.1370

3.6510

3.2210

2.2500

2.7810

1.1700

0.8740

0.3230

0.9270
-0.9440
-1.6040
-1.6630
-1.6110
-1.1010
-2.6980
-0.5940

0.0840
-0.1140
-1.8500
-1.6970
-2.7750
-1.9260
-0.0430
-0.4280

0.2960

0.6470
-0.0460
-0.1890

1.1550

0.9590

2.0790

1.4060
-1.2520
-1.1550
-2.3600
-2.3280
-3.5600
-3.4260
-4.8820
-5.0940
-5.7670
-4.7470
-3.8530
-5.9600
-5.8560
-6.8910
-6.0230
-4.6110
-5.5720
-3.7580
-4.5400
-3.7020
-3.3910
-4.3470
-4.6550
-4.6110
-3.7410
-4.9930
-4.1770
-5.7590
-5.6190
-5.5800
-6.2250
-5.7700
-6.8740
-5.5110
-4.5550
-6.5670
-6.9700
-5.8680
-5.0230
-5.4360
-6.4840
-7.7900
-8.8630
-7.6780

6.1140 C
5.7720 H
5.4530 H
7.0930 H
5.2090 C
5.3370 O
5.9020 N
5.8700 H
6.6580 C
6.8750 H
5.9070 C
5.8790 H
6.4920 C
7.5790 H
6.1480 H
6.1530 H
4.4490 C
4.4440 H
3.9610 H
3.5590C
2.5310H
3.7900 H
3.6010 H
8.0180 C
8.1370 0
9.0740 N
8.9670 H
10.4410 C
10.5720 H
113750 C
12.4000 H
10.9650 H
11.4410 H
10.9670 C
11.2240 O
11.3580 N
11.5420 H
11.8480 C
11.7690 H
11.0930 C
11.4110 H
11.4570 H
9.5630 C
9.2080 H
8.9890 C
8.9890 H
9.4990 H
7.9330 H
9.1790 C
9.5340 H
9.6720 H
8.1040 H
13.3920 C
13.9170 O
14.0740 N
13.5950 H
15.5200 C
16.0550 H
16.0050 C
15.8880 H
15.2920 H
17.4240 C
18.1120 0
17.6640 O
15.6620 C
15.2850 O
16.3570 N
16.6630 H
16.7230 C
15.8190 H
17.4020 C
16.8010 H
18.3940 H
17.4400 H
17.4970 C
17.4740 O
18.0670 N
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-19.8440 -6.8110
-19.9190 -8.7900
-19.0660 -9.3990
-20.6080 -8.2650
-19.9190 -7.7020
-21.3040 -7.4730
-21.2980 -9.3800
-20.8920 -10.4920
-22.4530 -9.0540
-22.8490 -9.8200
-22.8940 -8.1480
-20.8940 -9.5830
-20.8360 -10.8350
-21.7840 -9.0630
-21.7770 -8.0610
-22.8400 -9.8220
-22.8240 -10.9050
-24.2510 -9.3890
-25.0020 -9.9860
-24.3050 -9.6700
-23.8390 -10.6290
-23.9390 -8.9240
-25.3340 -9.9120
-24.6180 -8.0730
-24.0630 -7.4580
-22.7720 -9.6280
-23.5400 -10.2140
-21.8520 -8.7620
-21.2180 -8.3840
-21.7620 -8.5060
-20.9090 -7.9000
-21.8590 -9.4420
-22.9190 -7.7380
-23.1640 -7.7240
-23.8050 -7.1160
-23.7630 -7.2040
-24.9450 -6.3330
-25.2970 -6.7790
-26.0790 -6.3120
-25.6100 -6.2570
-26.8000 -5.5070
-26.9080 -7.5750
-27.3380 -7.7270
-26.2610 -8.4370
-28.0450 -7.5390
-27.7890 -7.1820
-28.7320 -6.8080
-28.5810 -8.9680
-28.7920 -9.1860
-27.9000 -9.6910
-29.8370 -8.8470
-30.3450 -8.1140
-30.4340 -9.6610
-29.5580 -8.5440
-24.4860 -4.9150
-23.5520 -4.4460
-25.0640 -4.1850
-25.9220 -4.6060
-24.5540 -2.8550
-23.5620 -2.9780
-25.4770 -2.4770
-26.5110 -2.6910
-25.3980 -1.4810
-25.2760 -3.4490
-24.2130 -3.3770
-25.6200 -4.3810
-26.1310 -3.1180
-25.6610 -3.3200
-27.2860 -2.6490
-24.8070 -1.8090
-25.9660 -1.4970
-23.8100 -1.1270
-22.9270 -1.5320
-23.8670 0.1620
-24.6710 0.1040
-22.5310 0.4400
-21.7410  0.7900

17.9630 H
18.7960 C
19.0960 H
20.0480 C
20.6780 H
19.7690 H
20.7390 C
20.8650 O
21.2690 N
21.7950 H
21.2050 H
17.8850 C
17.9840 O
17.0620 N
16.9340 H
16.3580 C
16.4810 H
16.8310 C
16.3140 H
18.3410 C
18.5690 H
19.0460 H
18.6050 H
16.6340 O
17.1190 H
14.8410 C
14.0370 O
14.4170 N
15.1070 H
12.9520 C
12.6490 H
12.4020 H
12.3730 C
11.1170 O
13.1570 N
14.1620 H
12.5840 C
11.6530 H
13.5820 C
14.5640 H
13.4420 H
13.5200 C
12.5300 H
13.6800 H
14.4870 C
15.4850 H
14.0590 H
14.5850 C
13.5380 H
15.0340 H
15.3320N
14.8570 H
15.3670 H
16.2540 H
12.3200 C
12.9050 O
11.3900 N
11.0640 H
10.9410 C
10.5060 H
9.7390 C

10.0080 H
9.3050 H

8.5160 C

8.2830 H

8.9640 H

7.3190 C

6.2070 O

7.4520 O

12.0240 C
12.2970 O
12.6220 N
12.3440 H
13.3380 C

14.0720 H
13.9580 C

13.2940 H

O 00 000D, e PO e P O P 00000 0000000000000 0000000000000 0 00000000 000 00000000000

-22.6520
-22.0020
-22.4140
-20.4950
-20.1450
-20.2190
-20.0240
-22.5330
-21.8400
-23.5200
-22.5590
-24.2040
-24.8520
-23.6330
-23.1580
-23.9880
-25.0520
-23.7020
-24.0410
-24.4410
-22.3800
-21.8770
-22.5600
-20.5860
-20.0300
-20.1510
-18.9590
-18.2720
-18.7140
-17.8020
-19.7510
-19.6160
-21.0010
-21.7080
-21.2400
-23.3380
-22.3460
-23.8940
-24.8190
-23.1830
-22.1060
-23.5820
-22.9420
-23.3250
-24.9980
-25.7110
-25.0720
-25.3490
-24.7970
-25.0370
-26.8470
-27.3110
-27.0690
-27.2150
-28.2040
-26.8070
-27.0800
-23.4090
-24.5160
-22.5490
-21.6790
-22.6460
-23.6810
-22.1330
-22.6370
-21.0580
-22.4270
-21.9050
-21.8250
-24.0720
-24.4640
-24.0180
-25.5400
-24.1140
-21.8530
-20.7730
-22.2790

1.3220
-0.5500
-1.5470
-0.6740
-1.4560
-0.9210

0.2620
-0.2310

0.4660

0.2200
-1.1420

1.3640

2.2630

1.3760

0.5470

2.3690

2.2320

3.7760

4.4170

4.0420

4.1360

4.1360

3.9270

4.4980

4.4730

4.7360

5.2540

5.5250

5.5100

6.0490

5.3590

5.6590

4.8060

4.6780

4.5670

2.1920

1.4420

2.7350

3.1360

2.6700

2.5650

1.3600

1.3500

0.5440

1.2220

1.5320

1.9660
-0.2260
-0.4180
-0.8590
-0.3850

0.1410

0.0320
-1.8180
-1.9670
-2.3480
-2.2690

3.8440

4.4850

4.1670

3.6550

5.3800

5.6130

6.5970

6.6140

6.4550

7.9620

8.7340

8.0060

8.5030

9.2230
10.2120

9.3910

8.6240

5.2470

4.7030

5.9380

14.5870 H
15.0500 C
14.8910 H
15.0070 C
15.6820 H
13.9810 H
15.3040 H
16.4540 C
16.9260 H
16.3570 H
17.0530 H
12.4690 C
12.9380 O
11.2210 N
10.8930 H
10.1690 C
9.9750 H
10.5950 C
9.7810 H
11.3510H
11.0800 C
12.3200 C
13.1300 H
12.3560 N
13.1980 H
11.1590 C
10.6930 C
11.4820H
9.3900 C
9.1770 H
8.4520 C
7.4230 H
8.8300C
8.0240 H
10.2420 C
8.8150 C
8.8070 O
7.6920 N
7.7420 H
6.4050 C
6.5410 H
5.7100 C
4.8270 H
6.3850 H
5.1400 C
5.9040 H
4.3460 H
4.7130 C
3.7930 H
5.5440 H
4.5220 C
53570 H
3.5400 H
4.5620 N
4.4280 H
3.8050 H
5.4560 H
5.4620 C
5.54300
45180 N
4.5060 H
3.6750C
3.4250H
4.4770 C
5.4440 H
4.5940 H
3.8900 C
4.4560 H
2.9820 H
3.6700 S
5.2380C
5.3470 H
52960 H
6.0780 H
2.4010C
2.4740 O
1.3080 N
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-23.0800
-21.6320
-20.8150
-22.5830
-23.0900
-23.2820
-21.9490
-21.6290
-21.0010
-22.6940
-23.7590
-22.2620
-22.3330
-21.2460
-22.6630
-22.9790
-23.9200
-22.9260
-22.5220
-20.8300
-21.2250
-19.7220
-19.3940
-18.6870
-19.0880
-17.6910
-18.0280
-17.3890
-16.4010
-16.1730
-14.8630
-14.3540
-14.2130
-13.2110
-15.1320
-14.9660
-18.1060
-17.3320
-18.4440
-19.2810
-17.8050
-17.5590
-16.5290
-15.8430
-16.5730
-16.1100
-18.8460
-19.6120
-18.7050
-18.1840
-19.6640
-20.5040
-20.4030
-21.0160
-19.6390
-21.3840
-22.0150
-21.7120
-19.1630
-18.3670
-19.6880
-20.2920
-19.2270
-18.1390
-19.7990
-19.5800
-19.0190
-19.0930
-19.4200
-17.9320
-21.3160
-21.7900
-21.7630
-21.7190
-19.6220
-18.8640
-20.7040

6.5510
5.8500
5.1370
5.3590
4.4430
6.1840
5.0850
6.0520
4.5530
4.2370
4.4680
4.5840
2.7400
2.6830
2.4010
1.9290
1.6460
2.3840
1.0320
7.1010
8.2270
6.8340
5.8850
7.8310
8.8190
7.6130
7.6980
6.5740
8.3730
9.7050
9.9370
10.8530
8.8520
8.7230
7.8820
6.8950
8.0420
8.9610
7.1260
6.5880
7.0370
8.0520
6.3100
6.6990
5.2850
6.2890
6.4170
5.5690
6.6440
7.4840
6.3080
5.7850
7.5070
7.9020
8.2320
7.2070
6.1370
8.0980
5.4480
5.9420
4.2360
3.8910
3.2980
3.3520
1.8530
1.2270
1.3250
2.0850
0.3970
1.2550
1.8080
2.1430
0.8150
2.3660
3.8580
3.7730
4.6550

1.3640 H
0.0230 C
0.1340 H
-0.9870 C
-0.6810 H
-1.1210 H
-2.3800 C
-2.7660 H
-2.3030 H
-3.4120C
-3.3790 H
-4.3500 H
-3.2690 C
-3.3220H
-2.2870 H
-4.3860 N
-4.1530 H
-5.2870 H
-4.4750 H
-0.3440 C
-0.0850 O
-1.0020 N
-1.1090 H
-1.0600 C
-0.8370 H
0.0110C

1.0440 H
-0.1190 H
-0.1130 C
0.3720 N
0.1570 C

0.4200 H
-0.2340 N
-0.2440 H
-0.4270 C
-0.8310 H
-2.4710C
-2.7330 O
-3.3900 N
-3.2130 H
-4.6990 C
-5.0120 H
-4.7000 C
-3.9490 H
-4.3320H
-5.7070 H
-5.6490 C
-5.2220 0
-6.9660 N
-7.1760 H
-8.0280 C
-7.5720 H
-8.4710 C
-7.6610 H
-8.7510 H
-9.6140 C
-9.5060 O
-10.4580 O
-9.1540 C
-10.0080 O
-9.2610 N
-8.5280 H
-10.2840 C
-10.2680 H
-9.9870 C
-10.8520 H
-8.7680 C
-7.9890 H
-8.3600 H
-8.7990 H
-9.7830 C
-10.7060 H
-9.7340 H
-8.9380 H
-11.6190 C
-12.6150 O
-11.7340 N
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-21.1350
-21.2690
-21.3370
-22.6750
-22.6030
-23.5300
-23.0360
-23.8810
-24.3980
-23.4610
-23.2170
-20.3650
-20.1930
-19.6820
-19.8650
-18.5480
-18.7800
-18.2720
-18.1230
-17.3290
-19.4670
-19.6760
-20.3820
-19.1710
-20.0030
-18.8950
-17.9640
-17.0690
-17.9650
-17.9210
-17.8880
-17.1750
-18.7780
-17.2450
-16.3870
-17.1060
-17.8020
-16.0180
-16.3150
-15.4780
-15.1240
-13.9670
-15.6390
-16.6300
-14.8030
-13.7520
-15.3480
-16.2580
-14.5890
-15.5970
-14.6750
-16.4210
-16.0760
-16.9040
-15.7410
-15.0190
-16.1600
-13.9690
-13.1400
-14.0410
-15.0920
-13.6010
-13.4340
-14.6810
-14.4760
-15.6380
-14.7750
-12.4930
-12.7130
-13.2540
-12.5060
-13.1850
-13.8760
-12.2440
-11.4200
-12.9260
-13.7840

4.9670
5.3170
4.5750
5.9620
6.9010
6.2230
6.9260
5.2990
6.7630
5.1330
5.4030
6.3770
6.3760
7.1960
7.1400
8.0420
8.4830
9.1530
8.7080
9.6330
10.1210
10.6400
9.6480
11.3220
12.0220
10.9830
12.1340
11.5270
12.1780
13.5130
13.5450
14.0110
13.9730
7.2860
7.7800
6.1380
5.8090
5.1920
4.1640
5.4580
5.0720
4.7030
5.3830
5.5770
5.3700
5.4530
6.4740
6.0910
6.5180
7.8890
8.1260
7.7240
9.0570
8.7880
10.2460
4.0630
3.5600
3.7040
4.2260
2.4100
2.2050
1.1280
0.2890
0.7470
-0.2680
0.7230
1.3910
1.3000
1.8980
2.5440
3.5090
1.6430
0.9060
1.6530
2.3140
2.2090
1.5670

-10.8760 H
-12.9110 C
-13.7070 H
-12.6600 C
-12.1100 H
-13.9190 C
-14.5890 H
-14.3790 H
-13.5410H
-11.8850 O
-10.9970 H
-13.4350 C
-14.6690 O
-12.5980 N
-11.6060 H
-12.9970 C
-13.9670 H
-11.9510C
-10.9670 H
-12.2170 H
-11.8370 C
-12.7730 H
-11.4810H
-10.9390 C
-10.8630 H
-9.9410 H
-11.5040 C
-11.3650 H
-12.5930 H
-10.9090 N
-9.9000 H
-11.3720 H
-11.1840 H
-13.3210C
-14.1590 O
-12.6130N
-11.9600 H
-12.9280 C
-13.1360 H
-13.8360 H
-11.6920 C
-11.8610 O
-10.4880 N
-10.4780 H
-9.2810 C
-9.5590 H
-8.3330C
-7.8730 H
-7.5520H
-9.0050 C
-9.5370 H
-9.7000 H
-8.0420 C
-7.1660 O
-8.3270 0
-8.5170 C
-8.4500 O
-7.7180 N
-7.9610 H
-6.9250 C
-6.7220 H
-7.6830 C
-7.0080 H
-8.6020 C
-8.9400 H
-8.0800 H
-9.4760 H
-8.4950 O
-9.2130 H
-5.6180 C
-5.5290 O
-4.6090 N
-4.6230 H
-3.4990 C
-3.7700 H
-2.1560 C
-1.9550 H
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-12.0260
-12.0840
-11.0220
-12.3220
-13.5470
-12.8510
-14.3740
-14.1830
-15.0010
-14.6860
-13.3910
-11.6960
-12.4620
-10.4250
-9.9200
-9.6870
-10.4010
-8.7450
-8.0730
-9.4150
-8.7130
-10.2300
-9.7210
-7.9410
-7.7920
-8.9460
-8.7270
-8.5260
-8.8290
-7.9260
-6.9740
-7.7350
-8.8070
-10.0260
-8.1190
-7.1240
-8.6230
-9.3850
-7.5400
-6.7820
-8.0550
-7.0500
-9.2910
-9.0620
-10.0680
-10.6240
-10.0330
-10.9550
-11.8640
-12.1660
-12.7220
-11.4790
-10.9980
-12.3290
-10.4210
-10.8980
-9.2280
-8.1890
-9.3220
-10.0560
-8.4350
-7.9410
-7.3440
-7.1590
-7.6200
-6.0560
-6.3830
-5.1190
-5.6360
-4.8270
-4.2200
-5.2750
-4.7590
-5.9680
-4.4740
-9.1160
-9.7100

2.0640
1.0370
2.3910
2.4670
3.6000
4.2940
3.4880
4.3100
4.9530
3.6370
4.8490
0.2150
-0.7380
0.0990
0.8430
-1.1340
-1.9530
-1.6260
-2.3370
-2.1560
-2.8300
-2.8190
-1.3190
-0.4850
-0.4440
-0.8780
-1.8630
0.3810
1.1390
0.7710
0.3360
1.8410
0.5780
0.5030
0.4980
0.6360
0.2440
-0.5110
-0.2850
0.4890
-0.5190
-1.2160
1.4720
2.5760
1.3380
0.1050
-0.5550
-0.5220
0.5110
-0.2140
0.6700
1.8600
1.6320
2.5310
2.4260
3.1800
2.9770
2.4180
4.1260
4.7570
4.5870
3.6680
5.4820
5.1970
6.5360
5.3700
5.3840
4.1600
3.2380
4.2720
4.1420
6.6960
6.9410
7.4520
6.4870
5.3080
6.3890

-1.0020 C
-0.6400 H
-1.2720 H
-0.0340 H
-2.3690 C
-2.8400 H
-3.0690 H
-1.1640 C
-1.4880 H
-0.4710 H
-0.6430 H
-3.3930 C
-3.1580 O
-3.5200 N
-3.9790 H
-3.1030 C
-3.0230 H
-4.1960 C
-3.7150 H
-5.4310C
-5.9210 H
-5.1410H
-6.0580 H
-4.4930 O
-5.4400 H
-1.8130 C
-1.0840 O
-1.5200 N
-2.1160 H
-0.2070 C
0.0960 H
-0.2890 H
1.0260 C
0.9610 O
2.1820 N
2.0820 H
3.5270C
33350 H
4.4230 C
4.5430 H
5.3550 H
4.1400 H
4.2100 C
3.7020 O
5.3660 N
5.8410C
6.4760 H
5.0130H
6.6240 C
7.3800 H
59710H
7.1730 C
8.1250 H
7.3000 H
6.2220 C
5.5960 H
6.9950 C
6.9910 O
7.7050 N
7.4170 H
8.7820 C
9.0970 H
8.1160 C
7.0810 H
8.1460 H
8.9890 C
10.0290 H
8.5990 C
8.8630 H
7.5550 H
9.2160 H
8.9620 C
8.0340 H
9.3320 H
9.6710 H
9.9740 C
9.8440 O
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-9.1470
-8.5390
-9.6750
-10.6660
-10.0220
-9.1060
-10.6940
-11.2990
-9.9680
-11.3670
-10.9290
-11.9610
-10.4990
-10.7550
-8.7010
-7.5610
-9.2720
-10.2730
-8.5340
-7.6040
-8.1230
-9.0230
-7.6500
-8.4560
-6.9060
-7.2010
-7.0820
-6.8430
-6.2230
-7.5180
-9.4490
-10.5150
-9.1400
-8.2850
-9.7860
-9.3620
-9.5870
-9.9680
-10.1350
-8.0430
-7.6450
-7.5150
-7.7860
-8.4180
-6.7410
-8.2940
-7.9830
-9.3820
-7.7680
-8.3620
-8.0030
-6.8060
-11.2500
-11.5860
-12.1510
-11.8760
-13.6390
-13.7900
-14.4540
-15.5210
-14.2340
-14.0930
-12.8460
-14.9780
-14.1950
-15.3560
-13.3430
-12.3800
-13.7380
-14.7880
-13.7840
-14.2190
-14.5780
-12.4260
-11.6540
-12.1410
-12.3310

4.6770
3.8810
5.2920
5.6740
4.3240
3.8120
5.0560
4.3090
5.4080
5.8670
3.1700
3.5220
2.7920
2.3490
6.2790
5.9430
7.4540
7.5160
8.5130
8.2400
9.5120
9.6420
10.8440
11.4350
10.9040
11.3540
8.9030
9.6980
8.6420
8.0410
9.1310
9.7210
9.0470
8.5670
9.6150
9.0800
11.1870
11.5460
11.6810
11.5440
11.0140
11.1140
13.0820
13.2550
13.1990
13.9690
13.5870
13.9410
15.3370
15.9400
15.6800
15.5310
9.1250
7.9590
10.0150
10.9810
9.7900
8.7820
10.7310
10.6790
10.3840
12.2650
12.6210
13.1440
9.7790
9.9410
9.7610
9.5820
9.6450
9.3880
11.0590
10.9230
11.6850
11.8140
11.1300
12.0260
13.1910

11.1410 N
11.2690 H
12.3500 C
12.1020 H
13.4650 C
13.7590 H
14.6830 C
15.1960 H
15.4170 H
14.4050 H
12.9450 C
12.9330 H
12.0180 H
13.6410 H
12.8940 C
13.0810 O
13.1700 N
13.0520 H
13.8020 C
14.2990 H
12.6620 C
12.0610 H
13.1410 C
13.5780 H
13.9360 H
12.2890 H
11.8070 C
11.1010 H
12.4250 H
11.3010 H
14.8310 C
14.4570 O
16.1410 N
16.3840 H
17.2690 C
18.1190 H
17.3400 C
16.3830 H
18.1420 H
17.4650 C
18.3300 H
16.6140 H
17.6130 C
18.4840 H
17.9000 H
16.3940 C
15.4220 H
16.3400 H
16.6300 N
16.0800 H
17.5510 H
16.3880 H
17.2550 C
17.3540 O
16.9430 N
17.0530 H
16.7640 C
17.1510 H
17.6970 C
17.4790 H
18.7060 H
17.6190 C
17.5600 O
17.5970 O
15.3640 C
15.1420 O
143100 N
14.5600 H
129120 C
12.7720 H
12.2520 C
11.2620 H
12.6590 H
12.1460 C
12.4970 H
11.1150 H
12.8370 C
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-11.3060
-13.0190
-12.5370
-13.5540
-11.8980
-12.3590
-11.4230
-12.9880
-12.5100
-12.8700
-11.9900
-13.4000
-14.3240
-12.8290
-11.7860
-13.5910
-13.5710
-15.0590
-15.5790
-15.1830
-15.5250
-12.7790
-11.7500
-13.0810
-12.8090
-12.6980
-13.5490
-11.5210
-10.8470
-10.9880
-11.5680
-9.5670
-8.9140
-9.1590
-9.3360
-9.7360
-7.9610
-7.6780
-7.9540
-7.2110
-10.2680
-9.7950
-10.2660
-11.2790
-10.9660
-10.7840
-11.1940
-11.5540
-11.4270
-10.6880
-12.9200
-12.9600
-13.9270
-13.5790
-13.8590
-14.9880
-13.3590
-13.5260
-12.6690
-14.3260
-11.0520
-11.4970
-10.2500
-9.7400
-9.8700
-9.6230
-8.9440
-10.8200
-12.0470
-10.2440
-9.2380
-10.9820
-11.7730
-11.9540
-12.5540
-11.2340
-10.5510

13.5610 12.8140 H
13.9690 12.5070 H
12.9690 14.3630 C
12.6690 14.6130 H
12.2330 14.8510H
14.1610 15.1860 N
14.5270 15.0930 H
14.8970 14.8980 H
13.9540 16.1630 H
8.6560 12.1700 C
8.0080 12.6850 0
8.2270 11.0290N
8.5940 10.8510H
7.2790 10.1200 C
7.1390 10.4030 H
5.8910 10.0730 C
5.5400 11.1050 H
5.8310 9.6250C
6.4840 10.3250 H
6.3960 8.7010 H
4.8460 9.5910H
4.9530 9.1700 C
4.8860 9.5210H
3.9100 9.2600 H
52930 8.1350 H
7.8700 8.7240 C
8.5520 8.11300
7.6830 8.1260 N
7.1440 8.6510 H
8.1710 6.8890 C
9.0150 6.5170 H
8.7170 7.0900 C
7.8980 7.3890 H
9.1710 6.1860 H
9.7940 8.1300 C
9.3840 9.0570 H
10.2090 8.3350 C
10.9080 7.5480 H
10.7420 9.2860 H
9.4190 8.3680 H
11.0040 8.1110C
11.7430 8.7580 H
11.4100 7.0990 H
10.7800 8.4530 H
7.1690 5.6560 C
6.0020 5.9270 O
7.5760 4.4190 N
8.5130 4.3080 H
6.6580 3.2790 C
5.8620 3.3690 H
6.1420 3.4390C
5.4370 4.2700 H
7.2310 3.7460 C
7.7530 4.6380 H
7.9270 2.9100 H
6.9890 3.8090 H
5.2900 2.2340C
5.8910 1.3400 H
4.5000 1.9390H
4.8380 2.4550H
7.2580 1.8560C
8.3520 1.58300
6.5450 1.0550 N
5.7210 1.3410H
7.0380 -0.2630 C
8.0920 -0.1390 H
6.5490 -0.5670 H
6.9970 -1.4640C
7.0200 -1.2540 O
6.9450 -2.6650 N
7.0050 -2.7280 H
6.4480 -3.8780 C
5.7180 -3.7060 H
7.6030 -4.3970 C
7.7740 -3.5030 H
8.8410 -4.8420C
9.3030 -4.1290 H
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-10.5990
-11.9520
-12.8820
-12.3400
-13.4280
-13.6920
-9.9010
-8.8980
-9.9900
-10.8630
-9.3320
-8.2540
-9.6730
-10.7070
-9.1330
-9.2680
-8.8130
-9.8730
-10.8820
-9.2710
-8.4690
-9.8650
-10.0930
-10.8410
-9.0040
-9.5030
-7.7250
-7.4430
-6.8080
-7.2490
-5.8690
-6.5980
-6.3860
-6.7460
-7.1680
-6.7490
-6.0250
-6.3660
-6.7690
-6.8860
-4.8610
-4.7980
-4.4260
-4.0890
-3.6760
-3.6700
-8.0970
-8.1380
-9.1490
-8.9440
-10.3960
-10.3680
-11.6300
-11.4440
-12.5060
-12.0170
-13.2550
-13.9630
-13.6820
-14.5990
-12.8600
-13.0640
-11.5590
-10.8320
-11.1460
-10.2170
-10.5660
-11.6170
-9.4720
-8.6930
-9.4800
-8.5110
-10.0060
-10.1640
-10.3710
-10.4510
-10.4810

8.6380 -5.7050 H
9.6310 -5.0650 H
6.9650 -5.4680 C
6.8500 -6.4070 H
6.0790 -5.1450 H
7.6460 -5.7280 H
5.9860 -4.9120 C
6.7310 -5.0040 O
4.7900 -5.4890 N
4.2900 -5.4010H
4.3260 -6.6650 C
4.4770 -6.6130H
2.8080 -6.7970 C
2.5880 -7.0620 H
2.4630 -7.6780 H
2.0650 -5.6480 O
1.3290 -6.0650 H
5.1240 -7.9290 C
5.8320 -7.9250 O
4.8740 -9.1530N
4.2660 -9.2410H
5.3220 -10.4130 C
4.4330 -10.9990 H
5.7530 -10.1880 H
6.3050 -11.2050 C
6.8710 -12.1670 O
6.4160 -10.9100 N
5.8530 -10.1210 H
7.2550 -11.6310C
8.2500 -11.5810H
7.2080 -11.0790 H
6.9210 -13.0960 C
7.7440 -14.0260 O
5.6120 -13.3970 N
5.0740 -12.6530 H
5.0280 -14.7380 C
5.5920 -15.3260 H
3.5550 -14.8170 C
3.0580 -13.9350 H
3.1380 -15.6790 H
3.2700 -14.9310 C
2.2010 -15.1380 H
3.8290 -15.7590 H
3.5110 -13.6660 C
4.6110 -13.2880 O
2.6680 -12.8460 O
5.2040 -15.4000 C
5.1630 -16.6440 O
5.5640 -14.6010 N
5.8260 -13.6470 H
6.0400 -15.2060 C
5.8770 -16.2840 H
5.3890 -14.5910C
5.1720 -13.5400 H
6.0350 -14.6440 H
3.9870 -15.2050 C
3.8530 -15.8930C
4.6680 -15.9220 H
2.6660 -16.4560 C
2.5070 -17.0040 H
1.5310 -16.2500 C
0.5650 -16.6880 H
1.7010 -15.6270 C
0.9030 -15.6420 H
2.9090 -15.1680 C
2.9990 -14.6250 H
7.5710 -15.1430 C
8.0940 -15.4660 O
8.2560 -14.7560 N
7.7870 -14.3160 H
9.7220 -14.8060 C
10.2180 -14.8700 H
10.1880 -15.6400 H
10.3630 -13.5180 C
11.5570 -13.5550 O
9.6480 -12.4180 N
8.6410 -12.4920 H
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-11.2150
-12.1470
-11.5280
-10.6410
-12.1350
-12.3930
-11.3490
-13.0330
-12.5770
-12.1560
-12.9070
-13.4200
-10.6280
-9.4370
-11.4850
-12.4800
-11.0940
-10.2410
-12.2100
-13.1870
-12.1880
-12.3370
-11.3910
-13.0640
-12.8580
-13.0330
-13.7250
-11.9040
-10.9810
-12.1620
-13.3160
-14.0510
-13.3960
-11.2080
-10.3080
-11.4110
-10.7180
-11.5560
-9.4210
-8.8480
-8.8500
-9.2880
-7.7860
-9.0370
-8.8220
-9.4410
-9.7730
-9.8620
-9.1330
-11.2790
-11.6410
-11.2200
-12.4380
-12.1730
-12.5910
-13.6550
-14.1290
-13.4000
-14.6070
-15.2120
-14.9930
-14.4060
-13.5480
-14.7450
-16.1320
-16.6350
-16.4990
-9.8480
-9.7210
-10.0500
-10.3930
-10.3330
-10.6130
-9.0280
-8.5130
-9.4200
-8.4990

10.1570 -11.2890 C
10.5500 -11.6950 H
8.9640 -10.2730 C
8.3460 -10.1350 H
9.2100 -8.8840 C

8.3550 -8.2590 H

9.7050 -8.3140 H

9.8270 -8.8830 H

8.0720 -10.9360 C
7.6390 -11.8430 H
7.3470 -10.1930 H
8.7170 -11.1860 H
11.3300 -10.5520 C
11.5910 -10.6210 O
12.0260 -9.8020 N
11.8670 -9.8790 H
13.1030 -8.8600 C
13.6440 -9.2720 H
14.1520 -8.7140 C
13.6710 -8.6930 H
14.6050 -7.7220 H
15.2210 -9.7990 C
15.2500 -10.3390 H
14.8790 -10.5360 H
16.5460 -9.3890 C
17.0350 -10.3480 H
16.3950 -8.7470 H
17.3290 -8.5550 N
16.9900 -8.3230 H
18.5650 -8.1500 C
19.2090 -8.3120 N
18.8760 -8.9200 H
20.0890 -7.8230H
19.1570 -7.4880 N
18.7100 -7.3840 H
20.0530 -7.0690 H
12.4520 -7.5200 C
12.1680 -6.6870 O
12.1230 -7.4210 N

12.2060 -8.2480 H

11.4980 -6.2780 C

10.5060 -6.1780 H

11.4630 -6.5120H

12.4270 -5.0950 C

13.6080 -5.2140 O

11.8950 -3.9530 N

10.9420 -3.9860 H

12.6300 -2.7370 C

13.4040 -2.4980 H

13.2170 -3.0830 C
14.0050 -2.4240 H
13.5340 -4.1250 H
12.2120 -3.1590 C
11.3510 -3.7720 H
11.8770 -2.1340 H
12.8010 -3.8010C
13.5370 -3.1530 H
13.2620 -4.7550 H
11.7020 -4.0570 N
11.5250 -3.2670 H
11.1940 -5.2410C
11.5000 -6.3700 N
12.0310 -6.3420 H
11.1530 -7.2560 H
10.4960 -5.2450 N
10.3480 -4.3820 H
10.1300 -6.1120 H
11.7030 -1.4590 C

10.4870 -1.6920 O

12.1800 -0.2640 N
13.1300 -0.2600 H
11.4360 0.9930C
10.4080 0.7620 H
11.3030 1.9220C

12.2540 2.0580 H

10.8460 3.3980 C

10.7900 3.9790 H
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-10.0540
-9.9910
-8.0220
-7.0790
-8.2950
-7.8490

-11.4940

-11.5430

-12.4730

-12.4810

-13.6000

-13.6020

-14.4930

-13.5220

-13.0260

-14.0050

-14.3460

-13.9270

-13.4150

-13.0680

-12.9430

-12.1260

-13.6340

-15.3180

-16.1550

-15.5260

-14.8360

-16.8740

-17.4170

-17.5310

-16.9480

-18.5080

-17.7010

-16.6220

-15.7420

-16.7650

-15.9700

-17.9800

-18.2210

-17.4560

-19.0860

-20.0790

-18.9020

-19.8090

-16.9120

-16.0630

-17.8840

-18.6920

-17.9600

-17.0190

-19.1350

-18.8170

-20.0080

-19.4870

-19.2710

-20.2790

-18.1950

-19.1750

-17.2580

-16.5780

-17.2980

-17.2950

-16.1080

-16.3330

-14.8560

-13.9780

-15.0120

-14.7790

-15.8730

-15.4920

-16.8100

-14.9260

-15.0920

-15.0740

-13.8960

-18.5850

-18.7930

11.5890
9.9180
10.2370
10.5440
9.2450
10.1980
12.1180
13.3750
11.4240
10.4420
11.8340
12.9240
11.3360
11.2620
10.1850
12.0550
12.9930
11.7530
10.7920
12.8120
12.5770
12.9370
13.7430
11.5330
12.4250
10.4590
9.7220
10.1990
11.1330
9.0270
8.1530
8.7580
9.2130
8.9320
8.4770
9.2080
9.0800
9.6750
9.8310
9.7020
9.8520
10.0370
9.6860
9.8260
9.7920
9.0630
10.2740
10.6940
10.0850
10.3890
10.9020
11.9390
10.7310
10.6590
9.6000
11.4920
8.5710
7.8970
8.0180
8.6680
6.5550
6.0020
5.9950
4.9420
6.2720
5.7370
5.7570
7.3530
6.6490
7.6680
6.6070
5.9450
6.2930
4.8650
6.2010
5.9870
4.7360

3.8820 H
3.4050 H
1.5080 C
1.9590 H
1.8700 H
0.4330 H
1.6530 C
1.6370 O
2.1800 N
1.9440 H
3.0270 C
3.0400 H
2.6510 H
4.5050 C
4.7980 O
5.4700 N
5.3130H
6.9060 C
6.9580 H
7.6290 C
8.68060 H
7.0960 H
7.5890 H
7.5320C
7.4050 O
8.3620 N
8.3460 H
8.8280 C
8.6810 H
7.9780 C
8.2680 H
8.3810H
6.4490 C
5.5500C
5.9800 H
4.1540 C
3.4340 H
3.7080 C
2.3910 0
1.8240 H
4.5870 C
4.2040 H
59770 C
6.5460 H
10.3280 C
10.8110 O
11.1530 N
10.7160 H
12.6200 C
13.0790 H
13.1160 C
13.0130 H
12.4860 H
14.6370 C
15.2370 O
15.1240 O
13.0060 C
12.6870 O
13.8270 N
14.1950 H
14.0670 C
13.1270 H
14.8710 C
15.0410 H
13.9740 C
14.3380 H
13.0260 H
13.8590 H
16.2020 C
16.1330 H
16.7570 H
17.0940 C
18.1140 H
17.0920 H
16.8480 H
14.7010 C
14.6310 O

0
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-19.3310
-19.1310
-20.5640
-20.5860
-20.4860
-20.1290
-21.5190
-19.6200
-19.8620
-18.6270
-17.9120
-18.4400
-21.8710
-22.8800
-21.8280
-20.9870
-23.1190
-23.9310
-23.4930
-24.5260
-23.4180
-23.7370
-24.1970
-22.3790
-22.5820
-21.9840
-23.2260
-24.3320
-22.0700
-21.1940
-22.0250
-21.0370
-22.6670
-22.1550
-22.0420
-22.2110
-22.4790
-22.0560
-22.8440
-22.3340
-21.8110
-21.8370
-23.7450
-24.6100
-24.0870
-25.0730
-23.3540
-20.6580
-19.7100
-20.6150
-21.4230
-19.3740
-18.6430
-19.5390
-20.1070
-19.9970
-18.1480
-17.5600
-17.7890
-17.9540
-16.9510
-18.5450
-18.2660
-18.3600
-18.5830
-18.8340
-18.8220
-19.3190
-18.7200
-18.6390
-18.8200
-18.9070
-19.6690
-17.6160
-17.0170
-17.0690
-17.8730

6.7740
7.7580
6.4860
5.3980
7.2510
8.2660
7.3230
6.6770
5.5560
7.4000
6.9160
8.3440
6.8340
6.2440
7.6220
8.1640
8.1450
7.5040
9.4960
9.6560
9.4500
10.4550
8.7640
9.3000
10.3820
10.4460
8.2450
8.4430
8.1550
8.0100
8.0410
7.6660
7.2280
9.4610
9.6470
10.5350
10.3570
11.9870
12.2610
12.6520
12.1070
13.6170
12.8180
13.1150
12.8380
12.9590
12.9350
12.2830
11.8580
12.9330
13.3100
13.3200
12.5640
13.2680
12.4160
14.1740
13.1390
13.7680
12.1200
13.4650
13.2100
12.7940
14.8650
15.4310
15.3640
14.6400
13.6330
15.0340
16.6460
17.1940
17.1280
14.6890
15.6600
14.7230
13.9120
159110
16.3950

15.4350 N
15.3270 H
16.1170 C
16.1780 H
17.4410 C
17.2670 H
17.7820 H
18.5430 C
18.9450 O
19.0680 N
19.5920 H
18.7590 H
153330 C
15.6620 O
14.2080 N
14.0720 H
13.6620 C
14.0040 H
14.2940 C
13.9850 H
15.7540 C
16.0300 H
16.0870 H
16.0480 H
13.7890 O
14.5370 H
12.1090 C
11.5720 O
11.4120 N
11.8930 H
9.9250 C
9.6560 H
9.5840 H
9.2070 C
7.9900 O
9.9960 N
10.9540 H
9.6410 C
8.9400 H
11.0150 C
11.8010 H
11.1120 H
11.3620 C
10.5730 O
12.6620 N
12.8450 H
13.3500 H
9.1070 C
9.6980 O
7.8940 N
7.4190 H
7.1720 C
7.4600 H
5.6110C
52370 H
5.2160 H
4.9660 C
5.6340 H
5.1100 H
3.5050 C
3.1630 H
2.8820 H
3.2870N
4.1190 H
2.1120C
1.0330N
1.1170 H
0.2400 H
2.0520 N
2.8970 H
1.1710 H
7.6700 C
7.7890 O
8.0630 N
8.0080 H
8.7550C
9.3090 H
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-16.0780
-15.1370
-15.6670
-15.4860
-16.4580
-14.7480
-16.5900
-17.4910
-16.6230
-15.9120
-16.4350
-16.5280
-15.6980
-15.6930
-15.0590
-15.7410
-13.8560
-13.3340
-14.1350
-12.8840
-12.8510
-13.5120
-11.8010
-11.5510
-11.1620
-10.0630
-9.7120
-9.5880
-8.8650
-10.2130
-9.9290
-11.3060
-11.7750
-11.8450
-14.7740
-14.9070
-14.4660
-14.4320
-13.9410
-13.4770
-15.1310
-16.0260
-15.3740
-14.7360
-13.7220
-14.8270
-14.8290
-13.9930
-15.7540
-15.6430
-15.5680
-15.3100
-16.6380
-12.8430
-12.9090
-11.6810
-11.7650
-10.5600
-10.8770
-9.5050
-9.0220
-8.8100
-9.8690
-10.0250
-9.5350
-9.9040
-10.1850
-9.3880
-9.7360
-10.1530
-9.8800
-9.6920
-11.6510
-12.5800
-12.2390
-13.9530
-14.7440

15.2890
14.8830
16.3350
17.2890
16.4350
16.0710
14.0130
14.2260
13.0920
13.7930
16.7620
17.9780
16.1850
15.1820
16.8840
17.6740
17.5840
18.0130
18.3870
16.6580
16.5580
17.1080
15.7700
15.4780
15.2450
14.3810
13.9680
13.9650
13.1800
14.6040
14.2960
15.5110
15.9930
15.8000
15.9780
14.7610
16.5630
17.5730
15.9140
14.9540
15.6830
15.2470
16.7300
15.1000
15.3650
13.6100
13.1710
13.2870
13.3460
15.6560
16.7420
15.2950
15.2510
16.7080
17.9430
16.0600
15.0580
16.6930
17.7310
16.5800
15.6130
17.3760
17.0080
16.2160
15.1040
17.0310
17.9770
16.5870
15.5540
17.3790
18.4200
17.1430
17.1860
18.0270
18.7250
17.8920
18.4530

9.7890 C
9.4190 H
10.8220 C
10.3270 H
11.5640 H
11.3460 H
10.5630 C
11.1380 H
9.9810 H
11.3880 H
7.6660 C
7.7570 O
6.6780 N
6.5650 H
5.5830C
5.2700 H
6.0780 C
5.2220H
6.7610 H
6.8320C
8.1480 C
8.8000 H
8.5180N
9.4520 H
7.3890 C
7.2590 C
8.1930 H
6.0320 C
5.8640 H
49180 C
3.9230 H
5.0490 C
42030 H
6.3160 C
4.3930C
4.4750 O
3.2210 N
3.1960 H
2.0270 C
2.2520H
1.0040 C
1.4460 H
0.8220 H
-0.3890 C
-0.6900 H
-0.1970 C
-1.1950 H
0.4270 H
0.3120 H
-1.4420 C
-1.4050 H
-2.4160 H
-1.2570 H
1.4110C
1.4080 O
1.0520 N
0.9660 H
0.5430 C
0.4450 H
1.6590 C
1.7960 H
1.3910 H
2.5930 H
-0.8340C
-0.9770 O
-1.8840 N
-1.6680 H
-3.2090 C
-3.2290 H
-4.2770C
-4.1060 H
-5.2360 H
-4.3160 C
-3.6450 C
-2.8960 H
-3.9100 C
-3.4360 H
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-14.4450
-15.7970
-16.0240
-13.5520
-13.9220
-12.1970
-11.4810
-7.8800
-7.2960
-7.3230
-7.9660
-5.9050
-5.4330
-5.5960
-6.1400
-4.5410
-5.9690
-5.8280
-5.3600
-4.1930
-6.2980
-7.1490
-6.1110
-5.0930
-6.2030
-5.7760
-5.5390
-7.4390
-7.9990
-7.3080
-8.2310
-9.3020
-7.7810
-8.3320
-7.0400
-7.1360
-8.2620
-6.7970
-5.8850
-7.7140
-7.3110
-8.7200
-7.7440
-6.8270
-8.8550
-10.0560
-10.5490
-9.8210
-11.0640
-12.1100
-10.8750
-10.6020
-11.1040
-10.7860
-9.0960
-8.5950
-8.5540
-8.6780
-8.0620
-8.0560
-7.6980
-6.9470
-7.0250
-7.6980
-6.5860
-5.8630
-5.0230
-5.9100
-8.7740
-8.6030
-9.9980
-10.1120
-11.1940
-11.0480
-12.3610
-12.1390
-12.4030

17.0900
16.9300
16.1640
16.3070
15.7660
16.3640
15.7740
16.8120
17.8510
15.9190
15.2250
15.8160
16.1070
14.3720
14.1110
14.2100
13.4380
12.5720
16.7290
16.6770
17.5720
17.6760
18.3550
18.7410
17.3260
17.7540
16.4890
16.6300
17.4890
15.9380
15.8580
16.3840
14.7280
14.2960
14.1930
19.4730
19.2470
20.6350
20.8440
21.7250
22.2060
21.3940
22.8580
23.0180
23.6440
23.4890
22.5840
23.3830
24.6410
24.3460
25.4000
25.1140
24.6140
26.1870
24.8010
25.6460
24.4890
23.4160
25.5270
26.4150
25.3900
24.6020
26.7260
27.5820
26.6000
27.0550
26.1420
28.0770
25.1170
24.3440
25.6690
26.3790
25.3910
25.7260
26.1520
27.1960
25.8960

-4.8940 C
-5.1190 O
-5.6510 H
-5.6510 C
-6.5100 H
-5.3850 C
-5.9380 H
-3.4200 C
-3.0100 O
-4.1690 N
-4.5220 H
-4.4450 C
-3.5060 H
-4.7120 C
-5.6200 H
-4.9310 H
-3.8020 O
-4.1910 H
-5.6270 C
-6.0550 O
-6.1380 N
-5.6040 H
-7.4640 C
-7.3990 H
-8.6020 C
-9.5080 H
-8.3850 H
-9.1410 C
-9.5100 H
-9.9730 H
-8.0760 C
-7.7600 O
-7.5910 N
-6.8640 H
-8.0200 H
-7.5600 C
-7.2080 O
-8.1590 N
-8.5380 H
-8.4790 C
-9.3700 H
-8.7340 H
-7.4000 C
-6.5940 O
-7.2810 N
-8.0530 C
-7.6980 H
-9.1120 H
-7.7970 C
-7.8740 H
-8.5560 H
-6.4740 C
-5.6460 H
-6.4410 H
-6.3360 C
-6.8070 H
-4.9170 C
-4.3780 O
-4.1490 N
-4.6310 H
-2.7110 C
-2.6640 H
-2.4420 C
-2.3800 H
-1.4520 H
-3.3540 C
-3.5170 O
-4.0730 O
-1.6980 C
-0.7590 O
-1.9570 N
-2.6660 H
-1.1120 C
-0.0850 H
-1.7650 C
-1.5440 H
-2.8240H
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-13.7890
-14.4890
-13.7950
-14.1580
-13.3720
-15.3810
-11.5210
-11.9920
-11.2890
-10.9460
-11.6230
-12.5640
-11.7800
-11.0970
-11.5320
-13.2320
-13.9240
-13.6450
-13.4480
-14.5020
-12.4810
-10.4900
-10.7330
-9.3190
-9.2180
-8.0420
-8.2680
-6.8430
-6.8410
-5.5050
-4.6870
-5.3740
-5.5370
-6.8950
-6.8550
-7.8340
-6.0860
-7.8590
-7.2200
-8.3450
-8.7540
-8.2260
-8.6290
-9.0170
-8.7640
-8.7460
-10.5800
-10.7390
-11.3460
-12.3070
-10.8670
-11.5090
-11.0610
-10.5980
-10.7240
-12.1490
-6.7360
-6.0450
-6.2000
-6.7770
-4.8430
-4.2830
-4.1700
-4.6670
-3.1100
-4.1610
-5.1620
-3.4540
-4.1660
-2.5470
-3.2380
-3.4450
-4.1440
-2.9240
-2.7170
-5.0230
-6.0710

25.8520
25.8260
24.8690
26.7750
27.3090
27.0470
23.8950
23.3530
23.3030
23.7900
21.9230
21.6340
21.7710
22.4750
20.7410
21.9150
21.2720
22.8850
21.7300
22.0820
21.2950
21.0350
20.0610
21.3830
22.1880
20.6770
19.6560
21.2370
22.3150
20.6370
21.0690
21.0040
19.5480
20.8080
19.7390
21.1360
21.2870
20.7790
19.9070
21.8190
22.5340
22.2160
23.2240
21.1250
20.1310
21.2360
21.2930
21.2200
20.1020
20.1310
19.1360
20.2840
22.5800
22.5570
23.4390
22.5360
22.3070
21.3660
23.5400
24.3470
23.9640
23.0350
24.7710
25.7400
24.9330
24.1290
23.9800
25.1910
25.9830
25.6140
24.7460
22.8080
22.0040
22.5690
22.8500
24.6610
25.2260

-1.3370 C
-2.1730 H
-0.8660 H
-0.2210C
0.6050 O
-0.1360 O
-1.1400 C
-0.1720 O
-2.3150 N
-3.1310H
-2.5290 C
-2.0610 H
-4.0250 C
-4.5000 H
-4.2830 H
-4.4470 C
-3.9030 H
-4.1730 H
-5.9110C
-6.4800 O
-6.5520 O
-1.9590 C
-1.25100
-2.3130N
-2.9160 H
-1.8750 C
-2.1840 H
-2.7390 C
-2.5750 H
-2.2190 C
-2.7950 H
-1.2010 H
-2.2730 H
-4.2310 C
-4.4390 H
-4.6780 H
-4.7830 H
-0.3140 C
0.2450 O
0.3640 N
-0.2200 H
1.7430 C
1.8380 H
2.6090 C
2.2420 H
3.6590 H
2.3960 C

1.3200 H
2.9950 C
2.4820 H
2.8370 H
4.0570 H
29750 C
3.9620 H
23940 H
3.0100 H
2.1990 C
2.5930 0
2.1180 N
1.9290 H
2.5980 C
2.7100 H
1.4810 C
1.4480 H
1.6730 H
0.0590 C
-0.3440 H
-0.8550 C
-1.0860 H
-0.4250 H
-1.8260 H
0.0690 C
0.2970 H
-0.8570 H
0.8790 H
3.9740 C
4.1400 O
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-3.9580
-3.1530
-3.9970
-5.0010
-3.3440
-3.7010
-2.2570
-3.8980
-5.1330
-3.2460
-3.3920
-2.5500
-3.6140
-4.3410
-2.6960
-2.6380
-2.9680
-4.0300
-2.8730
-2.2340
-2.6460
-1.2260
-0.3500
-0.9620
-1.7090
0.3630
1.0240
0.3330
-0.3400
1.3730
-0.1290
-0.4190
-0.1560
0.8740
1.9550
0.1920
-0.7470
0.6200
0.6210
-0.5010
-1.4590
-0.6810
-0.2990
-0.0460
-0.1180
0.2570
0.3190
0.3000
0.5000
0.1390
0.3100
-0.1950
-0.3900
1.8820
1.9210
2.9010
2.7980
4.1320
4.7600
3.9040
2.8750
4.4880
4.2460
4.5320
3.9610
3.9640
3.6210
5.0400
6.0170
4.7490
3.9740
5.3090
5.2420
4.5820
4.6240
5.0420
3.0630

24.5560
23.9610
25.4110
25.7620
24.7110
23.6810
24.6900
25.3680
25.2620
26.2000
26.7880
27.0370
27.7270
27.4830
28.7620
29.4220
29.5310
29.7470
28.9080
30.6530
31.4090
28.3190
28.9040
27.2860
26.8850
26.7280
27.5380
25.7150
24.8770
25.4090
26.3010
25.4440
27.5630
26.0860
25.5060
26.0790
26.4260
25.1570
24.1600
25.1520
24.8550
26.1320
24.0970
22.7560
22.4400
21.8070
20.7340
22.2470
21.4920
23.6160
23.9800
24.5250
25.5520
25.4640
26.5030
24.5160
23.8070
24.6280
23.8460
24.2330
24.4540
24.9830
22.8240
21.8730
22.5660
21.5890
23.2570
25.8600
25.9730
26.6870
26.3960
27.9980
28.5400
28.7640
28.2470
29.7510
28.8410

4.8240N
4.6910 H
6.0150 C
6.2530 H
7.2460 C
7.2300 H
7.3270 H
8.5270 C
8.6640 O
9.1880 O
5.9350C
5.0370 O
6.8500 N
7.5080 H
7.2190 C
6.3530 H
8.5560 C
8.4440 H
9.4460 H
8.7800 O
83570 H
7.2850 C
6.6550 O
8.0600 N
8.6080 H
8.1210C
8.4280 H
9.2550C
9.0740 H
9.3670 H
10.6190 C
11.4510 0
10.8290 O
6.8460 C
6.9320 O
5.7130N
5.5810 H
4.6660 C
5.1070 H
3.5950C
4.0220 H
3.1530 H
25270 C
2.8430C
3.8740 H
1.8200 C
1.9290 H
0.4820 C
-0.2630 H
0.1840 C
-0.8190 H
1.1690 C
0.8970 H
3.8870 C
3.2980 O
39550 N
4.6660 H
3.2350C
3.6630 H
1.7890 C
1.5030 H
1.2560 H
1.3830C
2.1510 0
0.1180 N
-0.1380 H
-0.5360 H
3.4260 C
2.6520 0
44330 N
5.0110H
4.5960 C
3.6530 H
5.6940 C
6.6530 H
5.7490 H
5.3990C
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2.5790
2.5250
2.6370
2.9980
2.9610
1.0970
0.8640
0.7980
0.4150
0.8420
-0.5060
0.2060
6.8230
7.5060
7.4070
6.7400
8.8930
9.3390
9.0650
10.1370
8.7000
8.3240
8.2580
8.8830
6.9370
6.8420
5.9570
9.7870
10.9790
9.2330
8.2510
9.9470
10.9350
10.1570
9.1760
10.4380
11.0220
12.3840
12.8540
13.2250
14.2510
12.5960
13.2670
11.2400
10.8660
10.4360
9.4070
9.1360
8.8130
8.6750
8.8600
9.9100
8.3600
8.2650
8.9510
7.8100
7.1240
7.0080
6.2070
7.6460
6.9370
8.0790
7.3140
9.3440
9.7860
9.7370
9.5300
11.2600
11.5890
11.8040
11.9040
11.3070
12.8100
12.2900
11.9150
13.0890
13.4220

27.8640
29.3400
29.5720
30.5970
29.0870
29.3350
28.2730
29.7860
30.0350
29.7450
29.6210
31.0220
28.0170
29.0630
26.9180
26.1670
26.8010
27.7640
25.9460
25.7540
26.4710
24.6010
24.1600
23.9560
24.6990
24.7000
24.7510
26.1760
26.3710
25.5620
25.3370
25.0200
25.4670
23.4910
23.0520
22.9200
23.2050
23.5480
23.9890
23.2480
23.5820
22.6940
22.4440
22.2360
21.7240
22.5460
22.2170
25.2720
24.3420
26.4840
27.7110
27.9300
27.6130
28.8410
29.3700
29.6220
28.1540
28.6380
28.1180
26.7780
25.9510
26.4720
26.5480
26.0690
25.8040
25.3490
25.9310
25.0800
24.7800
26.0220
24.1120
23.2010
23.7970
24.5380
25.4620
23.6740
23.8160

5.3940 H
6.2040 H
4.1160 C
4.2000 H
3.1950 H
4.2090 C
4.2900 H
5.1560 H
3.1050 N
2.2360 H
3.1050 H
3.1370 H
4.8290 C
4.6000 O
52350 N
5.3450 H
5.5480 C
5.7960 H
6.8340 C
6.8810 H
7.7160 H
6.8150 C
5.8200 H
7.4930 H
7.4580 C
8.6700 O
6.7410 O
4.4050 C
4.3870 O
34130N
3.4880 H
2.2000 C
2.0900 H
2.5810C
2.7610 H

1.6960 H
3.7830C
3.8630C
2.9950 H
4.9780 C
5.0340 H
6.1200 C
6.9280 H
6.0150 C
6.8890 H
4.8560 C
4.8290 H
0.9030 C
0.1560 O
0.5720 N
1.3790 C
1.5750 H
2.3430 H
0.5390 C
-0.1220 H
1.1490 H
-0.2290 C
-1.1980 H
0.3590 H
-0.4370 C
-0.3930 H
-1.8730 C
-2.8340 O
-2.0830N
-1.2140 H
-3.2500 C
-4.1490 H
-3.3240C
-4.3200 H
-3.2600 H
-2.4350 C
-2.3970 H
-2.9530 H
-1.0370 C
-0.4050 O
-0.4530 N
0.4890 H
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13.2300
8.9760
9.0850
8.1990
8.4400
7.2010
7.6320
7.0260
6.6770
6.2330
8.2530
9.5870
10.3460
11.3270
9.5620
9.8410
8.3110
7.4330
5.7840
4.9000
5.4520
6.1880
4.1760
4.3020
3.7370
3.2410
3.4420
2.1580
1.9320
1.1660
1.1250
1.6240
-0.2720
-0.6320
-1.0740
-0.7340
0.2450
-0.7110
-1.7180
-1.3310
-2.0650
-2.8720
-3.4740
-3.5390
-2.3120
-3.0000
-2.1940
-1.1530
-3.3180
-4.1740
-3.3610
-4.3690
-2.8160
-2.6530
-3.1830
-1.5850
-1.4250
-0.8150
-0.4720
0.4150
0.1240
0.8430
1.4750
2.3890
1.4270
-1.6040
-1.4110
-2.5640
-2.7570
-3.4160
-2.8540
-4.0330
-4.2910
-4.6780
-4.5720
-4.2160
-4.9640

22.7490
24.0630
23.6550
23.5930
23.8570
22.5550
21.8000
21.9870
22.8610
21.2430
21.3520
21.3480

20.6950

20.3900
20.3680
19.8840
20.6760
20.3790
22.9280
21.9960
24.1890
24.8780
24.7150
25.5600
23.9840
25.1370
24.7320
25.8520
25.9980
26.4450
25.7310
27.3650
26.6110
25.9290
27.5850
28.6080
28.9310
28.1790
29.8400
30.6500
30.2240
29.0760
29.7920
28.7170
27.9670
27.1220
28.3620
28.8410
28.1910
27.8420
28.2150
28.3270
29.1330
27.1060
26.8270
26.4330
26.4250
25.5170
26.1270
25.0110
24.5820
24.3370
26.0980
25.8430
27.1090
24.3150
23.8170
23.8430
24.2990
22.7820
21.8860
22.3930
23.1380
22.1230
24.3980
25.1710

-0.8350 H
-3.6390 C
-4.8020 O
-2.6600 N
-1.7150 H
-2.8260 C
-3.4830 H
-1.3420 C
-0.7930 H
-1.4280 H
-0.6550 C
-1.1590 N

-0.2820 C

-0.6150 H

0.8080 N

1.6500 H

0.5890 C

1.1430 H
-3.2960 C
-3.2850 0
-3.5310N
-3.4710H
-3.9400 C
-4.6170 H
-4.6200 H
-2.8080 C
-1.6630 O
-3.1950 N
-4.1680 H
-2.3100 C
-1.4860 H
-1.9470 H
-2.9070 C
-3.81100
-2.4540 N
-1.4760 C
-1.8320 H
-0.4740 H
-1.6090 C
-2.2270 H
-0.6490 H
-2.1990 C
-2.7580 H
-1.4150 H
-3.0980 C
-3.0570 H
-4.5860 C
-5.0580 O
-5.2990 N
-4.8920 H
-6.7440 C
-7.1440 H
-6.9640 H
-7.5480 C
-8.6420 O
-7.0730 N
-6.0760 H
-7.8860 C
-8.7220 H
-7.1300 C
-6.1710 H
-7.8720 H
-6.9490 C
-6.1830 0
-7.6350 O
-8.2710 C
-9.37200
-7.4400 N
-6.5600 H
-7.9060 C
-8.1710 H
-7.0950 H
-9.1140 C
-9.6850 O
-9.4670 N
-8.9230 H

24.6150 -10.8620 C
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-5.3590
-6.0930
-6.2730
-7.3970
-7.7420
-7.3070
-8.2200
-5.9080
-5.8440
-3.7810
-3.6780
-2.7780
-2.8840
-1.8960
-2.4690
-0.9880
-0.6420
-0.1570
-1.8030
-2.1310
-2.7230
-0.9810
-1.6260
-0.6560

0.3150

0.8760

1.0550
-0.0080
-0.5400

0.8340
-0.3970
-0.9340
-0.4170
-0.6190
-1.0660

0.3570

1.0590

1.1520

1.9130

1.9460

2.3940
2.7860

1.3230

0.2600
-0.3520
-0.2690

0.3500
-1.4880
-1.9640
-2.2090
-1.6150
-3.5430
-4.1160
-3.9220
-3.5680
-3.4880
-3.3730
-3.5310
-3.3840
-3.5030
-3.4030
-3.3440
-3.5010
-3.3850
-3.6110
-3.7770
-3.8410
-4.0110
-3.6310
-2.5110
-2.8820
-2.3440
-1.6890
-2.1690
-0.6110
-2.0780
-3.0350

23.6890
25.6860
26.0050
25.0000
24.1040
24.6460
25.7140
26.9150
27.5600
25.0180
24.6310
25.8480
26.3170
26.5710
27.1630
27.5740
27.0940
27.8470
28.8100
29.3490
28.5860
29.7460
30.5910
29.2500
30.2880
30.9710
29.5150
31.1910
32.0130
31.5260
30.5820
25.6490
25.9180
24.4490
24.3520
23.5390
24.1580
22.8950
22.2750
23.9060
23.3390
24.3320
24.7760
22.1160
22.6380
22.5090
21.4710
22.7430
23.5180
21.9100
21.0610
21.4630
22.3650
20.9250
20.5280
20.8290
21.8450
19.6420
19.6940
18.5170
17.1580
16.8380
16.2820
15.2160
16.7630
16.0660
18.1340
18.3750
19.0620
22.7060
23.8780
22.0940
20.7490
19.9970
20.8660
20.4090
19.8880

-11.2810H
-10.9750 C
-12.0020 H
-10.4820 C
-10.9980 H
-9.4550 H
-10.5050 H
-10.2800 O
-10.9880 H
-11.7670 C
-12.9390 O
-11.3130N
-10.4250 H
-12.2680 C
-12.9820 H
-11.4950 C
-10.5800 H
-12.1450 H
-11.0230 C
-11.9120 H
-10.4840 H
-10.1310 C
-9.8910 H
-9.2170 H
-10.8100 C
-10.1720 H
-11.0150 H
-11.9360 N
-11.6880 H
-12.3820 H
-12.6420 H
-13.0670 C
-14.1680 O
-12.4310N
-11.5310H
-12.9300 C
-13.4890 H
-11.7820 C
-12.2560 H
-10.9130 C
-10.0970 H
-11.4620 H
-10.7060 H
-11.0510 O
-10.5270 H
-13.9040 C
-14.3080 O
-14.3440 N
-13.9040 H
-15.3220C
-15.6600 H
-14.7180 C
-14.5030 H
-15.5870 H
-13.5290 C
-12.2160 C
-11.8670 H
-11.4650 N
-10.4670 H
-12.2390 C
-11.9610C
-10.9310 H
-12.9930 C
-12.8690 H
-14.3670 C
-15.1750 H
-14.5520C
-15.5910H
-13.5580 C
-16.5810 C
-16.5090 O
-17.7730 N
-18.0190 C
-17.3930 H
-17.9100 H
-19.5000 C
-19.5080 H

C 00 0O 000 D0 0O 0000000000000 D000 OO0 PPooococooococooococoocoocoocooo



-1.2730
-2.3090
-3.0090
-1.3340
-2.8000
-2.3250
-4.3890
-5.1420
-4.8580
-4.2020
-6.3080
-6.5550
-6.6230
-7.0600
-6.5030
-8.2410
-8.6670
-9.0190
-8.7290
-10.4680
-10.9050
-11.0570
-10.8940
-10.7800
-11.9230
-10.0690
-9.9810
-9.6020
-8.7750
-9.5540
-7.6210
-6.9880
-7.2450
-8.0020
-5.9350
-6.0790
-5.2350
-5.2780
-4.2130
-5.2900
-5.7950
-6.1840
-6.1180
-6.6100
-5.8030
-7.3100
-7.5300
-7.1830
-7.1950
-7.1990
-6.3910
-7.0960
-7.1130
-6.1140
-8.0510
-7.9580
-7.1610
-9.1450
-9.4200
-9.8640
-11.0910
-11.5350
-11.7880
-12.7550
-11.3980
-12.1030
-10.0350
-9.6640
-9.2920
-8.4620
-8.3250
-9.6500
-9.6050
-10.8750
-11.0190
-12.0590
-12.0280

19.8490 -19.9760 H
21.7160 -20.1580 C
21.6830 -20.9930 H
22.1120 -20.4400 H
22.6560 -19.0380 C
23.6340 -19.1130 H
22.8510 -19.0200 C
21.8800 -18.7730 O
24.1090 -19.2780 N
24.8040 -19.6070 H
24.3820 -19.1760 C
25.4440 -19.1830 H
24.0840 -20.1750 H
23.7440 -17.9630 C
23.6910 -16.8690 O
23.2280 -18.1360 N
23.3120 -19.0480 H
22.6730 -17.0960 C
23.0750 -16.1250 H
23.0750 -17.3530C
22.5070 -18.1740 H
22.6740 -16.5280 H
24.5820 -17.3670 C
24.9760 -18.3770 H
24.7280 -17.0400 H
25.5400 -16.4200 C
25.1280 -15.2160 O
26.5970 -16.8790 O
21.1730 -16.8330 C
20.4480 -16.2660 O
20.6370 -17.2320 N
21.2700 -17.7000 H
19.1440 -17.1870 C
18.4890 -17.6180 H
18.9100 -17.8880 C
19.1350 -18.9450 H
19.6520 -17.5030 H
17.5400 -17.9760 C
17.6710 -18.1690 H
17.0230 -17.0160 H
16.5650 -19.0070 C
16.9730 -20.1140 O
15.3440 -18.6680 N
14.7660 -19.3340 H
14.9210 -17.8060 H
18.6310 -15.7100 C
17.4800 -15.5170 O
19.5230 -14.7100 N
20.4870 -15.0140 H
19.1330 -13.2780 C
18.4220 -13.1080 H
20.3520 -12.3720 C
19.9680 -11.3520 H
20.7990 -12.5270 H
21.4600 -12.5050 C
22.4400 -13.4130C
22.5610 -14.1320 H
23.1880 -13.3790 N
23.9610 -13.9690 H
22.8450 -12.2710C
23.3640 -11.8910 C
24.2580 -12.3040 H
22.6510 -10.9530C
22.9180 -10.5510 H
21.4080 -10.5050 C
20.8780 -9.8830 H
20.9950 -10.8010 C
20.0870 -10.3510 H
21.6330 -11.7780 C
18.3310 -12.8870 C
17.4590 -12.0930 O
18.5440 -13.4240 N
19.1300 -14.2450 H
17.8150 -13.1120C
17.8530 -12.0320 H
18.5350 -13.8250 C
18.4250 -14.9090 H
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-12.9060
-12.2870
-12.6250
-11.3120
-13.2660
-12.8970
-14.2760
-13.2530
-13.0440
-12.5600
-14.6130
-15.2470
-14.6700
-14.9590
-10.7260
-11.4930
-9.8110
-9.3250
-9.4800
-10.2940
-9.2880
-8.2580
-9.4200
-10.2550
-10.0650
-9.9600
-9.6020
-10.9280
-9.2120
-11.7470
-12.3460
-11.9770
-11.9690
-8.2410
-7.7390
-7.7380
-8.2080
-6.2780
-5.6770
-5.9060
-5.7800
-4.7430
-6.4660
-7.4560
-6.0050
-6.7770
-5.0590
-5.9960
-6.8990
-4.7730
-4.0470
-4.4560
-3.3930
-4.7990
-5.1260
-5.2160
-5.6860
-5.5980
-6.5040
-7.3090
-7.1150
-7.6390
-8.2760
-7.9020
-8.6720
-9.0980
-6.1720
-6.0740
-5.7030
-4.4610
-6.3050
-7.3130
-5.6440
-4.5790
-5.7050
-6.7700
-4.9460

17.9160 -13.5290 H
19.9980 -13.4120 C
20.0370 -12.3770 H
20.4850 -13.4290 H
20.6510 -14.2980 C
20.5250 -15.3160 H
20.2780 -14.1290 H
22.1440 -13.9790 C
222320 -12.9130 H
22.6990 -14.6120 H
22.7050 -14.1600 N
22.2100 -13.5490 H
23.6880 -13.9330 H
22.7160 -15.1090 H
16.3020 -13.3900 C
15.4600 -12.9930 O
16.0230 -14.3100 N
16.8680 -14.5750 H
14.6920 -14.8480 C
13.9770 -14.7290 H
149170 -16.4110 C
15.1120 -16.7120 H
13.9370 -16.8710 H
15.7440 -17.2080 C
16.7640 -16.8720 H
15.7820 -18.7280 C
14.7870 -18.9960 H
15.8960 -19.2150 H
16.5480 -18.9330 H
15.4440 -16.9600 C
16.1590 -17.5260 H
14.4190 -17.2490 H
15.5240 -15.8960 H
14.0840 -14.1570 C
13.1030 -14.6110 O
14.7090 -13.0350 N
15.5360 -12.6960 H
14.6750 -12.8330 C
14.5890 -13.7380 H
15.6330 -12.4700 H
13.5530 -11.9060 C
13.7550 -11.2880 O
12.3880 -11.8340 N
12.3470 -12.0310 H
11.3160 -10.8920 C
10.5470 -10.8800 H
10.8930 -11.2300 H
11.7610 -9.4180 C
12.2610 -8.7920 O
11.5750 -8.9090 N
11.1840 -9.4910H
11.8140 -7.5010C
11.6690 -7.3070 H
12.8300 -7.3040 H
10.9410 -6.5690 C
11.1980 -5.3290 O
9.8610 -7.0920 N
9.8140 -8.0970 H
8.8520 -6.4370 C
9.3570 -5.9040 H
79110 -7.4880C
7.0640 -7.0460 H
8.7630 -8.1000 C
9.7660 -8.3030 H
8.2600 -8.9830 H
8.6900 -7.3880 H
7.5610 -8.5020 O
6.6090 -8.5710 H
8.0560 -5.3480C
8.0570 -5.38100
7.5340 -43210N
7.5820 -4.3340H
6.9260 -3.0860 C
6.8680 -3.3140 H
7.9230 -1.8100C
8.1340 -1.7090 H
7.3240 -0.5940 C
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-5.4650
-3.9530
-4.8620
-4.9860
-4.0810
-6.2860
-7.4410
-5.5390
-4.6770
-6.0400
-6.8450
-6.2930
-6.6370
-7.1400
-5.0660
-4.6320
-5.1120
-3.4180
-2.9150
-2.9880
-1.9480
-1.2100
-1.8270
-1.1330
-2.9070
-3.0130
-3.9300
-4.6570
-4.0810
-5.0000
-5.3640
-3.7040
-3.4350
-2.7550
-2.5200
-1.8100
-3.1310
-4.0500
-2.2770
-1.5280
-2.2630
-3.1230
-1.0100
-0.1190
-1.0620
-0.8660
-0.0270

0.5600
-0.0840

0.5790
-0.9540
-1.2800
-0.7710
-2.0880
-2.3330
-2.5500
-3.1380
-2.2550
-2.6700
-1.4330
-2.1810
-1.7720
-2.4550
-2.4570
-2.4910
-1.6280
-3.7730
-4.2770
-3.4820
-4.8620
-5.5680
-5.3140
-6.7740
-7.2150
-7.2460
-8.4590
-8.7100

6.5110
6.9400
8.0960
9.0720
8.7640
5.5990
5.4530
4.5950
4.7140
3.1960
3.0710
2.6790
1.6450
3.2400
2.7600
3.8930
4.8600
3.5920
4.3630
2.2910
1.5340
1.9590
0.1330
-0.5060
-0.4680
-1.5380
0.3230
-0.0500
1.7090
2.2100
1.0600
2.6380
3.5830
2.1250
1.0740
2.5970
2.3700
1.7590
3.1780
3.5720
3.3430
2.7710
2.6780
3.1290
2.6680
1.2810
0.8330
1.4990
-0.5510
-1.0800
-1.0440
-2.4130
-3.1690
-2.6170
-3.6240
-1.5540
-1.7250
-0.2170
0.5990
0.0530
4.7740
5.7040
4.8860
4.0970
6.1080
6.6430
6.8690
7.0790
7.8130
6.2380
6.9970
8.0070
6.5430
7.1440
5.2820
4.8610
4.1420

-0.0860 H
-0.8280 H
0.1710 H
-2.0200 O
-1.9400 H
-2.6750 C
-2.2330 0
-2.8280 N
-3.3400 H
-2.8930 C
-2.1690 H
-4.3360 C
-4.3440 H
-4.7310 H
-5.2360 C
-5.7840 C
-5.7520 H
-6.4480 N
-6.8660 H
-6.2220 C
-6.7720 C
-7.4360 H
-6.4040 C
-6.9290 H
-5.7290 C
-5.6310 H
-5.1840 C
-4.4780 H
-5.4740 C
-2.3290 C
-2.0430 0
-2.1410N
-2.3780 H
-1.1330 C
-1.2980 H
-1.4050 H
0.3460 C
0.8650 O
0.9740 N
0.4230 H
2.3670 C
2.7150 H
2.9760 C
2.5380 H
4.0640 H
2.5810C
1.6510 C
1.0350 H
1.5330 N
0.9840 H
2.4410C
2.7420 C
2.1620 H
3.8850C
4.1870 H
4.6350 C
5.5250H
4.2430 C
4.8160 H
3.1140C
2.8390 C
2.1400 O
4.1220 N
47520 H
4.9760 C
4.5800 H
4.8120C
5.7550 H
43510H
3.9570 C
3.0000 C
2.7150 H
2.4090 C
1.6270 H
2.7440 C
2.2490 O
2.8330H
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-6.6190
-7.0370
-5.4030
-5.0930
-2.0320
-2.1110
-1.6630
-1.6770
-1.2200
-1.8060
0.2980
0.5660
0.6240
0.9850
1.9220
-1.5400
-1.8480
-1.4300
-1.1630
-1.7240
-1.4970
-3.2330
-3.8050
-3.4920
-3.6310
-3.6630
-3.6020
-4.2230
-4.2310
-4.6370
-4.9470
-4.9960
-4.4450
-4.5750
-3.9280
-3.7490
-0.8520
-0.6880
-0.3130
-0.2280
0.3200
0.3850
1.8020
2.2370
1.9600
2.5310
3.5790
2.0720
-0.4520
-0.3350
-1.1170
-1.1610
-0.1540
-1.6580
-1.9830
-1.2850
-2.7150
-2.6930
-2.7700
-3.7140
-1.9740
-2.6110
-1.0680
-1.5910
0.1750
0.5890
1.1420
0.6810
23130
2.8040
3.1950
2.0570
1.5940
2.0240
1.3500
1.1590
1.3810

4.5320
3.6040
4.9670
4.4170
5.7970
4.6590
6.7930
7.7430
6.6300
5.8570
6.3450
6.2110
5.4840
7.5420
7.3960
7.8780
8.9850
7.7720
6.8690
8.8530
9.8360
8.8330
9.1450
7.8020
9.8350
11.2210
11.5570
12.1060
13.1740
11.5360
12.2750
13.2050
10.2140
9.8800
9.3350
8.2840
8.7770
7.7040
9.8810
10.6680
10.0220
9.0610
10.3840
9.4990
11.1410
10.8340
11.4700
10.7000
10.9900
12.2080
10.5050
9.1510
8.7860
8.5910
9.1130
8.9910
8.3060
10.5140
11.0000
10.3400
11.4010
12.0500
12.4720
13.5300
12.2130
11.4440
13.2160
13.6370
12.3720
11.8050
12.9280
11.6980
14.4060
15.4280
14.2970
13.3220
15.4240

3.7090 C

4.0700 H

4.2900 C

5.1670 H

6.4310 C

6.7620 O

7.1530 N

6.8100 H

8.5620 C

9.0600 H

8.5500 C

9.5980 H

7.9650 H

8.1370 0

8.2800 H

9.4550 C

8.9380 O

10.7650 N
11.1300 H
11.7340 C
11.3200 H
12.0280 C
11.1550 H
12.2710 H
13.1770 C
12.8940 C
11.8690 H
13.8400 C
13.6800 H
15.0970 C
16.2170 O
15.9830 H
15.3990 C
16.4170 H
14.4700 C
14.6400 H
13.0170 C
13.6200 O
13.4960 N
12.8690 H
14.7750 C
15.2840 H
14.5150 C
14.0510 H
13.7480 H
15.7510 C
15.5590 O
16.9140 O
15.7160 C
15.5420 O
16.8050 N
17.3230 C
17.5260 H
16.5310 H
18.6290 C
19.4570 H
18.6040 H
18.6510 C
19.6240 H
18.3130 H
17.6560 C
17.0540 H
18.4560 C
18.7940 O
18.7770 N
18.2700 H
19.4140 C
20.3070 H
19.9550 C
19.1650 H
20.2730 H
20.7730 H
18.5270 C
19.0490 O
17.1280 N
16.9440 H
16.2790 C
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1.8300
2.2070
1.8110
2.0450
3.7190
3.8190
4.6580
4.2350
4.8120
5.6070
4.2730
5.3070
4.3930
3.6550
-0.0110
-0.2350
-1.0080
-0.7270
-2.3800
-2.7460
-3.0920
-2.7730
-2.7270
-4.5720
-5.0950
-5.1750
-2.4240
-3.1000
-1.6840
-0.9800
-1.5460
-2.2340
-0.0930
0.6000
0.2730
0.0640
-0.3840
1.5930
1.7300
2.1780
2.1250
-0.6360
-1.6900
-0.6780
-0.1840
-1.7390
-1.0300
-2.5020
-2.9880
-2.5710
-1.9300
-4.0670
-4.0660
-4.6780
-4.7980
-5.7060
-5.8830
-6.4150
-7.0490
-6.2500
-6.8170
-5.4710
-5.4850
-4.5940
-3.8880
-1.8920
-1.6640
-1.4910
-1.6110
-0.6100
-0.6890
0.8060
0.8350
1.4500
1.4490
1.3160
0.9260

16.2790
15.1190
14.1830
15.9230
14.9880
14.2850
14.4520
13.5200
15.1740
14.2540
16.3620
16.2800
16.9530
16.8470
15.8220
16.9890
14.9380
14.0580
15.0510
14.0430
16.0370
15.9360
17.0160
15.8350
14.8050
16.8670
15.3040
16.2530
14.4530
13.9520
14.5070
15.2520
15.0500
14.5960
14.7120
16.5900
16.9950
16.9470
18.0230
16.5640
16.4950
17.2650
16.9900
18.3320
16.9870
13.1360
12.1860
13.0750
13.9000
11.8820
11.1050
11.4260
10.3370
11.7080
11.8700
12.9470
13.4760
13.2970
14.1710
12.4940
12.8050
11.3610
10.7480
11.1740
10.3600
12.1500
13.2870
11.1090
10.2150
11.1650
12.2100
10.8130
9.7630

10.8380
11.6140
11.2100
10.2280

16.7860 H
15.0130 C
14.6170 H
14.2950 H
15.3000 C
16.1280 H
14.2070 C
13.8320 H
13.4050 H
14.7060 H
15.7200 C
16.0540 H
14.8120 H
16.4760 H
15.8360 C
15.3860 O
16.0200 N
16.4270 H
15.5650 C
15.7560 H
16.3670 C
17.4040 H
16.0560 H
16.2160 C
15.7840 O
16.3400 O
14.0690 C
13.5780 O
13.2930 N
13.8160 H
11.8400 C
11.4410 H
11.5910 C
12.2980 H
10.6220 H
11.4650 C
12.3720 H
11.3610 C
11.2540 H
12.1960 H
10.5230 H
10.2900 C
10.2340 H
10.5120 H
9.3380H
11.1880 C
11.5090 O
10.1280 N
9.8090 H
9.2520C
9.6680 H
9.1070 C
9.0790 H
9.9650 H
7.8370 C
7.8650 C
8.7900 H
6.6700 C
6.6730 H
5.5370C
4.6730 H
5.5340C
4.6450 H
6.6910 C
6.7660 H
7.8840 C

7.4880 O
7.1790 N
7.6340 H
6.0130C

57130 H
6.4880 C

6.7770 H

5.6100 H

7.5780 C

8.9670 C

9.1900 H
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1.7330

1.5910

2.4890

2.9960

3.3960

2.6560

3.2720

2.1410

2.2510
-1.1300
-1.2450
-1.3150
-1.2190
-1.6260
-1.3140
-3.2260
-3.5100
-3.6070
-3.8090
-4.3890
-4.4140
-5.0730
-5.4090
-5.1340
-5.5120
-5.5670
-4.6030
-4.7410
-3.8910
-3.4970
-0.8120
-0.2080
-0.6370
-1.0040
-0.0290

0.4400

0.6110
-1.0780
-2.0810
-0.7770

0.0970
-1.6270
-2.5790
-1.9180
-2.5950
-2.6030
-3.5650
-2.0210
-2.6710
-0.8330
-1.0960
-1.0920

0.0910
-1.9600
-2.9460
-1.6700
-0.8710
-2.7930
-3.6810
-2.7220
-2.8920
-3.3640
-1.2900
-1.3880
-1.0260
-0.9200
-0.7080
0.3550
-0.8870
-0.5360
-0.1990
-2.2350
-2.5330
-2.8880
-3.7480
-2.5020
-1.5670

12.0340 10.0060 C
11.7230 11.0310 H
13.2220 9.7610C
13.9060 10.8600 O
14.7230 10.5540 H
13.5830 8.4180C
14.4620 8.2990 H
12.8580 7.3370 C
13.1950 6.3170H
10.2080 4.9760 C
8.9860 5.2710 0
10.7160 3.7550 N
11.7140 3.6370 H
9.8260 2.6210C
8.8110 2.8650 H
9.8420 2.4700 C
8.8730 2.0610 H
9.9280 3.4870 H
11.0060 1.6490 C
12.2070 2.1480C
12.4870 3.1910H
13.1120 1.2800 C
14.1020 1.5520H
12.8580 -0.0560 C
13.7900 -0.9680 O
13.4310 -1.8570H
11.6130 -0.5080 C
11.3630 -1.5500 H
10.7270  0.2980 C
9.8240 -0.1430 H
10.2290 1.4240C
11.2920 1.2100 O
9.2430 0.5580 N
8.3250 0.7650 H
9.4710 -0.7880 C
10.4420 -0.9450 H
8.6060 -0.9590 H
9.5170 -1.9170C
8.8190 -1.6840 O
10.2240 -2.9590 N
10.7270 -3.0270 H
10.2970 -4.2130C
9.8380 -3.9450 H
11.7460 -4.5720 C
11.8080 -5.4250 H
12.4630 -3.4060 C
11.9680 -3.2740 H
12.4470 -2.4850 H
13.5120 -3.6940 H
12.5520 -4.8340 O
13.4740 -4.7820 H
9.6810 -5.4240C
9.7160 -5.6700 O
9.0360 -6.2180 N
9.1170 -6.0150 H
8.3320 -7.4410C
7.6290 -7.2040 H
7.4340 -7.8890 C
8.0610 -7.8190 H
6.9560 -8.8660 H
6.3720 -6.9720 O
6.7840 -6.2440 H
9.2910 -8.5800 C
10.4990 -8.4200 O
8.6890 -9.7330 N
7.6850 -9.7740 H
9.2350 -11.0640 C
9.4500 -10.9580 H
8.2260 -12.2450 C
8.6540 -13.1830 H
7.4050 -12.0450 H
7.6510 -12.3630 C
6.8220 -11.5380 0
7.7880 -13.4820 N
7.2650 -13.5680 H
8.3000 -14.2620 H
10.4920 -11.3760 C
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-2.6840
-1.1360

0.1840

0.1070

0.9630

0.4590

1.2750

0.6510
-0.8060
-0.7330
-0.9230
-1.9210
-2.2990
-3.1430
-3.5320
-3.8110
-3.5500
-4.7740
-5.3030
-5.4560
-3.9980
-3.1450
-4.3500
-4.8590
-3.9370
-4.3050
-4.4750
-5.5530
-3.9160
-4.5910
-3.6650
-2.9730
-4.1840
-4.7690
-2.4200
-1.5170
-2.0100
-2.6830
-0.6100
-0.0980
-0.4910
-0.9180

0.5750
-0.9950
-1.9050
-2.3820
-2.0430
-2.3290
-1.3820
-1.1180
-1.5030
-0.4230
-0.2920

0.1400

0.6410
-0.0270

0.3140
-0.7540

0.1460

1.3340
-0.6510
-1.6200
-0.1480

0.8490
-0.9330
-0.9610
-1.8590
-0.1550

1.0520
-0.8370
-0.3400
-1.7590

0.1290
-0.4890

1.2590

1.6590

1.9280

10.5980 -10.7870 O
11.3740 -12.2760 N
11.4830 -12.8790 C
11.3280 -13.9550 H
10.8320 -12.4830 H
12.9270 -12.6050 C
13.3190 -13.2110 H
13.0320 -11.5370 H
13.6350 -13.0550 C
13.8620 -14.1190 H
14.5330 -12.4480 H
12.5940 -12.5470 C
12.9140 -11.5760 H
12.3940 -13.5260 C
13.2720 -14.3580 O
11.2150 -13.4960 N
10.5220 -12.8090 H
10.7850 -14.5440 C
9.8810 -14.2440 H
11.5910 -14.8150 H
10.3290 -15.7940 C
9.3660 -15.7280 O
10.8440 -16.9580 N
11.7160 -16.9410 H
10.1200 -18.1930 C
9.0950 -18.1390 H
10.8190 -19.4930 C
10.9500 -19.5810 H
12.2240 -19.6410 C
12.9800 -20.0420 H
12.5540 -18.6330 H
12.0640 -20.1630 H
10.0280 -20.6200 O
9.2710 -20.5450 H
9.7980 -18.2960 C
10.6470 -18.0580 O
8.5810 -18.7190 N
7.8490 -18.8950 H
8.1650 -18.7730 C
8.6090 -17.9190 H
6.6520 -18.8450 C
6.3010 -19.7850 H
6.4410 -18.9320 H
5.8010 -17.7450 C
6.1020 -16.7490 C
7.0700 -16.7100 H
5.0650 -15.9270 N
5.2890 -14.9850 H
3.9500 -16.3180 C
2.7290 -15.6600 C
2.4650 -14.6860 H
1.7010 -16.4070 C
0.7140 -15.9900 H
2.0630 -17.6930 C
1.3220 -18.2980 H
3.3610 -18.1890 C
3.6020 -19.1850 H
4.3600 -17.5420 C
8.8530 -19.8800 C
9.2110 -19.6880 O
9.2710 -20.9120 N
8.9840 -20.9140 H
10.0090 -22.0560 C
9.5880 -22.1870 H
9.7890 -23.3380 C
8.7190 -23.5440 H
10.3480 -23.2010 H
10.4080 -24.5010 C
10.3450 -24.5720 O
11.0020 -25.4510 N
11.5940 -26.1010 H
11.3160 -25.1840 H
11.4020 -21.6670 C
12.3380 -22.1580 O
11.5980 -20.9250 N
10.7340 -20.5870 H
12.8710 -20.3980 C
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1.2300
3.2520
3.8800
3.7170
3.1280
2.0810
1.9780
2.1590
2.3210
1.9970
2.8110
2.0720
3.0420
1.2700
1.9180
2.3370
0.8520
2.6540
3.8710
2.0700
0.7090
0.6230
-0.3680
-0.3000
-1.6780
-1.9600
-2.6750
-2.3730
-3.5540
-3.0570
-3.5080
-2.1350
-3.9470
-3.7620
-5.0130
-5.6500
-5.3260
-1.6670
-2.5160
-0.7550
-0.1120
-0.6650
-1.5360
-0.6100
0.2630
-0.5780
-1.9350
-2.6750
-2.2330
-1.7170
-1.2970
-2.6520
-0.8960
-1.3660
0.3530
1.1420
0.8600
2.0580
0.8400
0.2020
1.7730
0.5290
0.7000
1.2320
0.9200
2.4150
3.1150
3.0600
3.3390
2.3200
4.2600
4.0230
4.9930
4.7350
5.7710
4.6640
3.8050

13.2320 -19.6420 H
12.4310 -19.7580 C
12.0910 -20.5820 H
13.2690 -19.2390 H
11.6020 -19.0610 H
14.0610 -21.3440 C
15.2380 -20.8900 O
13.8740 -22.6450 N
12.9310 -22.9670 H
14.9350 -23.7590 C
15.6560 -23.6870 H
14.0510 -25.0030 C
13.5570 -25.0560 H
13.3130 -24.9710 H
14.7520 -26.4000 C
14.1820 -27.2300 H
14.8380 -26.6090 H
16.1390 -26.4270 C
16.2150 -26.0310 O
17.1500 -26.9310 O
15.6550 -23.7410 C
16.9070 -23.8250 O
15.0070 -23.3940 N
14.0210 -23.1870 H
15.6630 -23.2310C
16.3250 -24.0500 H
14.5630 -23.0740 C
13.9020 -22.2620 H
15.0170 -22.6170 H
13.8270 -24.3500 C
14.5230 -25.0570 H
13.4440 -24.7900 H
12.6220 -24.1730 C
11.5470 -24.8200 O
12.6680 -23.3820 N
11.9570 -23.7120 H
13.4780 -22.8660 H
16.5070 -21.9180 C
17.3360 -21.7860 O
16.2460 -20.9070 N
15.4870 -21.0780 H
16.9970 -19.6550 C
17.6400 -19.5330 H
15.9770 -18.4300 C
15.3240 -18.4520 H
16.5410 -17.4980 H
15.1470 -18.2290 C
15.9070 -17.9780 H
14.5510 -19.0920 H
14.3580 -16.9550 C
14.9500 -16.1420 H
13.9320 -16.5930 H
13.1730 -17.1730 N
12.3680 -17.5620 H
12.8920 -16.9130 C
13.7310 -16.2340 N
14.6340 -15.8810 H
13.3620 -16.0220 H
11.7020 -17.2760 N
11.0330 -17.6830 H
11.3970 -17.0390 H
17.9140 -19.5850 C
18.4950 -18.4930 O
18.1180 -20.7310 N
17.6790 -21.5860 H
19.0470 -20.8200 C
18.8590 -20.0050 H
18.8650 -22.2140 C
17.8230 -22.3720 H
19.1630 -22.9560 H
19.7150 -22.6530 C
20.7790 -22.6470 H
19.6100 -21.8540 H
19.3160 -24.0930 C
19.6490 -24.1480 H
18.2380 -24.2310 H
19.8950 -25.1780 C
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2.8280
4.1040
3.9280
3.2120
4.8790
3.8180
1.8650
0.8340
2.5910
3.3230
1.9480
2.3700
0.8620
2.0470
1.4060
2.6920
2.9240
2.9750
3.7160
2.1030
3.2060
3.1110
3.6510
3.8570
3.9840
4.8100
4.5910
3.8000
4.8910
5.8540
5.7810
6.8920
2.9000
3.2050
1.6760
1.5280
0.4720
-0.4220
0.4980
1.1750
-0.5170
0.5550
0.8720
0.2210
0.4330
0.2640
0.2320
0.3170
-0.0260
0.2840
-0.1520
0.4930
0.1730
-0.2320
-0.1970
1.7410
2.0910
2.2440
2.3500
2.4570
1.5910
3.6340
3.8220
3.5150
4.8010
4.6840
5.0200
5.6400
-1.6100
-2.5710
-1.8700
-2.8300
-0.9790
0.0510
-1.4140
-2.4920
-1.0960

19.9020
20.9250
19.0710
19.2710
19.0510
18.1000
20.4670
20.7510
21.3330
20.8690
22.6080
23.4150
22.6150
22.9650
23.9160
22.1410
21.2340
22.4020
23.1990
22.8220
21.1020
19.9880
21.2580
22.2170
20.2710
19.7260
20.9570
21.5720
20.1300
21.8400
23.0320
21.3790
19.2160
18.2940
19.5300
20.3240
18.7080
19.2610
17.3720
16.6460
17.0020
17.4060
16.3860
18.4740
18.3890
19.3810
18.3440
17.2010
19.3430
20.2630
19.0780
18.2330
20.3080
21.1780
20.1840
20.3570
19.5040
20.2410
21.6400
22.3580
21.9730
21.3520
22.2070
20.5680
21.1430
20.2480
21.9400
20.8600
18.6950
19.1640
17.9620
17.6510
17.3900
17.6940
18.0330
17.8680
17.4450

-24.6930 H
-25.3750 H
-26.4330 N
-27.1180 H
-26.7720 H
-26.1780 H
-20.6700 C
-21.2590 O
-19.9780 N
-19.4590 H
-19.5950 C
-20.1930 H
-19.6910 H
-18.0820 C
-17.7180 O
-17.2540 N
-17.6320 H
-15.9030 C
-15.8450 H
-15.4020 H
-15.0660 C
-15.5500 O
-13.7680 N
-13.5280 H
-12.7170 C
-13.1760 H
-11.4560 C
-11.0280 H
-10.8130 H
-11.6050 C
-11.2200 O
-12.1100 O
-12.2490 C
-11.5150 O
-12.6890 N
-13.2960 H
-12.4270 C
-12.7150 H
-13.2720 C
-12.8210 H
-13.1300 H
-14.7820 C
-15.3450 O
-15.4590 N
-16.4430 H
-15.0160 H
-10.9500 C
-10.5840 O
-10.1070 N
-10.3860 H
-8.6330 C
-8.3940 H
-71.7720 C
-8.2880 H
-6.7540 H
-7.7260 C
-7.1440 H
-8.6860 H
-7.0310 C
-7.8450 H
-6.3230 H
-6.2010 C
-5.5520 H
-5.4530H
-7.1080 N
-7.5620 H
-7.6890 H
-6.6210 H
-8.2690 C
-8.8600 O
-7.1530 N
-7.1160 H
-6.1580 C
-6.3460 H
-4.8100 C
-4.8290 H
-3.9430 H
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-1.3340
-2.3480
-3.3400
-1.8160
-2.3440
-0.4890
0.3510
0.0820
1.6310
2.3590
1.9410
2.9390
1.1080
1.4190
-0.2240
-0.9380
-1.0310
-0.9030
-0.9390
-0.7970
-1.2110
-1.6570
-0.9580
-2.1490
-2.6770
-3.1400
0.6900
1.5850
1.0000
0.1950
2.2790
2.1810
3.0250
3.2880
3.9580
2.2620
2.6950
2.9650
4.1120
2.2130
1.2810
2.5650
3.6480
1.7980
0.7090
1.9830
3.0390
1.5890
1.5720
2.2040
2.1010
2.1580
1.0710
2.9470
3.7960
2.5970
1.9580
3.8920
4.5440
3.3430
2.4510
4.0370
3.2420
4.7200
3.9790
4.8390
6.0430
5.9450
6.5070
6.7810
1.9240
2.4800
0.7210
0.4550
0.0350
0.6230
-1.4760

19.4420 -4.4970 C
20.3430 -4.5480C
20.1350 -4.9200 H
21.6210 -4.2820 N
22.4680 -4.4330H
21.5910 -3.9340C
22.5550 -3.3980C
23.5960 -3.4900 H
22.0930 -2.9380C
22.7870 -2.5430 H
20.7340 -3.0320C
20.4390 -2.7440 H
19.7810 -3.6420 C
18.7550 -3.7710 H
20.1410 -3.9960 C
159180 -6.2310C
15.2040 -5.2720 0
15.3980 -7.4190 N
15.9360 -8.2730 H
13.9710 -7.7180 C
13.4990 -6.8270 H
13.7020 -9.0330 C
13.6330 -9.8670 H
12.7300 -9.0590 H
14.5650 -9.4390 O
14.2550 -10.2200 H
13.5720 -7.7120 C
14.4370 -7.8630 O
12.2700 -7.4800 N
11.6700 -7.3700 H
11.6570 -7.2060 C
10.6290 -6.8560 H
11.7120 -8.5400 C
12.7390 -8.7950 H
11.1500 -8.4950 H
11.0410 -10.0100 S
9.7770 -9.9770 H
12.3430 -5.9980 C
12.7630 -6.1490 O
12.5570 -4.8910 N
12.1770 -4.9770 H
13.3800 -3.7720 C
13.4980 -3.8190 H
14.7240 -3.9760 C
14.6810 -3.9950 H
15.7570 -2.9340 C
15.8980 -2.7030 H
16.7360 -3.2070 H
15.3680 -2.0030 H
15.3880 -5.1450 0
14.8780 -5.9520 H
12.7600 -2.4220C
12.2180 -2.23100
13.0570 -1.4040 N
13.5750 -1.5820H
12.9000 0.0500 C
12.0200 0.1200 H
12.6190 0.8670 C
13.4820 1.0010H
12.1450 2.2200C
11.5210 2.2580H
11.4190 2.6430 H
13.0260 2.8540 H
11.4840 0.2030C
10.6860 0.2510H
11.7740 -0.8410 H
10.9990 0.7410C
10.4910 1.7000 H
10.3050 0.0400 H
11.7890 0.8810 H
14.1570 0.4930C
152510 0.4350 0
14.0820 1.0110N
13.1480 1.2880H
15.1970 1.7370 C
16.1150 1.7460 H
15.3130 1.2770C
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-1.7000
-2.0590
-1.8230
-1.4700
-0.8640
-1.8150
-1.3340
-2.5360
-2.8610
-2.9240
-3.7470
-2.5520
-2.9700

0.0290
-0.4630

0.3760

0.7880

0.1280
-0.0230

1.3620

1.4240

1.1950

2.2450
-1.1150
-1.2870
-2.0330
-1.9870
-3.3720
-3.3120
-4.3840
-4.1810
-5.3580
-4.4310
-4.9370
-3.4230
-5.1420
-4.8650
-6.2170
-4.9620
-4.2890
-5.4380
-6.3010
-6.6340
-6.3780
-5.0930
-4.5330
-5.6500
-3.8480
-3.9360
-4.3060
-4.1730
-5.0460
-4.4460
-5.0970
-5.3250
-5.8690
-3.7050
-3.4710
-2.8770
-3.7660
-4.1120
-4.4770
-2.4300
-1.9430
-1.8690
-2.5980
-3.5630
-2.1670
-0.6350

0.1010
-0.3880
-6.4870
-7.2980
-6.8690
-6.0020
-5.7150
-5.0860

14.3960
15.3770
16.4540
17.7820
18.0270
18.8180
19.7690
18.5360
19.2910
17.2040
17.1350
16.1610
15.1960
14.8220
13.7510
15.7120
16.5800
15.6340
14.5920
16.1980
17.2850
16.0740
15.6950
16.5000
17.6400
159510
14.9730
16.6200
17.7020
15.9620
14.9030
15.9910
16.7370
17.6810
16.9320
15.9640
14.9170
16.1150
16.5780
16.2020
17.7490
18.4400
18.0200
19.4220
18.2340
17.7880
19.0410
16.4880
15.3770
17.6120
18.4920
17.7240
17.1420
19.1640
19.8190
19.2490
19.6650
19.0050
19.7720
21.0180
21.7490
20.9630
21.3990
20.7660
22.5320
23.4930
23.3410
24.3970
22.8700
22.2560
23.8310
17.0800
17.3380
16.2100
15.8060
16.6130
15.2870

0.7320 H
2.1960 H
0.3330C

0.6730 C

1.5330H
-0.2340 C
-0.0580 H
-1.3850 C
-2.0860 H
-1.6520 C
-2.3480 H
-0.8340 C
-1.0780 H
3.2480 C

3.49100
4.1260 N

3.8130 H

5.5690 C

5.8490 H
6.3320C

6.2750 H

7.4020 H

5.9380 H

5.9850C

5.61200
6.8330N
7.0810 H
6.9790 C

6.8610 H
5.9590C

5.7980 H
6.4460 H
4.6370 C

4.8360 H
42710 H
3.5160 C

3.3910H
3.6080 H
2.1780 N

1.5250 H
1.7900 C

24670 N
3.3220H
2.2430 H
0.5850 N
-0.1270 H
0.3420 H
8.4010 C

8.9520 0
8.9590 N
8.4820 H
10.2800 C
10.9810 H
10.7590 C
9.9190 H
11.5240 H
11.3880 C
12.2230 H
10.6860 H
12.0310 C
11.3000 H
12.8550 H
12.5380 N
13.1560 H
12.3100 C
11.8080 N
11.5500 H
11.6730 H
12.5390 N
12.8610 H
12.3510 H
10.1980 C
9.3240 0
11.1820 N
12.2600 C
12.9350 H
11.9800 H
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-6.9230
-7.6490
-6.3790
-7.5830
-8.4460
-6.9270
-7.9760
-7.9330
-9.4100
-10.3420
-9.5690
-8.7470
-10.9380
-11.6320
-10.7600
-10.2180
-11.7530
-10.0040
-9.0430
-10.3060
-11.5850
-12.8010
-10.7900
-9.7930
-11.2640
-12.3480
-10.8280
-11.0700
-11.4110
-10.8110
-12.4860
-11.1760
-9.4580
-9.2460
-10.7290
-11.3130
-9.5820
-9.3270
-8.9860
-8.4160
-9.8050
-8.0500
-7.6710
-7.5730
-7.9140
-6.7470
-6.9970
-7.1000
-7.0240
-6.2600
-8.4540
-8.4210
-9.2510
-8.6110
-7.7820
-9.5490
-8.5370
-9.4440
-7.6220
-8.6240
-9.5830
-7.9210
-8.3430
-5.2350
-4.7440
-4.5060
-5.0090
-3.1050
-2.8800
-2.6420
-3.3230
-2.6380
-1.6960
-2.1920
-2.2760
-1.0850
-1.0080

14.7140
15.1410
13.9630
14.0070
13.3890
13.3410
15.2290
14.9370
15.7130
15.0060
16.8270
17.3720
17.3230
16.4890
17.8130
18.7540
18.0730
16.8430
17.3820
15.6210
18.3480
18.5660
18.8560
18.7600
19.5970
19.6840
21.0290
21.7050
21.7230
22.6170
21.8340
21.0960
21.0040
20.9460
19.1150
19.5080
18.3930
17.9560
17.7110
16.8470
17.4610
18.6230
18.3360
19.6520
19.8350
20.7240
20.7910
22.0580
21.9110
22.6100
22.7070
22.9040
21.9920
24.0870
24.7170
24.4860
24.1140
23.6040
23.6950
25.5690
25.7140
25.7200
26.2010
20.3940
19.8360
20.5730
20.9070
20.1810
19.2090
20.2740
19.6800
21.2990
19.7410
21.0930
22.3390
20.5140
19.5070

12.9660 C
13.6590 H
13.5380 H
11.7790 C
12.0290 H
11.2180 H
10.8920 C
9.8430 H
11.2460 C
10.9620 O
11.9410 N
12.1590 H
12.4000 C
12.5100 H
13.8460 C
13.7540 H
14.2150 H
14.7550 C
15.3560 O
14.8230 O
11.3970 C
11.3010 O
10.4480 N
10.5730 H
9.2940 C
9.3580 H
9.4000 C
8.5800 H
10.6160 C
10.7850 H
10.4750 H
11.4760 H
9.4930 O
10.4270 H
7.9530C
6.9480 O
79160 N
8.7910 H
6.7540 C
7.0960 H
6.0790 H
5.9980 C
4.8330 0
6.6740 N
7.6060 H
5.9870 C
4.9280 H
6.6480 C
7.7250 H
6.2260 H
6.1970 C
5.1260 H
6.4020 H
6.8270 C
6.5010 H
6.4410 H
8.4040 C
8.7280 H
8.8220H
8.9350N
9.2160 H
9.6440 H
8.1990 H
6.0600 C
7.0830 O
5.0000 N
4.1900 H
4.8420 C
5.2820H
3.4350C
2.8250 H
3.0650 H
3.3460 H
5.6900 C
5.7050 O
6.1890 N
6.1620 H

S e R e e R e e e e e e e R R e e e e R e e e s e e = T = I = - I I RS RS



0.0280
-0.2800
0.3590
-0.4560
0.4790
1.5880
1.4470
2.5150
1.5840
1.2370
0.8640
2.8620
2.8950
3.9330
3.9790
3.1160
4.7480
4.9220
4.8920
5.8040
1.2520
1.9170
1.6540
1.1090
2.7700
3.0100
4.0790
4.8340
4.3030
4.2360
4.2650
4.2180
4.4920
4.6020
4.8260
5.1420
5.5470
5.2530
5.4520
5.1300
5.2170
4.9500
4.8890
4.6450
2.5260
1.8130
3.1500
3.6770
3.0060
2.5340
2.0200
2.4340
1.7910
1.0910
4.2890
5.0720
4.6100
4.0780
5.7800
6.3000
6.7550
6.9370
6.3200
8.0890
9.1100
9.0990
10.2760
11.0910
10.3440
11.4540
11.7890
9.3580
9.4100
8.2490
7.4360
5.4880
5.1400

21.2010 6.8340C
222470 6.8190 H
20.6510 8.1900 C
20.8920 8.8720H
19.6200 7.8570 H
21.0220 9.0250 C
20.3680 9.8860 H
20.8100 8.4930H
22.4580 9.5490C
23.1520 8.7840H
22.5190 10.3640 H
22.8300 10.1410 N
23.0400 11.1280 H
23.1460 9.4850C
23.1480 8.1490N
22,9060 7.6820 H
23.6250 7.7010H
23.4990 10.1820 N
23.4890 11.1910 H
23.7710 9.7720H
21.3130 6.0120C
22.3590 6.11300
20.2890 5.3250 N
19.4410 5.3780H
20.1430 4.4090 C
21.1260 4.0050 H
19.7780 5.1540 C
19.9670 4.3910 H
20.5270 59140 H
18.4020 5.7410C
18.1790 7.0530 C
19.0290 7.7190 H
16.7780 7.2910 N
16.3650 8.2060 H
16.1500 6.0800 C
14.8120 5.7760 C
14.1390 6.5170 H
14.3950 4.4290C
13.3600 4.1920 H
153030 3.3930C
15.0700 2.3420 H
16.6690 3.7260 C
17.3500 2.8900 H
17.1460 5.0770 C
19.1630 3.2460 C
18.1530 3.40100
19.3500 2.1240 N
20.1950 1.9530H
18.4690 0.9650 C
17.5590 1.3340H
19.0190 -0.0720 C
19.8480 -0.6450 H
18.2810 -0.8410 H
19.1820 0.4750 H
18.3400 0.1950C
19.2530 -0.0500 O
17.0710 -0.2090 N
16.2480 0.0360 H
16.7530 -0.9340 C
17.6780 -1.1860 H
16.0240 0.0060 C
16.7200 0.8240 H
15.0760 0.3220 H
15.7120 -0.5880 C
16.6550 -0.7560 C
17.5950 -0.2250 H
16.3590 -1.5370C
17.0680 -1.5430 H
15.0900 -2.1430 C
14.7300 -2.7860 O
15.3430 -3.4440H
14.1280 -2.0300 C
13.1930 -2.5690 H
14.4280 -1.2130C
13.7200 -1.1390 H
15.9280 -2.1080 C
14.7360 -2.1420 0
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5.5650
5.8970
5.4470
4.5980
5.0650
4.1000
5.7810
4.9900
5.9890
4.5310
4.1150
4.5310
3.1380
2.8560
2.7570
6.7050
7.8130
6.5900
5.6460
7.6170
8.5370
7.2930
6.4080
8.0330
7.1210
7.9990
6.2100
6.9230
5.1650
4.5730
4.9100
5.0050
7.9100
9.0530
6.9610
5.9890
7.2690
8.2980
7.1400
6.0760
7.8110
8.8800
7.6420
7.2360
7.6230
8.5120
6.4100
5.3200
6.8370
8.0640
8.9310
8.0060
8.1470
8.3730
8.8670
6.7320
6.5320
6.4310
6.0160
5.0350
5.8420
6.8090
4.6640
3.8390
4.5600
3.5060
5.1830
4.7470
6.2660
4.9410
3.7300
2.8290
3.8710
3.0620
5.1840
5.8040
5.2550

16.5850 -3.2270 N
17.5350 -3.1370 H
15.9260 -4.5720 C
15.2480 -4.4910 H
17.0010 -5.6580 C
17.4660 -5.4570 H
17.8220 -5.6230 H
16.4430 -7.0510C
16.3590 -7.4790 H
15.4550 -7.0860 H
17.3570 -7.9830 C
18.4880 -8.0940 O
16.9040 -8.7020 N
17.5110 -9.4580 H
15.9910 -8.4990 H
15.0960 -4.9010 C
15.6220 -5.1380 O
13.7810 -4.9310N
13.4220 -4.9210 H
12.9020 -5.3390 C
13.1400 -4.8050 H
11.4770 -5.0800 C
11.1180 -5.6050 H
10.7980 -5.5030 H
11.1280 -3.5740 C
11.6150 -3.1480 H
11.6010 -3.2070 H
9.4480 -3.0600 S

9.1160 -3.3750 C

9.8460 -2.8220 H

9.1990 -4.4310H

8.0570 -3.1730 H

13.1120 -6.8320C
13.0310 -7.2370 O
13.1510 -7.7540 N
13.3030 -7.5250 H
12.9040 -9.1650 C
13.1550 -9.4260 H
11.4480 -9.6490 C
11.2200 -9.7070 H
11.1350 -11.0080 C
11.3440 -10.9660 H
10.1340 -11.4070 H
11.7300 -11.7190 H
10.5520 -8.6790 O
10.8390 -8.4610 H
13.8640 -10.0680 C
13.5060 -10.5640 O
15.1040 -10.1790 N
15.6760 -9.6900 C
15.0500 -9.9030 H
15.9420 -8.6350 H
16.8490 -10.6530 C
16.4390 -11.6370 H
17.6350 -10.4210 H
17.3520 -10.7050 C
18.0960 -11.4760 H
17.8280 -9.7720 H
16.0850 -10.9530 C
16.2270 -10.5010 H
15.8270 -12.4820 C
15.4200 -13.0970 O
16.0020 -13.0490 N
15.9430 -12.4690 H
15.6800 -14.5200 C
15.8080 -14.7690 H
16.7270 -15.4230 C
17.6570 -15.0590 H
16.6520 -15.3310 H
16.6360 -16.9000 C
16.3820 -17.4590 C
16.2170 -16.8860 H
16.3300 -18.8540 N
16.2480 -19.4540 H
16.4700 -19.1970 C
16.4450 -20.4380 C
16.1300 -21.3140 H
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7.2540
7.8470
7.9600
9.0400
7.2460
7.8650
5.8670
4.8500
5.4850
4.4370
4.0780
4.5740
5.6170
3.7980
4.3900
2.8020
3.7070
2.6560
4.8390
4.1680
3.3070
4.8740
5.2480
4.7370
3.7290
5.7370
5.4020
5.8500
7.1240
7.3430
4.9530
5.3750
4.6180
42510
5.0320
5.1100
6.3820
6.2760
6.4930
7.5140
8.3240
8.2190
9.3440
10.1360
9.3370
10.1780
11.0390
9.9640
10.6490
8.8540
8.6500
7.9720
7.1430
8.1820
4.0430
4.1610
3.0370
3.1620
2.1580
1.5900
1.1310
0.8240
1.5340
-0.1070
-0.7710
-0.5260
2.8990
2.5000
3.8710
4.1940
4.4070
4.4760
5.8250
5.7140
6.1300
6.9320
7.0770

16.4200 -20.4950 C
16.2920 -21.3880 H
16.6960 -19.2850 C
16.7180 -19.2810 H
16.9130 -18.1300 C
17.2030 -17.2940 H
16.6820 -18.0110 C
14.2010 -14.8710 C
14.0230 -15.8810 O
13.2630 -13.9890 N
13.5200 -13.0800 H
11.7740 -14.1560 C
11.5120 -13.9770 H
11.0330 -13.0510C
11.2360 -12.1590 H
11.4770 -13.0590 H
9.5080 -13.3610 C
8.9000 -13.5910 0
9.0210 -13.5800 O
11.3270 -15.5150 C
11.8770 -16.2250 O
10.3670 -15.9790 N
9.7530 -15.2690 H
9.6950 -17.2710 C
9.8130 -17.6690 H
10.3360 -18.2490 C
10.3280 -19.2870 H
11.3980 -18.0320 H
9.9290 -18.0910 O
10.0870 -17.1690 H
8.1550 -17.2410 C
7.5470 -18.2940 O
7.5720 -16.1540 N
8.0540 -15.3460 H
6.1710 -15.9080 C
5.6070 -16.8370 H
6.0550 -15.2670 C
6.5850 -14.3200 H
5.0140 -14.9600 H
6.6050 -16.0240 C
5.9710 -16.9120 C
4.9120 -17.0960 H
6.7640 -17.3610 N
6.4510 -17.9040 H
7.9390 -16.5810 C
9.0960 -16.6610 C
9.1420 -17.3110 H
10.1510 -15.8000 C
10.9850 -15.8200 H
10.1280 -14.8770 C
10.9690 -14.2320 H
9.0120 -14.9220 C
8.9910 -14.2300 H
7.8800 -15.7950 C
5.3460 -15.0750 C
4.1670 -15.1660 O
6.0550 -14.3840 N
7.0540 -14.2990 H
5.3310 -13.3950 C
6.1720 -12.9960 H
4.4530 -13.9620 C
4.8680 -14.9220 H
3.4690 -14.2000 H
4.2330 -13.0580 C
5.2400 -12.7670 O
3.2260 -12.5440 O
4.8910 -12.1460 C
3.9690 -11.4780 O
5.7250 -11.6620 N
6.4740 -12.2570 H
5.6830 -10.2680 C
4.6450 -9.9420 H
6.4070 -10.1510 C
7.4210 -10.5360 H
6.4130 -9.1050 H
5.7410 -11.0440 C
4.3300 -11.1720 C
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6.4210
8.0480
8.0940
8.9360
9.8750
9.7000
8.8250
9.7010
7.7930
7.7940
3.3340
3.4930
2.2600
2.0470
1.3220
0.9210
0.1740
0.5490
-0.5340
-0.6600
-1.2540
-0.8050
1.9900
2.4340
2.0070
1.5710
2.7830
3.7620
2.8700
2.1540
2.3180
1.3610
1.3400
0.3870
0.1460
-0.9280
-1.6420
-1.5340
-0.9830
-2.5820
-1.5340
-0.6650
-0.3100
-1.6790
-0.0570
0.9830
0.1780
2.2730
2.7530
3.0030
2.4060
4.3690
4.8790
4.9380
4.1110
3.7520
4.1890
4.0680
4.6280
2.9280
2.3360
3.4070
3.8450
2.9260
1.8660
3.5530
3.1070
3.1590
5.0610
5.3370
5.4270
5.7920
6.9510
5.1710
3.0080
2.5940
3.5490

3.6580
3.7710
2.6980
4.6300
4.1110
3.1700
6.0370
6.6010
6.5800
7.6340
6.4210
7.5360
5.6540
4.7720
6.0460
7.0450
5.1050
4.1330
5.3570
4.8740
3.8070
5.6480
6.0120
4.9880
7.2120
7.9420
7.6320
7.1630
8.7180
7.3030
8.0210
6.2220
5.7950
5.7330
6.5930
5.2260
4.9930
6.2540
6.3150
6.0650
7.2760
4.0120
3.1770
3.7740
4.2300
4.6500
3.9030
4.7040
5.5260
3.7190
2.8120
3.4120
4.3080
2.8000
2.3910
1.2380
2.8290
2.1220
3.6890
4.0740
5.0820
3.0970
2.3280
2.7210
2.4760
1.3900
1.1100
0.6120
1.2430
2.2480
0.5530
1.1800
1.6390
0.6640
3.8490
3.5570
5.0670

-10.6380 H
-12.0370 C
-12.1490 H
-12.7140 C
-13.5230 0
-13.6020 H
-12.6400 C
-12.9220 H
-11.8150 C
-11.5790 H
-9.3380 C
-8.8570 O
-9.0320 N
-9.4760 H
-7.9750 C
-8.1430 H
-7.9510 C
-7.6340 H
-7.1610 H
-9.1030 C
-9.3290 O
-9.9960 O
-6.5800 C
-6.0920 O
-59150 N
-6.4620 H
-4.7620 C
-4.8630 H
-4.7970 H
-3.4530 C
-2.4550 0
-3.4630 N
-4.3780 H
-2.3950 C
-1.7700 H
-3.1530 C
-2.3630 H
-4.1070 C
-5.0460 H
-4.3410 H
-3.7280 H
-3.9710 C
-3.3660 H
-4.2940 H
-4.8490 H
-1.4830 C
-0.9000 O
-1.1930 N
-1.5300 H
-0.3160 C
-0.4080 H
-0.9340C
-1.2880 H
-0.2350 H
-2.0910C
-1.7940 O
-3.2930 N
-4.0050 H
-3.5890 H
1.2010 C
1.5960 O
2.0000 N
1.5120 H
3.3590 C
3.2900 H
3.7430 C
4.6970 H
3.0890 H
3.7920 C
4.1130 H
4.5530 H
2.4080 C
22950 0
1.4170 O
45130 C
5.6380 O
4.2250 N
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3.6700
3.7830
4.6240
2.5530
1.7960
2.7920
2.2350
1.7230
1.4520
3.5150
2.6090
3.3760
1.8190
2.0880
4.0850
3.3540
5.1040
5.6510
5.4470
4.6410
6.7070
7.5480
6.8210
6.9120
5.9330
7.6350
6.7780
6.0350
6.3910
8.1900
8.5400
8.1990
8.7980
5.8440
6.5250
5.4380
4.6310
5.7220
6.1980
4.3830
4.0880
4.6450
3.2600
3.0240
2.0630
2.3600
1.2620
1.7810
3.7560
3.9110
4.6870
2.9700
6.7090
6.3420
7.9680
8.6640
8.7620
8.1910
9.9940
10.7640
10.0730
9.8480
10.7230
9.3530
8.9350
8.3840
9.6210
9.7920
10.1500
10.0170
11.0280
10.9890
10.7250
11.0760
11.1580
9.2300
8.7730

5.2650
6.1830
6.7350
7.1040
6.4170
7.9070
7.7250
6.9510
8.4780
8.5860
8.5940
8.2780
7.8450
9.4840
5.7670
6.1350
4.9200
4.7040
4.3700
3.7950
3.5030
4.1810
2.6600
3.3920
2.0580
1.9360
2.4810
1.6960
2.8980
1.9480
1.3790
1.3330
2.8440
5.6570
6.5740
5.6780
5.1330
6.8340
7.5640
7.5060
6.9310
8.4990
7.7450
6.7470
8.4220
9.4400
8.4480
7.8390
8.6850
9.6900
8.3660
8.6550
6.5780
6.7190
6.1470
5.8940
6.8890
5.1020
5.1980
5.9550
4.2940
4.8400
4.9020
3.8880
5.9650
5.5230
7.2130
8.2100
7.3140
6.5880
8.3890
9.3010
8.8620
8.1540
9.8420
9.0630
9.1250

3.2420H
5.1900 C
47720 H
5.1740 C
5.5530H
5.8720H
3.8630C
3.2920H
3.9520 H
2.8450 S
13150 C
0.6090 H
1.2710 H
0.9630 H
6.7390 C
7.6310 0
6.9840 N
6.1630 H
8.2790 C
8.7350 H
8.0930 C
7.9480 H
9.4240 C
10.2270 H
9.6170 H
9.3990 H
6.9160 C
7.0540 H
5.9870 H
6.5170 C
7.3780 H
5.6180 H
6.3890 H
9.1880 C
8.6680 O
10.4270 N
10.6950 H
11.3000 C
10.6460 H
11.7650 C
12.6430 H
12.1300 H
10.8780 C
10.5080 H
11.5390 C
11.7920 H
10.8000 H
12.4150 H
9.7670 C
10.1600 H
9.2990 H
9.0120 H
12.4480 C
13.6300 O
12.1900 N
10.9070 C
10.4710 H
10.3260 H
11.2280 C
11.0850 H
10.6240 H
12.7210 C
13.3680 H
12.9140 H
13.2360 C
14.0670 H
13.6760 C
12.8960 O
14.8360 N
15.5260 H
15.2450 C
14.6500 H
16.6720 C
17.4230 H
16.8700 H
16.9520 C
18.1050 O
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8.4300
12.4870
12.8330
13.3220
12.9880
14.6940
15.0750
14.6890
14.5670
15.7080
13.7040
12.6830
13.8760
13.6290
14.8090
13.0650
13.9280
14.0320
13.0130
14.7560
15.6710
15.3090
16.9670
17.2050
18.1400
17.7250
19.3280
20.1880
18.9230
18.0650
19.7960
18.6990
19.6840
19.1840
18.6380
19.8270
17.6850
16.7130
17.9320
18.4860
16.5900
16.1540
16.7570
17.1650
15.8320
17.4020
15.6170
15.9190
15.3570
14.7910
18.8010
18.5470
19.8780
19.9970
21.0530
21.9890
20.7470
19.7220
21.3720
20.7040
19.9030
20.3090
21.9660
22.7380
22.1870
21.7090
20.9530
21.4380
22.9600
23.2500
22.7510
23.6980
21.3910
21.5840
21.5500
21.0130
21.9200

9.1740
7.8930
6.8690
8.6710
9.5190
8.2910
7.4360
7.9050
8.8510
7.6680
6.9030
7.0850
7.0660
8.1040
6.7520
6.4920
5.4600
5.3490
4.9380
4.9920
9.3990
10.6210
9.0450
8.1200
9.8980
10.4460
8.9840
9.6180
8.2010
7.5820
7.7160
8.9520
8.1030
7.2850

11.0540

11.2140

11.8000

11.5820

12.9350

12.6840

13.6380

14.0790

14.7790

14.4020

15.3050

15.4790

12.6900

12.3310

11.8260

13.3220

13.9800

14.4140

14.3850

13.8840

15.1340

14.9540

16.5770

16.7440

17.2270

17.2470

16.8320

18.2390

17.2520

17.8190

16.2010

17.9680

17.4930

19.0010

17.9150

16.9540

18.2880

18.4890

14.6290

15.4790

13.3210

12.6970

12.6860

16.0040 O
15.1540 C
15.6660 O
14.4590 N
14.0230 H
13.9450 C
14.5050 H
12.4840 C
11.9570 H
12.1790 H
11.8610 C
12.1950 H
10.3620 C
10.1420 H
9.8940 H
9.9120 H
12.2620 C
13.3410 H
11.9840 H
11.7280 H
14.1650 C
14.2730 O
14.0450 N
13.7170 H
14.4820 C
15.3270 H
14.9530 C
15.1680 H
16.1840 C
15.9230 H
16.6230 H
16.9410 H
13.9820 O
14.0360 H
13.5900 C
13.4560 O
12.9480 N
13.1110 H
12.0760 C
11.1720 H
11.6600 C
12.5560 H
10.6990 C
9.7620 H
10.4610 H
11.2300 H
11.0160 C
10.0320 H
11.6270 H
10.6900 H
12.7290 C
13.8450 O
12.0490 N
11.1800 H
12.6640 C
12.1350 H
12.6930 C
13.0230 H
13.3050 H
11.2840 C
10.6730 H
11.5040 H
10.4590 C
10.9780 H
10.2720 H
9.1040 C
8.4780 H
9.3240H
8.2530N
8.1410 H
7.3380 H
8.6350 H
14.0540 C
14.9440 O
14.3060 N
13.7210 H
15.5600 C
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22.3290
22.7440
20.8120
21.0440
19.6810
19.4890
18.5880
18.9550
18.0990
17.8910
17.1540
19.0640
18.4180
19.5270
20.1780
20.8670
20.8140
19.7070
19.0680
19.1120
20.9000
21.4220
21.6160
20.5510
17.3320
16.9660
16.6530
16.8990
15.3480
15.3920
14.8260
15.4990
14.6200
13.5320
12.8220
13.7500
12.8860
13.5700
12.8220
11.4600
11.3820
11.1380
10.4760
9.6400
10.2470
10.8350
14.4080
14.0330
13.8560
14.0320
13.0550
12.8470
13.8270
14.4090
13.0900
12.0780
13.6910
13.0310
14.8240
15.6210
11.8660
12.0010
10.6260
10.2890
10.4510
10.8280
8.7680
8.2260
8.7090
8.2470
8.0240
7.4020
9.4590
9.2920
9.6550
9.8140
9.6740

11.7360 15.2150 H
13.2280 16.0240 H
12.6410 16.6730 C
11.9440 17.6490 O
13.4060 16.5310 N
14.0290 15.7600 H
13.4970 17.5640 C
13.1390 18.5270 H
14.9830 17.7060 C
15.3920 16.7170 H
14.9510 18.2470 H
15.8600 18.5190 C
16.6190 18.9610 H
15.2790 19.3170 H
16.4990 17.6710 C
16.9860 18.3610 H
15.7710 17.1660 H
17.6340 16.7230 C
17.2060 15.9520 H
18.4010 17.2200 H
18.2630 16.0240 N
18.8930 16.6170 H
17.5810 15.8190 H
18.7890 15.2360 H
12.6380 17.1700 C
12.5150 16.0060 O
12.0730 18.1570 N
12.3150 19.1070 H
11.4450 17.9570 C
10.6730 17.1890 H
10.8260 19.2950 C
10.1180 19.7780 H
11.6520 19.9760 H
10.0780 19.0220 C
10.8340 18.6880 H
9.3000 18.2890 H
9.5480 20.3010C
8.7640 20.6270 H
10.2830 21.1040 H
9.0590 20.0510C
8.3440 19.2320H
8.4110 20.8660 H
10.1100 20.0230 N
9.7400 19.5930 H
10.3710 20.9710 H
10.9330 19.5620 H
12.4740 17.3160 C
13.4880 17.9420 O
12.1900 16.1560 N
11.3100 15.6920 H
13.1440 15.3560 C
13.9440 16.0650 H
13.7580 14.1980 C
12.9440 13.7660 H
14.5140 13.0800 C
14.7910 13.3730 H
15.3960 12.8580 H
13.8370 12.2270 H
14.6730 14.6420 O
14.1800 14.8520 H
12.3920 14.9300 C
11.2820 14.3780 O
12.8070 15.0660 N
14.0430 15.7680 C
14.8860 15.0960 H
14.3200 16.6740 H
13.9270 15.9970 C
14.8720 16.0400 H
13.3670 16.9300 H
13.0930 14.8470 C
13.5750 13.8950 H
12.5350 15.2520H
12.2390 14.4140 C
11.2440 14.8270 H
12.2610 12.8040 C
13.3670 12.2190 O
11.0120 12.1640 N
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9.6100
9.8720
9.9210
11.1770
11.3690
11.1820
12.5560
12.3320
8.6460
7.8240
8.4860
9.1920
7.6590
7.1150
6.7300
6.0200
7.2320
5.8830
5.8370
4.5380
3.9310
3.9990
4.7470
6.6040
6.0640
6.8160
7.5690
8.5850
9.5710
8.2990
7.5090
9.1310
9.7200
9.9680
9.3600
10.8730
10.3160
11.5490
11.5320
10.9380
10.3790
11.5670
11.5000
8.2360
7.1380
8.6210
9.5100
8.0170
7.9310
6.6370
6.0790
6.0010
6.5400
5.5500
5.8420
5.2820
7.0080
7.5440
7.4010
8.3560
8.8710
9.7970
8.6620
7.9370
9.4450
10.3250
9.8760
9.0420
10.2930
10.9170
12.2240
12.3920
13.2450
14.2890
12.9190
13.7070
11.5580

10.2670
10.7940
11.7530
10.0530
9.1250
9.8400
11.1590
11.1370
10.1140
9.5240
10.2200
10.8180
9.5160
8.8480
10.4430
10.8550
11.3010
9.8270
8.7390
10.4650
10.2090
10.4780
11.5350
10.0130
9.4550
11.0560
9.5220
8.7690
9.3600
7.5240
7.0820
6.6220
7.2690
5.6310
5.0270
4.7690
4.1270
5.4460
4.0900
6.4580
7.0610
5.6870
7.0340
5.7940
5.4340
5.5590
5.9500
4.7020
3.7510
5.1430
4.2810
5.4490
6.2610
6.3330
7.3230
7.6140
7.8550
8.4560
7.2950
7.3900
4.4130
5.2120
3.2890
2.6800
2.8050
3.4230
1.4230
0.8130
0.8290
1.5540
1.6610
1.7690
1.5130
1.5810
1.5520
1.4880
1.4690

12.8420 H
10.7330 C
10.2190 H
10.4010 C
10.9420 H
9.3320H
10.9080 S
12.2240 H
10.0940 C
10.7700 O
8.7570 N
83510 H
7.8160 C
8.4840 H
7.0860 C
7.8040 H
6.6370 H
5.9600 C
6.0080 H
5.9810C
5.1130 H
6.9290 H
5.9580 H
4.6380 C
3.8720H
4.4050 H
45120 H
6.9290 C
6.4120 O
6.5850 N
7.0340 H
5.7360 C
5.0860 H
6.6140 C
7.2880 H
5.6450 C
4.9620 H
5.1240 H
6.1870 H
7.4390 C
8.1550 H
7.8830 H
6.7040 H
4.8710 C
5.3100 0
3.6680 N
3.3900 H
2.6680 C
3.1950H
2.2640 C
1.8990 H
3.0950H
1.2570 C
0.3340 N
-0.4770 C
-1.3540 H
-0.0910 N
-0.7010 H
1.0900 C
1.5840 H
1.4210C
1.0710 O
0.8290 N
1.1800 H
-0.2770 C
-0.4590 H
0.0260 C
0.3710 H
-0.7880 H
1.0890 C
0.7120 C
-0.3500 H
1.6970 C
1.4300 H
3.0630 C
3.8000 H
3.4620 C
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11.3050
10.6040
9.5650
8.5560
8.0790
8.4080
8.7170
7.4760
6.5280
7.2010
7.0780
8.0450
5.9770
6.0330
4.9500
7.7820
8.8940
6.7240
5.9060
6.7640
7.0190
5.4370
49110
5.6680
4.5210
4.8850
4.4250
3.0960
2.6790
2.8000
2.8690
3.4770
1.7530
1.1960
1.4600
0.4610
1.2110
1.7000
0.3800
7.8410
8.4160
8.0850
7.4750
9.2720
9.1270
9.0950
9.7710
8.0820
9.3100
10.3830
8.2860
8.4160
7.3350
10.6640
11.5340
10.8590
10.1130
12.0570
11.6830
12.4830
13.0280
13.9940
12.7120
11.8020
13.3400
14.3420
13.5960
12.5830
14.0730
14.3880
15.7720
16.1010
16.6690
17.7400
16.1170
16.7000
14.7160

1.2470
1.4460
1.2110
2.8940
1.8550
4.0590
4.9210
4.3050
3.9730
5.8210
6.2990
6.2910
5.9600
6.4390
5.4280
3.5750
3.1770
3.4160
3.9570
2.7930
1.7350
2.8390
3.7800
2.5450
1.7270
0.7870
1.7700
1.9280
1.0800
2.9150
1.7750
2.1810
1.2380
0.1620
-0.1080
-0.3310
1.5980
2.3280
1.1300
3.3620
2.5610
4.6620
5.2630
5.2580
5.1150
6.7890
7.3540
7.1310
7.1350
6.9610
7.6400
8.0450
7.7280
4.7290
5.0230
3.9670
3.9230
3.2270
2.2740
2.9060
3.8610
3.2130
5.0210
5.3540
5.7650
5.3380
7.2350
7.6350
7.7580
7.5310
7.7370
7.7870
7.7890
7.8380
7.7050
7.6780
7.5650

4.4880 H
2.4860 C
2.6630 H
-1.6190 C
-2.0490 O
-2.2790 N
-1.8520 H
-3.3650 C
-2.9430 H
-3.6230 C
-2.6520 H
-4.1280 H
-4.5060 C
-5.6530 O
-3.9740 O
-4.6800 C
-4.9530 O
-5.5590 N
-5.3180 H
-6.8620 C
-6.8050 H
-7.6030 C
-7.4470 H
-8.6270 H
-7.1310 C
-7.5450 H
-6.0460 H
-7.5080 C
-6.9650 H
-7.1530 H
-9.0320 N
-9.7280 H
-9.5500 C
-8.9550 N
-8.0190 H
-9.4430 H
-10.6920 N
-11.1890 H
-11.0250 H
-7.7800 C
-8.4730 O
-7.7080 N
-7.1730 H
-8.4080 C
-9.4790 H
-8.1790 C
-8.8210 H
-8.3930 H
-6.7750 C
-6.2100 O
-6.1120 N
-5.1960 H
-6.4420 H
-8.0770 C
-8.8930 0
-6.9690 N
-6.2900 H
-6.6970 C
-6.3200 H
-7.6470 H
-5.6900 C
-5.2610 0
-5.1980 N
-5.4850 H
-4.0860 C
-4.0400 H
-4.4410 C
-4.4950 H
-3.6120 H
-5.6930C
-5.5310C
-4.5040 H
-6.6210 C
-6.4880 H
-7.8810 C
-8.7900 H
-8.0560 C
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14.2940
13.8240
12.7750
12.7280
11.5320
13.5520
14.5490
13.0010
12.0100
13.6890
13.1040
14.2070
11.9830
11.1300
11.9870
12.8950
10.8550
9.8470
10.9560
10.8570
10.3680
10.0920
10.3220
10.0890
10.9240
10.9420
11.1340
11.3900
11.7040
11.3650
11.8170
11.9810
11.0900
12.6820
13.2660
12.5660
11.6570
13.6910
14.6030
13.2570
13.8140
13.4060
12.1750
13.8400
14.5910
14.3090
12.9200
12.3860
13.2760
11.2240
10.5980
10.8760
11.7140
9.6110
8.7820
9.3760
9.8160
10.8790
9.2390
9.7700
9.4390
8.1700
9.0910
9.5450
9.0580
8.0640
10.6090
10.2870
10.7620
11.0230
10.5820
10.8720
11.3530
12.3980
11.2880
10.8730
11.6680

7.5700
7.4270
7.1950
5.6320
5.8070
5.2600
5.3670
5.1930
4.7410
4.5730
6.5930
7.0430
7.2490
6.8240
8.5430
9.0950
9.3940
9.0920
10.3950
9.6050
8.5820
7.6410
8.7170
7.8820
9.8420
9.8030
8.8930
10.8770
11.7660
10.7270
11.5490
8.5480
7.8790
9.5040
10.0540
9.9620
9.5150
9.3450
9.9060
9.5900
8.8750
10.6190
9.4710
7.9080
7.7660
7.4030
7.4160
11.4370
12.2420
11.7740
11.0120
13.1980
13.8700
13.5820
12.9700
14.6100
13.3870
13.3260
12.0530
11.8450
11.2310
11.9960
14.4960
15.4850
14.3420
14.6120
13.4160
12.5250
14.6700
15.3520
15.1370
14.4190
16.5170
16.2290
17.1110
17.4210
18.3960

-9.0500 H
-6.9910 C
-7.1090 H
-2.7340 C
-2.5850 O
-1.7030 N
-1.8300 H
-0.3370 C
-0.2990 H
0.2380 H
0.3620 C
0.7410 O
0.5300 N
0.1960 H
1.2060 C
0.9640 H
0.6180 C
0.9020 H
1.0380 H
-0.8850 C
-1.7200 C
-1.2690 H
-3.1480 C
-3.7930 H
-3.7120 C
-5.0680 O
-5.3050 H
-2.9150 C
-3.4400 H
-1.5120 C
-0.9750 H
2.7400 C
3.2680 O
3.4030 N
2.7900 H
4.8130 C
5.2160 H
5.7990 C
5.5980 H
72730 C
7.8780 H
7.6000 H
7.3220 H
5.5290C
4.7520 H
6.3730 H
52130 H
4.8750 C
4.4570 O
54110 N
5.6260 H
5.7400 C
5.5580H
4.8910 C
5.2470 H
5.1650 H
3.3910C
3.1600 H
2.9050 C
1.9760 H
3.5930 H
2.7020 H
2.5860 C
2.6470 H
1.5070 H
2.9300 H
7.2380 C
7.9940 O
7.6400 N
6.9430 H
9.0240 C
9.7920 H
9.3250 C
9.4400 H
8.4130H
10.5370 C
10.7030 O
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9.7820
9.0050
8.4720
8.2880
8.7500
6.8370
6.7290
6.2110
5.1860
6.7150
6.1740
7.2450
5.7460
5.3550
4.3020
5.4950
5.4860
4.8350
6.2410
7.2840
7.3170
7.9480
6.0810
5.1850
6.7860
6.1000
4.9070
6.8000
7.8070
6.1620
5.1770
7.1230
8.0170
6.7090
7.6070
6.7380
7.9950
8.7870
8.4580
8.8690
9.8880
9.7860
11.0410
11.1550
10.3200
12.1050
12.0790
11.9530
12.8610
6.1850
5.5210
6.9950
7.6170
7.1960
6.3860
8.5260
8.5780
8.5100
8.8090
9.4030
7.6360
9.6410
9.6850
7.2670
6.9940
7.5760
7.7900
7.7040
7.5860
6.9480
9.0380
9.2200
10.1080
10.0660
11.4980
11.4550
12.3730

17.3100
15.2750
16.2600
14.3670
13.6330
14.3040
14.3060
12.9430
13.0080
12.1480
12.7400
12.6680
13.6390
11.4560
11.7300
10.6170
11.1710
11.5890
10.3170
9.6900
9.6280
9.2980
10.3050
10.6260
9.8230
15.6370
15.7080
16.5160
16.4450
17.7830
17.5660
18.2100
18.6260
19.0580
17.2020
16.8760
16.3530
17.7230
18.6460
17.0350
18.0890
17.8720
18.6010
18.9290
19.1710
19.0960
18.7800
18.5950
19.3510
18.8600
19.8240
18.7930
18.0030
19.9400
20.6560
20.7240
21.6690
21.2170
20.3830
21.8230
21.7430
19.9250
19.2670
19.5130
20.3150
18.3160
17.5500
17.9050
16.8220
18.3810
18.2520
18.3710
18.3660
18.2020
18.5310
19.1070
19.0260

11.0540 O
9.0810 C
8.4880 O
9.7900 N
10.3070 H
9.7240 C
8.6390 H
10.1200 C
9.7550 H
9.5700 H
11.6000 C
11.7860 H
12.0440 H
11.9280 C
11.8560 H
11.2470 H
13.4340 N
14.0830 H
14.0790 C
13.6110 N
12.6030 H
14.2630 H
15.3530 N
15.6910 H
15.8930 H
10.1790 C
9.9290 O
10.8960 N
10.9330 H
11.4590 C
11.8730 H
12.6090 C
12.1440 H
13.1540 H
13.6830 C
142550 H
13.1220 H
14.6100 C
15.0880 H
15.4520 H
13.8210 N
12.8390 H
14.2440 C
15.5070 N
16.0200 H
15.8080 H
13.4700 N
12.4850 H
13.7570 H
10.4350 C
10.7280 O
9.3760 N
9.2720 H
8.4560 C
8.5980 H
8.7860 C
8.2440 H
10.2150 C
10.8510 H
10.3710 H
10.5990 H
8.5650 O
9.2640 H
6.9890 C
6.0910 O
6.5910 N
7.2140 H
5.2300C
52510 H
4.6070 H
4.5380 C
3.33800
5.3680 N
6.3640 H
4.7840 C
3.8590 H
5.8720C
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11.9020
12.5890
13.7120
13.9940
13.4050
14.7670
14.7520
15.8310
16.5670
15.9490
11.9220
11.7920
12.5910
12.6960
13.3310
12.6980
13.5070
12.5480
14.0080
14.2870
15.1570
13.5750
14.2520
13.3340
12.7140
14.9440
15.4010
14.2210
15.7550
14.6050
15.4930
14.7700
13.9790
16.0020
16.5450
15.5310
15.1120
16.6940
17.5000
17.1530
16.3770
14.4790
13.5320
14.3920
14.7680
14.9000
13.9050
15.5190
169110
18.1480
16.4380
15.4510
17.2370
17.9710
18.0060
18.7310
17.3210
19.0160
19.5690
18.4430
19.9440
19.4790
21.1770
16.2520
15.1570
16.6600
17.5530
15.9740
15.6180
14.8310
14.5190
14.0270
15.0950
17.0980
17.6780
17.3920
16.8770

19.7560
18.1430
19.5590
18.8600
20.5170
19.8590
19.3950
20.5620
20.7850
20.3780
17.1530
16.1780
17.0860
17.9600
15.9400
15.0750
16.1250
16.1900
17.0810
15.0090
14.8650
13.7090
12.9330
13.4380
13.6200
15.3490
14.4910
15.6490
16.0760
15.8340
16.6790
14.6260
14.0060
14.2610
15.1660
13.6390
12.6570
13.3440
12.7460
14.3000
12.9450
14.4000
14.2630
13.8250
15.9510
16.4610
16.5260
16.2220
13.3470
13.4800
12.3490
12.1530
11.5060
12.1030
10.4350
11.0310
9.7980
9.5230
9.0030
8.7940
10.3470
10.9360
10.4450
10.8140
10.4830
10.5060
10.8700
9.5380
8.7230
10.1790
9.4430
10.4680
11.1280
8.9650
9.5980
7.6710
7.1020

6.5300 H
6.4740 H
5.3020C
45140 H
4.8820 H
6.3180 C
7.4320 O
5.8030N
6.4570 H
4.8170 H
43370 C
5.0540 O
3.1680 N
2.6720 H
2.6520 C
2.8480 H
1.1530 C
0.6380 H
1.0020 H
0.4740 C
1.1140 H
0.6560 C
0.2970 H
1.6840 H
-0.0050 H
-0.8460 C
-1.3410H
-1.6050 H
-0.8140 H
3.4380 C
3.41300
4.1260 N
42250 H
4.8920 C
5.1610 H
6.2210C
6.0010 H
7.1720 C
6.7460 H
7.4220 H
8.1350 H
7.0550 C
6.5330 H
7.9770 H
72710 C
63170 H
7.6090 H
8.0130H
4.1070 C
4.1820 O
3.3970N
3.4930 H
2.5100 C
1.9680 H
3.3170 C
3.8710 H
3.8760 H
2.5980 C
3.3800 H
2.0250 H
1.6700 C
0.6250 O
1.9000 O
1.5360 C
1.8900 O
0.3220N
0.0210 H
-0.5100 C
0.1210 H
-1.2840 C
-2.0240 H
-0.6060 H
-1.7520 H
-1.3930 C
-2.2600 O
-1.2500 N
-0.5950 H
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18.1850
18.3590
19.6160
19.5070
20.1910
20.3740
19.8560
21.3950
20.6080
20.9590
20.4850
20.6500
20.3410
17.4670
16.3590
17.9650
18.9910
19.9810
18.9890
18.6750
19.5130
17.8700
17.8790
18.5860
17.1710
17.1660
16.1450
17.2650
18.3170
16.1290
15.2690
16.0380
16.9170
14.9060
14.9010
15.1390
13.5360
12.9070
13.4840
11.6880
11.3310
11.0990
10.1770
11.6330
11.1280
12.8050
13.0870
15.9490
16.1270
15.9540
15.9790
16.1240
16.6370
14.7780
15.0300
13.8360
13.0040
14.4070
13.3530
14.0350
13.8110
14.6020
13.1240
17.0760
17.5450
17.3050
16.9960
17.8150
18.6500
18.4860
19.3530
17.7350
18.9790
20.2000
20.8060
20.6190
21.5930

6.9180 -2.1850 C
7.5880 -3.0270 H
6.7020 -1.6240 C
5.9710 -0.8230 H
6.2430 -2.4290 H
7.9650 -1.1850 C
8.4210 -0.3410 H
7.7500 -0.8710 H
8.9390 -2.2450C
8.6100 -3.37500
10.2430 -1.9610 N
10.8950 -2.7140 H
10.4730 -0.9880 H
5.7340 -2.7910 C
5.4550 -2.3200 O
5.0400 -3.8630 N
5.5130 -4.7660 C
5.2440 -4.3950 H
6.5810 -4.9820 H
4.9060 -6.1670 C
4.7260 -6.8410H
5.5660 -6.4880 H
3.6440 -5.7440 C
2.8150 -5.7020 H
3.3720 -6.5270 H
3.9230 -4.3510C
4.2840 -4.4710H
2.6530 -3.4760 C
2.3320 -2.9320 0
1.9060 -3.3950 N
22210 -3.8210H
0.5800 -2.7350 C
0.4170 -2.1120H
0.6140 -1.6960 C
-0.3100 -1.1190 H
1.3960 -0.9730 H
0.6860 -2.2930 C
1.8980 -2.5890 C
2.7660 -2.3080 H
2.1110 -3.2870 C
3.1150 -3.4610H
0.8770 -3.6820 C
0.8700 -4.2450 H
-0.3640 -3.3670 C
-1.2430 -3.7390 H
-0.4490 -2.6510C
-1.4540 -2.3760 H
-0.5230 -3.7760 C
-1.6820 -3.3500 O
-0.1620 -5.0460 N
0.8470 -5.0970 H
-0.9700 -6.2140C
-1.8810 -5.9060 H
-1.3310 -6.8870 C
-2.0110 -7.7000 H
-2.0730 -5.9300 C
-2.4950 -6.4940 H
-2.8370 -5.4020 H
-1.3130 -5.3160 H
-0.1260 -7.5720C
0.6430 -6.8330H
0.2870 -8.4070 H
-0.5890 -7.9500 H
-0.3410 -7.2720C
0.7630 -7.1480 O
-1.0780 -8.4080 N
-2.0390 -8.4320H
-0.4180 -9.6110C
0.1950 -9.2710 H
-1.3630 -10.6390 C
-1.8860 -10.2350 H
-2.0780 -10.9750 H
-0.6730 -11.8430 C
-0.0240 -11.8430 C
-0.0480 -10.9500 H
0.6720 -12.9680 C
1.1390 -12.9980 H
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19.8170
20.2490
20.8810
18.6060
17.9650
18.1710
17.1940
16.9350
15.7000
17.4600
18.4640
16.6510
15.7850
16.0120
15.5810
17.0870
17.6050
16.6690
17.8040
14.9290
13.9940
14.9640
15.0720
17.2900
18.4210
16.5560
15.5780
17.0400
17.8620
17.5810
18.1300
18.2060
16.4610
15.2910
16.8080
16.0590
17.7760
16.0550
16.4910
14.7710
14.3730
13.9700
14.0370
12.4780
11.8480
12.0840
12.3950
12.5250
12.6470
12.3800
12.3550
11.9820
11.7240
11.7550
11.2780
10.8910
11.3220
10.9940
11.7430
11.7690
12.0370
14.5370
14.4100
15.1190
15.1850
15.8950
16.2220
15.1210
14.6280
15.8190
14.3090
17.2060
17.2620
18.1010
18.0150
19.3820
19.7490

0.6160 -14.1640 C
1.1400 -15.3400 O
1.8550 -15.2310 H
-0.0380 -14.1460 C
0.1640 -14.9920 H
-0.7260 -13.0270 C
-1.1860 -13.0530 H
0.5090 -10.4040 C
0.2680 -10.5660 O
1.7010 -10.8230 N
1.8030 -10.7740 H
2.7790 -11.3600 C
2.2520 -11.7610 H
3.7390 -10.3670 C
3.0750 -9.6180 H

4.5340 -9.6190 C

5.1850 -10.3240 H
5.1410 -8.8160 H

3.8430 -9.1740 H

4.6100 -10.9570 C
4.0550 -10.8770 H
5.5480 -10.4020 H
4.7760 -12.0240 H
3.5350 -12.5630 C
3.9900 -12.4820 O
3.7180 -13.6820 N
3.5070 -13.5450 H
4.5550 -14.7630 C
5.1960 -14.4460 H
3.6620 -15.8960 C
4.3220 -16.5670 H
2.9210 -15.3970 H
2.9540 -16.7220 C
3.2710 -16.7320 O
1.9640 -17.5260 N
1.5790 -18.0840 H
1.7170 -17.6790 H
5.6170 -15.2310C
6.3630 -16.0580 O
5.7550 -14.7780 N
5.1570 -14.0680 H
6.9730 -15.1320C
7.1560 -16.2050 H
6.8680 -14.7620 C
7.6230 -15.2320 H
5.8840 -15.0160 H
7.0820 -13.2550 C
6.1780 -12.3070 C
5.1480 -12.6090 H
6.6510 -11.0400 N
6.1090 -10.1880 H
7.9240 -11.0920 C
8.8930 -10.1100 C
8.6690 -9.0540 H

10.1050 -10.6400 C
10.7990 -9.9080 H
10.4930 -11.9620 C
11.4780 -12.2590 H
9.5430 -12.9280 C

9.7950 -13.9780 H
8.2340 -12.4980 C

8.2860 -14.5540 C

9.3400 -15.1870 O
8.2170 -13.3590 N
7.3290 -12.8810 H
9.2800 -12.7820 C

9.9490 -13.5790 H
10.1640 -11.7490 C
9.4370 -11.1020 H
10.7800 -11.1820 H
10.7420 -12.1900 H
8.6090 -12.2790 C

7.3610 -12.0750 O
9.4960 -11.9230 N
10.3960 -12.3710 H
9.1930 -11.1960 C

8.2160 -11.5080 H
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20.4170
20.6250
20.0370
21.7120
21.5860
22.1620
22.6930
23.2970
22.2250
23.7370
23.2020
24.0620
24.9310
24.7400
25.4920
25.5360
19.2210
19.5240
18.5440
18.1330
18.5180
18.3800
19.8410
19.5710
20.5880
20.4460
20.6980
19.7350
21.6050
22.4580
21.6450
17.3470
17.1050
16.8080
17.2850
16.1120
15.5870
15.0930
15.6310
14.3390
15.0000
13.7900
13.5460
14.1350
14.7110
13.4500
13.3950
12.8140
12.7280
14.0350
17.1160
17.7550
17.2920
16.5580
18.2710
19.2320
18.3140
18.5970
17.2680
19.2240
19.9980
17.9780
16.8020
18.9950
19.9170
18.9160
18.0300
20.0550
20.9700
19.8260
20.1220
19.1110
20.5250
20.9970
22.0160
20.6750
20.8670

10.2450 -11.6270 C
10.0820 -12.6840 H
11.2510 -11.4460 H
10.1070 -10.9600 C
10.1740 -9.8800 H
9.1270 -11.1200 H
11.2070 -11.2990 C
10.8210 -12.1200 H
12.1660 -11.5220 H
11.4180 -10.2500 C
12.0150 -9.5120 H
10.4580 -9.8480 H
12.1890 -10.6980 N
13.0630 -11.1670 H
12.5010 -9.9180 H
11.6710 -11.3200 H
9.3150 -9.7350 C

8.4410 -8.9570 O

10.3900 -9.2670 N
10.9880 -9.9700 H
10.7830 -7.8510C
9.8880 -7.2440 H

11.4490 -7.3330C
11.7840 -6.3320H
10.6610 -7.2430 H
12.6320 -8.0740 C
12.3090 -9.0840 H
13.4550 -8.1460 H
13.2790 -7.3650 C
14.0260 -7.8800 O
13.1850 -6.1190 O
11.7210 -7.6100 C
12.5910 -8.41100
11.5750 -6.4310N
10.9380 -5.8090 H
12.7690 -5.7720 C
13.3500 -6.5300 H
12.4030 -4.6710C
11.8200 -3.9230 H
13.6660 -4.2250 C
14.3490 -3.6910 H
14.0910 -5.0660 H
13.3050 -3.5700 H
11.3030 -5.2920 C
10.3930 -5.4570 H
11.0210 -4.4920 H
11.7180 -6.5780 C
10.8500 -6.8910 H
12.5630 -6.4070 H
12.0330 -7.4020 H
13.7550 -5.2120C
13.2860 -4.2600 O
14.8770 -5.8120 N
15.1680 -6.4410H
15.8120 -5.4040C
15.2980 -5.3860 H
16.8640 -6.4620 C
16.4120 -7.4130 H
17.1530 -6.5640 H
17.9420 -6.1690 O
17.8030 -6.7200 H
16.5220 -4.0500 C
16.7760 -3.7670 O
16.9400 -3.3070N
16.7290 -3.6630 H
17.6680 -2.0850 C
17.4360 -1.4930H
17.3110 -1.1350 C
17.8090 -1.4570 H
17.8010 -0.1890 H
15.8680 -0.7900 C
15.5220 -0.5730 H
15.3080 -1.6340 H
15.5600 0.4590 C

15.7040 0.1000 H
16.2860 1.2060 H
14.1800 0.9500 C
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21.7540
19.9310
20.6950
21.4640
20.5000
19.8540
18.8350
18.0960
19.5960
20.1950
19.6320
19.7270
20.8100
20.9570
20.6360
22.1390
22.8930
22.2060
22.6120
23.2200
22.4520
18.3390
17.9260
17.8030
18.3260
16.5920
16.3960
16.7300
16.6430
15.7740
17.8020
18.2130
18.1390
18.8390
17.6950
15.3450
14.1990
15.3990
16.3060
14.2900
14.7510
13.5340
12.9560
12.8680
14.3580
14.5080
14.8790
13.2370
12.1910
13.5410
14.2940
12.8590
11.9830
12.4980
13.3350
12.3330
11.2840
10.5220
11.3080
10.9880
10.2110
11.8750
10.6740
11.4530
9.5940
8.6470
8.7930
7.8050
9.3220
9.9750
8.4000
13.7120
14.9170
13.1070
11.7320
11.6170
10.9620

13.9500 1.5410H
14.2670 1.5010H
13.2500 -0.1050 N
13.1460 -0.7510 H
12.3790 0.3670 H
13.4040 -0.6420 H
19.1620 -2.3320 C
19.9220 -1.7010 O
19.6090 -3.3330 N
18.9610 -3.8250 H
20.9730 -3.7110C
21.5780 -2.8100 H
21.2400 -4.6310C
20.5570 -5.4670H
22.2490 -5.0040 H
21.2110 -3.8760 C
21.4570 -4.6240 H
21.9490 -3.0770 H
19.8820 -3.3820 C
19.7700 -2.3270 O
18.9600 -4.1870 O
21.4880 -4.3720C
22.6160 -4.08100
20.6810 -5.2360 N
19.8300 -5.3820 H
209120 -6.0120 C
21.9810 -6.0950 H
20.3820 -7.3680C
19.2960 -7.3550 H
20.4850 -7.8800 H
20.9610 -8.2540 C
22.0730 -7.9940 O
20.3000 -9.3430 N
20.7020 -9.9510H
19.5050 -9.7810 H
20.3700 -5.2160C
20.6500 -5.6590 O
19.4240 -4.2750 N
19.0230 -4.0850 H
18.6400 -3.6830 C
17.8290 -3.1200 H
19.5130 -2.7010C
20.2430 -3.2670H
18.9060 -2.0870 H
20.2750 -1.7030C
21.5490 -1.7270 O
19.6850 -0.7750 O
17.9580 -4.6610 C
17.5670 -4.2630 O
17.9610 -5.9770 N
18.5980 -6.1970 H
17.3550 -7.1530C
16.8420 -6.7550 H
18.5550 -8.0760 C
19.2530 -8.0400 H
18.3180 -9.1270 H
19.3210 -7.5430 C
18.5720 -7.7580 H
19.4020 -6.4560 H
20.6520 -8.2010C
21.2260 -7.6950 H
21.2680 -8.0520 H
20.5080 -9.6320N
20.2740 -10.2310 H
20.9120 -10.3070 C
21.6170 -9.8160 N

22.0180 -8.9010H

21.7540 -10.3570 H
20.5010 -11.5370 N
19.8910 -12.0090 H
20.7600 -11.8560 H
16.3090 -7.8680 C
16.2680 -7.6030 O
153150 -8.6260 N
15.2380 -9.1410C
15.7840 -10.0770 H
15.5730 -8.4450 H
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11.5960
10.8730
11.2590
13.0160
12.9920
13.2470
13.9540
14.5330
14.8850
14.6370
15.9550
16.1200
16.9660
16.9380
18.2630
18.3720
19.4330
19.1980
20.3370
19.6100
18.4240
19.3440
18.4410
17.5550
16.8650
17.5010
15.8890
15.4090
15.3700
15.1210
14.0910
14.4420
13.7830
12.9240
12.7380
13.1510
11.7080
10.7130
11.6750
16.4030
17.4080
16.1520
15.3480
16.9740
17.9230
17.4760
16.5850
18.4150
18.7220
17.7930
19.2100
18.0060
17.1290
18.4830
19.1080
19.6400
19.8390
18.7340
16.1050
15.1390
16.4460
17.3110
18.3690
17.0230
17.0120
17.8250
16.2460
16.3970
17.0970
15.6140
15.6320
14.6750
15.1400
13.9500
15.9500
16.8980
15.6940

13.7210
13.5920
13.0880
13.2590
13.3600
12.2630
14.2500
13.6970
14.9220
16.0010
14.1180
13.3140
14.4440
15.4760
14.4240
13.4980
14.4240
15.0670
14.7890
13.3860
15.5780
15.5830
16.5160
15.4770
13.3390
12.2310
13.5390
14.4190
12.4550
11.5180
12.9330
13.8080
12.1370
13.1590
12.2010
13.8660
13.7220
14.1500
13.7220
12.2290
12.9800
11.0960
10.5250
10.7250
11.2560
9.1950

8.5690

8.8950

7.8790

8.8150

9.6320

8.9240

8.8690

7.9440

9.8830

9.4750

9.9290

10.8950
10.9690
10.2330
11.8220
12.9370
12.6770
13.3580
14.0450
14.6040
14.6930
13.3040
12.9170
13.9030
12.1930
12.4070
11.0680
11.0740
10.1370
10.2380
9.0130

-9.5170 C
-10.3220 H
-8.6960 H
-9.9970 C
-11.0820 H
-9.6210 H
-9.2760 C
-8.5360 H
-10.2590 C
-10.7670 O
-10.6870 N
-10.0980 H
-11.7130 C
-12.0630 H
-10.9490 C
-10.3840 H
-11.9610 C
-12.8090 H
-11.4730 H
-12.2440 H
-9.9530 C
-9.3690 H
-10.5070 H
-9.3020 H
-12.7330 C
-12.6930 O
-13.6570 N
-13.5330H
-14.5990 C
-14.1010H
-15.2990 C
-15.8470 H
-15.9780 H
-14.3920 C
-13.9060 H
-13.5940 H
-15.1540 C
-14.4630 O
-16.43100
-15.8100 C
-16.0400 O
-16.4940 N
-16.2770 H
-17.6530 C
-17.7160 H
-17.5690 C
-17.6110 H
-18.7690 C
-18.5210 H
-19.6610 H
-18.8830 H
-16.1440 C
-15.4990 H
-16.1680 H
-15.6870 C
-14.8280 H
-16.4950 H
-15.5320H
-18.9110 C
-19.1320 0
-19.8830 N
-19.5580 C
-19.5420 H
-18.5940 H
-20.5750 C
-21.0380 H
-20.1500 H
-21.7190 C
-22.4590 H
-22.1840 H
-21.0240 C
-20.5490 H
-21.8970 C
-22.1870 O
-22.3340 N
-22.0000 H
-23.2260 C

0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0

15.1450
17.0300
16.8190
17.7840
17.7070
17.6340
17.1580
19.1540
19.8480
19.5640
14.8550
14.6530
14.3740
14.6450
13.5480
13.3570
14.2970
14.3060
13.7510
15.7360
16.4960
16.0220
15.7020
14.8990
15.4730
17.0350
17.8330
17.2340
17.0400
17.8990
16.2980
16.9490
12.2130
11.3310
12.1160
13.0120
10.8180
10.1860
11.1420
11.8720
11.5870
9.8070
9.3310
9.0720
9.7890
10.7710
9.0460
9.4280
10.1660
8.2980
7.1920
7.2580
6.2780
8.3130
9.1030
7.4340
10.0340
10.5950
8.7830
8.4120
7.9110
8.5260
6.7640
6.0400
7.0560
7.6640
7.4880
6.0640
6.0190
5.8820
7.3510
7.3810
7.0860
7.1520
6.6450
6.1970
7.8670

9.4760 -24.0460 H
8.4390 -23.6750 C
7.9110 -24.6050 H
9.1760 -23.9530 H
7.4880 -22.7290 C
7.9540 -21.7460 H
6.5500 -22.6420 H
6.9660 -23.1270 C
6.5920 -22.2060 O
7.1600 -24.2620 O
7.8810 -22.5210 C
6.8660 -23.1590 O
8.0370 -21.3230N
8.8440 -20.7790 H
7.0620 -20.6320 C
6.2420 -21.3240 H
6.5430 -19.3950 C
7.3230 -18.6340 H
5.7950 -18.8200 H
5.9170 -19.4770 C
6.5500 -19.9350 H
5.5100 -18.5070 H
4.6760 -20.4110 C
4.0150 -20.0850 H
5.0470 -21.4100 H
3.9990 -20.5150 C
4.6460 -20.8800 H
3.6340 -19.5080 H
2.8400 -21.4810 N
2.3200 -21.3710 H
2.1880 -21.2710 H
3.2130 -22.4150 H
7.7290 -20.1950 C
7.0270 -19.5840 O
9.0590 -20.2680 N
9.4410 -20.5330 H
9.7600 -20.1940 C
9.4320 -19.3680 H
11.2460 -20.1380 C
11.3110 -19.3320 H
11.6360 -21.0530 H
11.9880 -19.9990 C
12.1250 -20.9700 H
11.4820 -19.3730 H
13.3450 -19.3080 C
13.8170 -19.3060 H
13.9550 -19.8220 H
13.2100 -17.9120 N
13.1580 -17.2250 H
13.5490 -17.3720 C
13.7340 -18.0870 N
13.4040 -19.0390 H
13.8650 -17.6780 H
13.7480 -16.0390 N
13.6140 -15.4250 H
14.0570 -15.6480 H
9.4340 -21.4600 C
9.5600 -22.5570 O
9.0240 -21.2220 N

8.8690 -20.2960 H

8.4500 -22.2430 C

7.7920 -22.8570 H

7.7440 -21.5780 C

7.4030 -22.3180 H

6.6030 -20.6070 C

5.8800 -21.1520 H

6.8290 -19.6330 H

6.2040 -20.3930 H

8.6390 -20.8580 0

8.2500 -19.9920 H

9.6120 -23.2150 C

10.7820 -22.7900 O
9.2460 -24.4710 N

8.2500 -24.6190 H

10.1190 -25.6350 C
11.0370 -25.2560 H
10.6600 -26.3620 C
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7.4610
8.4670
8.6740
9.0570
8.1180
9.8820
10.4490
10.4340
9.5410
8.7240
9.3070
10.7850
11.5110
11.1030
10.7890
5.5110
5.4480
4.5480
4.6560
3.4580
3.0180
2.4670
2.3730
2.8460
1.1070
1.1260
0.5950
0.0450
0.0990
-0.9710
-1.7180
-1.0210
3.9910
5.0490
3.2340
2.6220
3.2990
2.6150
3.0960
4.6930
4.9080
5.6010
5.4270
6.8370
6.6890
7.9860
8.8330
7.6780
8.5570
7.2520
6.8910
8.5490
7.6840
9.2800
9.1100
7.2930
7.0390
7.8010
8.1800
8.3420
7.6040
8.6390
9.6670
8.7540
7.6330
6.7260
7.7670
9.5960
10.6680
9.4580
8.5230
10.5050
11.4170
10.2260
9.4690
11.4690
12.2060

11.4270 -27.0210 H
11.1460 -25.5920 H
9.6800 -27.1540 C
8.8480 -26.5640 H
9.1760 -27.9450 H
10.3730 -27.8320 C
10.7790 -26.9940 H
9.6030 -28.3700 H
11.5030 -28.7050 C
11.3500 -29.4110 H
12.2500 -27.9470 H
11.9910 -29.3750 N
12.0580 -28.6760 H
11.4030 -30.1320 H
12.9230 -29.7630 H
9.4600 -26.4950 C
8.2390 -26.5480 O
10.1870 -27.1060 N
11.1910 -27.1340 H
9.6810 -27.9170 C
8.8340 -27.3910H
10.8640 -28.0920 C
11.1640 -27.0490 H
11.7160 -28.6560 H
10.3690 -28.6960 C
9.9710 -29.7100 H
9.5570 -28.1790 H
11.4360 -28.6020 C
12.3930 -27.8550 O
11.2190 -29.3960 N
11.8860 -29.2640 H
10.3960 -29.9790 H
9.0960 -29.1940 C
9.5370 -29.6720 O
8.1160 -29.7570 N
7.5830 -29.1550 H
7.4750 -31.0710 C
6.6270 -31.1010 H
8.1630 -31.8920 H
6.8950 -31.4580 C
6.5380 -32.6180 O
6.7240 -30.4670 N
7.0100 -29.5140 H
5.9940 -30.6630 C
5.1540 -31.3410 H
6.9130 -31.1660 C
6.2850 -31.4450 H
7.6870 -32.5020 C
8.1140 -32.9860 H
7.0480 -33.2760 H
8.4260 -32.3490 H
7.8740 -30.1420 C
8.2650 -29.6050 H
7.3410 -29.5350 H
8.6440 -30.6720 H
5.2430 -29.3900 C
5.7100 -28.2470 O
3.9790 -29.4860 N
3.6510 -30.3630 H
3.1660 -28.4070 C
3.0910 -27.6080 H
1.6780 -28.8260 C
1.7120 -29.1860 H
1.0240 -27.9630 H
1.0170 -29.7380 C
1.6460 -30.3050 O
-0.1950 -29.9740 O
3.7870 -27.6810 C
3.9540 -28.2980 O
4.1980 -26.4160 N
3.9670 -26.1120 H
4.2650 -25.5020 C
4.6210 -25.9810 H
5.0710 -24.2610C
4.6600 -23.5930 H
5.3080 -23.4030 C
5.8920 -23.9540 H
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11.1880
11.9220
9.9390

9.1170

10.7500
9.8320

12.0150
12.7270
12.4530
11.5460
13.3770
143770
13.4800
12.8740
12.8590
11.7940
13.5540
13.5700
14.5830
13.0260
13.7750
12.1110
13.0290
12.4350
13.9410
12.7580
13.1500
13.7760
13.1990
12.7020
14.0840
13.8280
15.1070
13.9870
14.9290
12.7270
12.0320
12.3500
13.0450
10.8900
10.2310
10.3800
10.4530
10.8540
9.3010

10.8270
11.0260
11.5030
9.3790

9.1150

8.7230

9.2360

12.4770
11.6530
13.3170
13.9710
13.3190
12.5250
14.6320
15.3780
14.8800
15.0710
13.2350
13.8680
12.4520
12.4390
12.2940
13.3780
11.1860
10.3970
11.3520
10.8010
9.7280

11.2900
11.4010
11.8640
10.3310

5.9210 -22.5470 H
4.3500 -23.1460 H
6.3440 -24.6830 0

6.3610 -25.1790 H

2.7690 -25.0680 C
1.9490 -24.9330 0

2.3830 -249110 N
3.0850 -25.0550 H
1.0550 -24.3840 C
0.4890 -24.1730 H
0.4020 -25.4210C
0.8250 -25.3200 H
-0.6540 -25.1730 H
0.5250 -26.8730 C
-0.3620 -27.5070 H
0.6770 -26.8770 H
1.6350 -27.6480 C
2.5870 -27.1180 H
1.2730 -27.6590 H
1.7460 -29.1350 C
1.2730 -29.7710 H
1.1860 -29.3310 H
3.0800 -29.6090 N
3.7170 -29.0990 H
3.4850 -29.4520 H
3.2350 -30.5700 H
1.1220 -23.0060 C
2.1260 -22.5600 O
-0.0190 -22.3910 N
-0.7350 -22.9010 H
-0.2680 -21.1880 C
-1.2330 -20.7500 H
-0.5160 -21.4710 H
0.6700 -20.0020 C
1.0490 -19.32300
1.0660 -19.7270 N
0.6200 -20.3080 H
1.8190 -18.6040 C
2.6470 -18.4600 H
2.3910 -18.7090 C
1.5450 -18.8990 H
3.0070 -17.3960 C
2.2260 -16.6390 H
3.9080 -17.0070 H
3.1380 -17.4790 H

3.4170 -19.8780 C
4.4330 -19.5380 H
3.2640 -20.7190 H
3.4430 -20.4120 C

2.4110 -20.6440 H

3.8150 -19.6250 H

4.0530 -21.3040 H

1.0130 -17.3530C
0.0560 -17.2040 O
1.2550 -16.4130 N
2.0200 -16.4960 H
0.5390 -15.0900 C
-0.2080 -15.0750 H
-0.0890 -14.9970 C
0.7040 -14.9590 H
-0.6630 -14.1050 H
-1.2250 -16.4260 S
1.4870 -13.8240C
2.5150 -13.8400 O
1.1600 -12.7910 N
1.9470 -11.5910C
2.9940 -11.8560 H
1.8290 -11.0500 H
1.6150 -10.7610 C
2.3270 -11.0030 H
1.4840 -9.6910 H

0.2540 -11.3190 C
0.0700 -11.2610 H

-0.4870 -10.6860 H
0.1350 -12.6590 C
-0.8440 -12.7810 H
0.3670 -13.7270 C
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10.1190
9.6500
9.9320
8.3550
8.4410
7.9960
7.1440
8.8220
7.6950
8.1400
6.7880
6.6150
6.3760
7.1780
7.3820
5.9400
5.9340
4.9450
5.3910
3.6680
3.4470
2.8260
3.8740
3.9280
4.5270
4.2730
4.3090
4.4720
4.0490
3.1600
3.6930
3.6940
2.7540
4.7550
4.6180
5.7700
4.5800
3.0150
2.7460
2.8660
2.3090
5.2300
5.0550
6.3000
6.3350
7.3070
7.8820
6.8260
8.2890
8.3970
9.1330
9.1310
10.1650
10.7000
10.7630
9.7490
10.3700
8.6700
8.2780
7.6240
7.7360
7.7940
6.9720
8.7630
7.7180
8.5230
6.7600
7.5330
7.0020
8.4940
6.8670
6.9470
7.2920
5.4360
5.2750
4.7740
5.0700

1.5500 -14.0360 O
-0.6710 -14.2840 N
-1.6000 -14.0050 H
-0.6680 -14.9100 C
0.0630 -15.7140 H
-2.0600 -15.4180 C
-1.9100 -16.0810 H
-2.4190 -16.0310 H
-3.1050 -14.3380 C
-3.0240 -13.2590 O
-4.0380 -14.6450 N
-4.6940 -13.8960 H
-4.0200 -15.5670 H
-0.0550 -14.0910 C
0.3100 -12.9620 O
0.1290 -14.6590 N
0.1900 -15.6670 H
0.9900 -13.9520C
1.9780 -13.8370 H
0.9630 -14.8000 C
-0.0710 -15.0650 H
1.4120 -14.2740 H
1.7120 -16.0280 O
2.6340 -15.7670 H
0.5620 -12.5280 C
1.3690 -11.6610 O
-0.7060 -12.3110 N
-1.3770 -13.0480 H
-1.4070 -11.0520 C
-0.9390 -10.6300 H
-2.9480 -11.2740 C
-3.5420 -10.3610 H
-3.0980 -11.8070 H
-3.6060 -12.1800 C
-3.4110 -13.2440 H
-3.3820 -11.8520 H
-5.4320 -12.0440 S
-5.7590 -12.6710 C
-5.0210 -13.4270 H
-6.7900 -12.9910 H
-5.5650 -11.8630 H
-1.1460 -10.0280 C
-1.4880 -8.9140 0
-0.4700 -10.4320 N
-0.3330 -11.4320 H
0.2170 -9.5810C
0.9000 -10.2070 H
0.8170 -8.8080 H
-0.7230 -8.8950 C
-1.9150 -9.1630 O
-0.1020 -8.0710 N
0.9080 -8.0740 H
-0.7890 -7.3960 C
-1.2980 -8.1990 H
-0.1560 -6.7410 H
-1.9010 -6.3870 C
-2.9780 -6.2630 O
-1.6320 -5.7200 N
-0.7080 -5.8340 H
-2.6250 -5.3760 C
-3.4680 -6.0570 H
-3.0030 -3.9210C
-3.6730 -3.6690 H
-3.4980 -3.8540H
-1.7960 -2.9430 C
-1.0890 -3.1460 H
-1.3200 -3.1520H
-2.0790 -1.4000 C
-3.0290 -1.4590 H
-2.3040 -0.9390 H
-0.9830 -0.6660 C
-1.1770  0.4030 H
0.0070 -0.8280 H
-0.7400 -0.9610 N
-0.2910 -1.8510H
-1.4960 -0.8550 H
-0.0430 -0.3280 H
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6.4060
6.3290
5.3000
5.4620
3.9290
3.8800
2.9670
3.4530
2.7870
1.6600
0.7960
1.5490
3.4150
4.1670
2.0820
1.6120
1.4650
2.0310
0.0050
-0.4780
-0.2190
-0.8950
-1.9320
-0.5080
-1.0440
-1.2820
-1.1950
-1.0650
-1.0050
1.6530
1.0080
2.3800
2.8980
2.7470
1.8800
3.2330
3.4070
2.4320
4.4800
4.9030
5.2830
4.1490
4.9140
29110
2.6330
2.2610
3.6800
4.6740
3.3500
2.1780
2.2670
1.2860
2.2850
2.7200
1.2840
3.0760
3.7560
2.4380
3.9500
3.9580
5.3640
5.6630
6.2120
5.8630
7.4940
7.9240
8.4800
8.4660
8.1280
9.4980
7.2340
6.1540
8.2410
9.0690
8.2970
7.5110
8.1150

-2.0320
-0.9300
-2.6570
-3.4420
-2.1080
-1.0610
-2.9360
-3.0390
-3.9220
-2.2320
-2.8380
-1.0380
-2.0910
-2.3310
-1.7840
-1.5900
-1.4850
-0.6480
-0.9540
-0.7680

0.0040
-1.9690
-1.6350
-2.2030
-3.4080
-3.5360
-4.5170
-5.3310
-4.4720
-2.4720
-2.1840
-3.5570
-3.6990
-4.4240
-4.5250
-5.8100
-6.4030
-6.4740
-5.8000
-4.7990
-6.4970
-5.9270
-5.9150
-6.0550
-6.0820
-6.0220
-3.8030
-3.2320
-3.6180
-4.1350
-5.2210
-3.7260
-3.6910
-4.4440
-3.5090
-2.4050
-2.3200
-1.5340
-2.5290
-1.5720
-2.8880
-4.0870
-1.9050
-0.9590
-2.1860
-3.1170
-1.0990
-1.0770
-0.1690
-1.0900
-2.1710
-1.7000
-2.5890
-2.9080
-2.8210
-2.1970
-4.3520

-5.7950 C
-6.3180 O
-54770N
-4.8630 H
-5.5040 C
-5.8050 H
-6.3890 C
-7.3590 H
-5.9610 H
-6.7850 C
-7.4050 O
-6.4980 O
-4.0270 C
-3.0550 O
-3.8600 N
-4.7330 H
-2.5680 C
-2.1580 H
-2.7010 C
-1.7410 H
-3.1700 H
-3.4930 C
-3.5420 H
-4.4850 H
-2.9100 C
-1.7250 O
-3.6240 N
-3.0410 H
-4.6150 H
-1.3760 C
-0.3620 O
-1.4800 N
-2.3350 H
-0.3420 C
03110 H
-0.7060 C
0.1920 H
-1.0290 H
-1.6740 C
-1.5810 H
-1.4360 H
-3.1570 C
-4.1220 0
-3.4650 N
-4.4350 H
-2.6930 H
0.6290 C
0.2030 O
1.9570 N
2.6420 C
2.6110 H
2.1680 H
4.0170 C
4.6740 H
4.4080 H
4.0040 C
4.8520 H
38510 H
2.8040 C
2.2840 H
3.1480 C
3.1500 O
3.4250N
3.4880 H
4.1070 C
3.7370 H
3.6060 C
2.5160 H
4.0530 H
3.9940 H
5.6450 C
6.0350 O
6.4390 N
5.9580 H
7.8730 C
8.2960 H
8.1830 C
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8.8570
8.2510
7.1140
9.6520
10.5680
9.6730
8.8560
10.6710
11.6440
10.2330
10.0530
9.1980
11.0220
12.2490
12.5590
13.0380
13.9860
12.4830
13.1080
11.2450
10.9310
10.4870
9.5410
10.8730
10.1350
11.8990
12.5480
12.1620
11.1720
13.0700
12.5770
14.0420
13.2280
13.2920
12.7760
13.8960
12.1570
10.7400
10.4670
10.1290
10.5270
9.7150
10.3870
11.7870
11.8120
11.8820
12.8690
13.1280
14.1230
14.8730
14.4200
13.7300
15.6030
15.7120
15.4220
15.4060
16.3160
14.3590
14.6390
13.4000
14.1570
14.2470
13.8350
13.4090
13.5440
16.8610
17.9490
16.6580
15.7520
17.7880
18.7270
17.5930
18.3310
17.5870
16.9420
18.5550
17.1590

-4.9610
-4.3870
-4.7690
-2.3850
-2.0460
-2.3860
-2.7690
-1.6940
-1.8440
-0.2590
0.2930
-0.3300
0.6950
1.1860
0.8820
1.9930
2.3480
2.3960
3.0370
1.9110
2.2870
1.0770
0.6110
-2.3360
-3.2710
-2.0000
-1.3300
-2.4900
-2.8440
-3.7030
-4.4550
-3.4100
-4.1370
-5.0950
-1.3810
-0.9390
-1.0890
-1.1580
-2.0370
-1.0890
0.0070
-0.1890
0.8900
0.0390
-0.7940
1.0220
-0.2430
0.6460
-0.8160
0.0190
-2.1090
-2.6230
-2.8080
-2.3940
-4.3490
-4.7090
-4.7670
-4.7570
-4.4770
-4.3500
-6.2180
-6.9320
-6.8450
-7.7430
-6.3390
-2.4560
-2.1010
-2.4090
-2.6630
-2.1480
-2.4110
-3.1120
-3.0690
-4.5940
-5.2560
-5.0950
-4.7130

7.6660 H
9.2640 H
8.0710 H
8.4770 C
7.7030 O
9.8480 N
10.3020 H
10.6390 C
10.1710 H
10.8610 C
9.9380 H
11.1970 H
11.7630 C
11.3420 C
10.3530 H
12.1820 C
11.8080 H
13.3960 C
14.0000 H
13.9120 C
14.8750 H
12.9910 C
13.2260 H
12.0010 C
12.3010 O
12.7680 N
12.3810 H
14.1510 C
14.4400 H
14.2620 C
13.6450 H
13.8660 H
15.6060 O
15.5750 H
14.9850 C
14.7080 O
16.1780 N
16.4320 C
17.0160 H
15.5320 H
17.3760 C
18.0770 H
16.7530 H
18.1820 C
18.8840 H
18.6430 H
17.1450 C
16.5700 H
17.7530 C
18.1700 O
17.6330 N
17.1030 H
18.1520 C
19.1540 H
18.1530 C
17.1240 H
18.6170 H
19.1050 C
20.1200 H
18.7860 H
19.1620 C
18.1620 O
20.3120N
20.1300 H
21.1360 H
17.2730 C
17.8460 O
15.9770 N
15.6090 H
14.9890 C
15.4770 H
13.8440 C
13.0430 H
14.3250 C
13.7470 H
14.3550 H
15.3200 H
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16.4040
16.3700
17.8390
18.8430
16.7120
15.8090
16.6480
15.8070
17.5540
16.4560
16.6340
16.2880
16.3250
16.3660
16.6430
17.5610
17.2500
17.4490
18.9770
19.0450
19.9270
20.9020
19.7670
19.9010
19.4030
19.3660
18.7770
20.4280
14.9730
13.9590
14.9190
15.7530
13.7080
12.9040
13.4770
14.3810
12.6590
13.2060
14.2240
15.2730
13.8480
14.6460
12.4940
12.1340
11.4960
10.4420
11.8490
11.0940
13.8300
14.9070
12.6490
11.7720
12.6210
13.6140
12.4390
11.4440
12.4890
13.4430
14.7070
14.9450
15.6660
16.5370
15.3620
16.2740
16.8180
14.0800
13.7840
13.1330
12.1650
11.5790
10.4550
12.0300
12.9680
11.3420
10.3530
11.9740
12.8980

-2.8600
-3.5450
-0.7570
-0.3190
-0.0340
-0.3340

1.2450

1.8050

1.7940

1.1750

2.2370
-0.0770
-0.8180
-0.3880

0.4970
-1.3960
-2.3260
-1.6550
-1.0470
-0.9750
-2.1100
-1.6580
-3.0370
-2.2800

0.2540

0.1750

1.0610

0.4820
-0.8070
-1.0620
-0.9250
-0.8380
-1.1600
-1.1550

0.0760

0.2460
-0.1050

1.2740

2.1860

2.0280

3.2930

3.9180

3.5740
4.3150

2.6430

2.8480

1.6050

0.9750
-2.5110
-2.9460
-3.1030
-2.7420
-4.4780
-4.6830
-5.4420
-5.2950
-6.4510
-5.4100
-5.9650
-6.3720
-5.9670
-6.5950
-5.2970
-5.1650
-5.9410
-4.7500
-4.2530
-4.9230
-4.4970
-4.5420
-4.1800
-4.6980
-5.0350
-4.1450
-3.8230
-2.8790
-3.1710

13.1870 O
12.5150 H
14.3470 C
13.8970 O
14.3620 N
14.6980 H
13.6600 C
14.0680 H
139170 H
12.0960 C
11.4980 O
11.6210 N
12.3060 H
10.2090 C
9.6360 H
9.9700 C
10.4440 H
89170 H
10.2940 C
11.3800 H
9.9480 C
10.1290 H
10.4980 H
8.8710H
9.5510C
8.4640 H
9.9330 H
9.8420 H
9.6670 C
10.3050 O
83250 N
7.7610 H
7.5400 C
8.2760 H
6.6590 C
6.0740 H
5.9610 H
7.4700 C
7.8840 C
7.6830 H
8.6950 C
9.0690 H
8.9680 C
9.6660 H
8.4480 C
8.5630 H
7.6150 C
7.1680 H
6.8460 C
6.4270 O
6.5310 N
6.8790 H
5.9860 C
5.5850 H
7.1330 C
7.5540 H
6.7240 H
8.2800 C
8.0290 C
7.0580 H
9.1170 C
8.9970 H
10.3310C
11.2960 O
11.4500 H
10.5010 C
11.4130 H
9.5280 C
9.7450 H
4.8820 C
521200
3.6630 N
3.5030 H
2.4970 C
2.8240 H
1.9260 C
1.4260 H
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11.0920
10.1020
11.5070
11.0210
12.2850
11.4110
13.1190
12.7290
11.1360
12.1880
9.8960
8.6130
8.6290
8.4280
7.5080
7.0920
6.6100
8.1740
7.8900
8.0840
9.6560
10.2780
10.0760
9.6600
10.8420
11.2710
11.1140
10.5120
12.5920
12.6040
13.1320
14.1770
12.5370
13.0350
13.4990
13.5520
10.8800
10.9280
10.5810
10.5810
10.4020
10.5520
8.9230
8.7030
8.7340
7.9230
8.1860
7.0530
6.3730
6.9450
11.3850
11.6680
11.8410
11.4630
12.7970
13.0350
14.1100
14.3820
13.8070
15.2710
15.4720
15.9650
16.7380
15.6080
12.2640
12.4790
11.5220
11.3770
11.0700
11.6720
9.6420
8.8770
9.4110
9.5580
8.7260
10.4440
9.0680

-2.1950
-1.9970
-1.2160
-2.7920
-1.8140
-1.4620
-2.2250
-0.9660
-5.2710
-5.8920
-5.6280
-5.0160
-3.9330

09120 C
1.3220 H
0.6710 H
0.0030 H
2.9810C
3.5280 H
3.5490 H
2.4590 H
1.4890 C
1.1410 O
0.9800 N

1.4260 C

1.3020 H

-5.2980 2.4620 H

-5.6310 0.5520C

-4.8970 -0.1380 H

-5.9840 1.0590 H

-6.8430 -0.1700 C

-6.8800 -1.2210H

-7.6970 0.5010 H

-6.4910 -0.1560 C

-7.3830 -0.0920 H
-5.6860 -1.4320C
-4.5340 -1.48100

-6.3230 -2.3060 N
-7.2130 -2.1000 H
-5.7180 -3.6930C
-4.8330 -3.9020 H
-5.1680 -3.8590 C
-4.6440 -4.8150H
-4.4120 -2.6760 C
-4.1970 -2.9020 H
-3.5030 -2.5960 H
-4.9670 -1.7430 H
-6.1820 -4.13300
-6.8000 -3.4000 H
-6.5940 -4.8930C
-7.8120 -4.7340 O
-6.0090 -6.0250 N
-4.9990 -5.9880 H
-6.7490 -7.3190 C
-7.8240 -7.2180 H
-6.5070 -7.7330C

-5.4890 -8.0540 H

-7.1350 -8.6040 H

-6.9020 -6.6040 C

-7.9180 -5.9890 O

-5.9950 -6.2800 N

-6.1370 -5.5470 H

-5.2640 -6.9690 H

-6.1380 -8.3450 C
-4.8760 -8.32400
-6.9640 -9.3240 N
-7.9000 -9.2890 H
-6.5890 -10.3600 C
-5.5260 -10.3520 H
-7.4040 -10.0830 C
-7.3070 -9.0320 H
-8.4390 -10.2370 H
-6.9140 -10.9110 C
-5.7110 -10.9620 O
-7.8460 -11.5300 N
-7.5760 -12.1200 H
-8.7900 -11.5120 H
-6.6960 -11.8360 C
-7.7690 -12.4330 O
-5.6770 -12.3000 N
-4.8110 -11.8000 H
-5.6520 -13.8120 C
-6.3510 -14.3920 H
-6.1850 -13.9660 C

-5.6180 -13.4350 H
-6.0010 -15.0150 H
-7.7120 -13.6270 C

-8.1190 -14.2020 H
-8.3030 -13.8610 H
-8.2130 -11.8910 S
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7.6040
7.9730
7.1260
6.8890
11.1930
11.2180
11.2280
11.2250
11.4720
11.2630
12.9150
12.9920
12.9560
14.2980
10.6220
10.0330
10.4540
10.9680
9.4070
9.2010
8.1310
7.2510
8.1200
7.9680
8.7360
8.0810
6.4610
6.2250
5.1500
6.7190
6.2930
9.6250
10.3500
8.9500
8.3170
8.7260
9.5560
8.6440
7.7690
8.4730
9.8990
11.0030
9.7360
10.5830
8.9260
7.4480
6.5490
7.2710
8.0950
5.9950
5.1300
6.1350
6.3550
7.0350
4.9870
4.6980
5.3580
3.6320
3.4520
2.6790
1.5720
1.1050
3.0000
2.4600
4.1420
4.3520
5.9480
6.9070
4.8060
42270
4.3060
5.1050
3.9450
4.7890
3.1520
3.5460
2.9240

-7.1070 -11.4460 C
-6.1760 -11.0170 H
-6.9760 -12.4180 H
-7.5470 -10.7510 H
-4.2390 -14.5390 C
-3.2640 -13.8570 O
-4.2300 -15.8400 N
-5.1290 -16.3010 H
-3.0920 -16.7930 C
-2.1030 -16.3860 H
-3.1690 -17.3260 C
-4.1430 -17.8090 H
-2.2830 -17.9590 H
-3.0980 -16.1160 S
-3.2060 -18.0240 C
-4.2960 -18.2550 O
-2.0880 -18.7730 N
-1.2650 -18.4920 H
-2.0400 -19.8950 C
-3.0630 -20.2090 H
-1.5920 -19.2000 C
-1.8180 -19.8030 H
-2.0700 -18.2200 H
-0.0630 -18.8290 C
0.1770 -18.0940 H
0.4950 -19.7590 H
0.2950 -18.0340 S
2.0380 -18.4880 C
2.1670 -18.3640 H
2.7470 -17.8230 H
2.1650 -19.5690 H
-1.1570 -21.1600 C
-0.1760 -21.1660 O
-1.5170 -22.2620 N
-2.2980 -22.1610 H
-0.6600 -23.4450 C
0.0440 -23.5190 H
-1.4540 -24.7250 C
-2.0830 -24.5610 H
-0.8750 -25.6330 H
-2.3650 -24.8250 C
-2.0930 -24.3930 O
-3.5700 -25.3260 N
-4.1190 -25.2870 H
-3.8740 -25.8470 H
0.1570 -23.2370 C
-0.3360 -22.5980 O
1.3710 -23.7820 N
1.7930 -24.1850 H
2.2040 -23.6830 C
1.5500 -23.5770 H
3.0760 -22.5410 C
2.4950 -21.6450 H
3.6860 -22.6200 H
3.9540 -22.2040 C
5.1000 -22.9720 C
5.3380 -23.7940 H
5.9610 -22.7150 C
6.8520 -23.2990 H
5.5490 -21.7870 C
6.3520 -21.5820 O
6.5710 -22.3920 H
4.4230 -20.9320 C
4.2490 -20.0130 H
3.6220 -21.1060 C
2.7600 -20.4910 H
3.0160 -24.9470 C
3.7380 -25.32300
2.9560 -25.6460 N
2.1910 -25.3300 H
3.7530 -26.7100 C
4.4460 -26.9710 H
2.8380 -27.8390 C
2.1550 -27.9330 H
2.1900 -27.4670 H
3.5650 -29.1030 C
4.4310 -28.8750 H
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4.4770
2.6460
2.0200
2.4970
3.1160
2.1450
3.1430
3.9670
1.9720
1.6380
2.1060
0.8250
1.1080
-0.3870
-0.5230
-1.5910
-1.2920
-2.1650
-2.1710
-3.6370
-4.1590
-4.2820
-3.7290
-1.3130
-1.1920
-0.3150
-1.7010
-2.5850
-2.8220
-3.2500
-3.0190
-4.1370
-3.6980
-4.4940
-3.6580
-5.2200
-5.1520
-5.7740
-5.7540
-4.0630
-3.5050
-3.9330
-5.4090
-6.2780
-5.5830
-4.9150
-6.7180
-7.2710
-6.1170
-5.4930
-5.5020
-6.8880
-7.8190
-7.4430
-9.0700
-9.3570
-10.1530
-9.6890
-10.9370
-11.5170
-11.8610
-12.4820
-12.5680
-11.3280
-10.0230
-9.4990
-10.9560
-11.2740
-11.1170
-10.7140
-11.9230
-11.6270
-11.7750
-10.7310
-12.1420
-12.5480
-12.0240

3.7650 -29.6340 H
2.6970 -29.9780 C
3.3150 -30.8750 O
1.4640 -29.9030 O
4.5490 -26.1160 C
4.0010 -25.5260 O
5.9120 -26.1750 N
6.4090 -26.4820 H
6.7350 -25.7120 C
6.3410 -24.7520 H
7.8130 -25.6330 H
6.6680 -26.6940 C
6.6870 -27.8840 O
6.6400 -26.2620 N
6.9490 -253110 H
6.5250 -27.0880 C
6.6160 -28.1320 H
5.0780 -26.8770 C
4.9020 -25.8020 H
4.9260 -27.3400 C
4.0880 -26.8790 H
5.7690 -27.0940 H
4.8870 -28.4250 H
3.9670 -27.5350 C
4.0930 -28.6110 H
3.8980 -27.1020 H
2.9590 -27.3860 H
7.6970 -26.7540 C
7.9440 -25.5740 O
8.2430 -27.7830 N
7.9920 -28.7340 H
9.3480 -27.5090 C
10.1760 -26.9520 H
10.0400 -28.8230 C
10.0650 -29.5210 H
9.3780 -29.2960 H
11.4030 -28.6750 C
11.6400 -29.5390 H
11.4540 -27.7690 H
12.4510 -28.5160 C
12.8260 -29.5760 O
13.0550 -27.4470 O
8.8900 -26.7620 C
8.1140 -27.2160 O
9.4220 -25.5520N
10.1600 -25.3840 H
9.2030 -24.6540 C
8.2840 -24.8480 H
8.9880 -23.2490 C
8.0960 -23.2860 H
9.8130 -22.8910 H
8.8600 -22.4890 H
10.4030 -24.7440 C
11.5650 -24.6570 O
10.1520 -24.9510 N
9.1960 -25.1040 H
11.1000 -24.6300 C
12.0160 -24.2640 H
11.5850 -25.8330C
10.7170 -26.1490 H
12.7570 -25.6140 C
12.8140 -26.5090 H
12.5400 -24.8130 H
13.7050 -25.5360 H
11.8430 -26.8860 O
11.0390 -26.9120 H
10.7280 -23.3630 C
9.5360 -23.1460 O
11.6880 -22.4970 N
12.6070 -22.6180 H
11.5540 -21.2670 C
10.6300 -20.7700 H
12.7140 -20.2410 C
12.9320 -20.0160 H
13.6100 -20.7400 H
12.4730 -18.9120 C
11.5970 -17.9020 C
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-11.1400
-12.7440
-12.2600
-13.9210
-14.5440
-14.2210
-14.4750
-15.4240
-13.7480
-14.2900
-13.3850
-14.0570
-13.9430
-13.2770
-15.3920
-15.9100
-15.8270
-15.1680
-17.3560
-17.9250
-17.4510
-17.6390
-15.6520
-14.9430
-15.6370
-14.8370
-16.5930
-17.1420
-16.9310
-16.0940
-18.0290
-18.3030
-17.5760
-19.0140
-17.4380
-17.9640
-17.1020
-16.5280
-17.3300
-17.0830
-18.3890
-16.4900
-16.8390
-15.4680
-15.1160
-14.6750
-14.7970
-15.3310
-14.7160
-16.3990
-15.3740
-13.1360
-12.7880
-12.2030
-12.4290
-13.2350
-12.6620
-11.0350
-10.8520
-11.0460
-10.1700
-9.1320
-10.2780
-10.7910
-10.8450
-10.1070
-10.3290
-9.1250
-9.0160
-8.4800
-8.7530
-9.0540
-10.1440
-8.7540
-8.5810
-8.7300
-8.9400

11.0230 -18.1390 H
11.3350 -16.7470 C
10.6020 -16.1180 H
12.0550 -16.4870 C
11.7860 -15.3430 O
10.9860 -14.9210 H
12.9170 -17.4810 C
13.3740 -17.2420 H
13.1800 -18.6470 C
13.7700 -19.3720 H
11.4210 -21.5470 C
12.1970 -22.1460 O
10.3750 -21.0240 N
9.6940 -20.6870 H
10.0550 -20.8910 C
11.0140 -20.8810 H
9.2370 -22.1620 C
8.3800 -22.2990 H
8.8530 -22.2220C
9.7830 -22.1980 H
8.2290 -23.1110H
8.1890 -21.4060 H
10.0910 -23.2250 O
10.7000 -23.0070 H
9.3000 -19.6260 C
8.4340 -19.28300
9.6840 -18.8000 N
10.4720 -19.1150 H
9.0160 -17.5510C
8.9460 -16.8550 H
9.8900 -16.8320 C
9.5800 -15.8230 H
10.8750 -16.7110 H
9.9050 -17.2980 H
7.5260 -17.7280 C
7.0500 -18.7910 O
6.7560 -16.6970 N
7.1800 -15.9820 H
5.2910 -16.6290 C
4.9810 -15.6140 H
5.1510 -16.8470 H
4.4160 -17.6440 C
3.2200 -17.8780 O
4.9110 -18.2690 N
5.8050 -17.9590 H
4.2730 -19.3810 C
3.1920 -19.3170 H
4.8370 -20.6840 C
4.4860 -21.5130 H
4.6330 -20.7590 H
5.9260 -20.6600 H
4.5190 -19.1580 C
5.7000 -18.8520 O
3.5490 -19.2940 N
2.1690 -19.8050 C
2.0780 -20.5330 H
1.5440 -18.9430 H
1.6780 -20.2900 C
2.0700 -21.2910 H
0.5880 -20.3020 H
2.2780 -19.2450 C
2.4790 -19.5110 H

1.6090 -18.3910 H
3.6460 -18.9550 C
3.8360 -17.8830 H
4.7720 -19.6890 C
4.9360 -20.8690 O
5.4810 -19.0940 N

5.3340 -18.1010 H

6.6770 -19.5690 C

6.8220 -20.6150 H

7.9000 -18.7860 C

7.8780 -18.8100 H
7.7130 -17.7550 H

9.3200 -19.1590 C

9.7770 -20.4860 C

9.1360 -21.3300 H
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-8.3690
-8.4620
-7.8720
-7.5150
-7.5580
-7.7860
-7.3100
-8.2140
-8.2840
-6.9410
-6.2640
-6.4240
-7.0450
-5.0680
-4.7770
-4.8620
-5.2090
-3.4140
-3.4970
-2.6910
-3.0480
-5.9180
-6.8880
-5.7280
-5.9980
-4.0990
-3.3340
-4.1050
-4.8110
-3.1930
-3.7240
-2.8840
-1.8700
-0.8480
-1.9570
-2.8510
-0.6970
-0.0780
0.0190
-0.3900
1.0960
-0.0900
-0.6590
-1.4930
0.4800
1.1110
0.8100
0.1510
0.6570
-0.3790
1.3840
1.1060
1.0930
1.5370
2.0750
1.6870
2.2210
3.1950
2.3160
1.4730
3.4180
4.3300
3.1350
2.1390
4.0360
4.0000
3.8560
5.0400
3.1360
4.0840
2.4750
2.8290
3.7780
2.9020
4.9610
5.6660
5.4940

11.1050 -20.8010 C
11.3400 -21.8510 H
11.9890 -19.7820 C
13.2660 -20.1080 O
13.4200 -21.0550 H
11.5300 -18.4640 C
12.2040 -17.7680 H
10.2580 -18.1420 C
9.9210 -17.1180 H
6.5070 -19.4160 C
7.3500 -18.7910 O
5.3790 -20.0250 N
4.8470 -20.6170 H
4.9860 -19.6950 C
5.1480 -18.6570 H
3.5250 -19.9970 C
3.2910 -21.0040 H
3.0050 -19.8030 C
1.9230 -19.7070 H
3.3040 -20.5620 H
3.3780 -18.8460 H
2.7450 -19.2370 C
2.8970 -19.7090 H
1.6800 -19.3660 H
3.0280 -18.1880 H
5.8600 -20.5030 C
6.6460 -20.0310 O
5.6230 -21.8130 N
4.9480 -22.0700 H
6.2180 -22.8260 C
6.2250 -23.7770 H
7.2150 -22.5090 H
5.4550 -23.0910 C
6.0770 -23.3810 O
4.1160 -23.1130 N
3.6950 -22.9040 H
3.4010 -23.2640 C
4.0510 -23.8820 H
3.2980 -21.9420 C
2.4050 -21.4700 H
3.1650 -22.0460 H
4.1490 -21.2690 H
2.0730 -23.8710 C
1.2080 -23.6650 O
1.7770 -24.5360 N
2.5380 -24.7410 H
0.4380 -25.0750 C
-0.3330 -24.6770 H
0.4860 -26.6580 C
0.7020 -26.9170 H
1.2070 -27.0330 H
-0.8860 -27.2880 C
-1.9040 -26.6430 O
-0.9100 -28.5700 N
-1.6730 -28.9570 H
-0.0140 -29.0110 H
0.1470 -24.5910 C
0.8680 -24.8020 O
-1.0290 -23.9120 N
-1.5800 -23.8390 H
-1.4710 -23.0720C
-0.9280 -23.3210 H
-1.1580 -21.5250 C
-1.4450 -21.1880 H
-1.7080 -20.4810 C
-1.1520 -19.5440 H
-2.7780 -20.3740 H
-1.6290 -20.8990 H
0.3540 -21.3670 C
0.8330 -21.6120 H
0.8280 -22.0920 H
0.5770 -20.3450 H
-2.9390 -23.3180 C
-3.6920 -23.8040 O
-3.2700 -22.8880 N
-2.5650 -22.7250 H
-4.6340 -22.9160 C

OOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOooooooo

4.6650
6.1670
5.4250
6.9760
6.6150
7.1270
5.4520
4.8450
5.7630
4.6850
7.6240
7.2150
8.6060
7.7840
6.5140
7.4470
6.2950
5.4940
7.2480
7.9130
6.5460
6.0730
7.2670
5.6170
6.3050
4.9590
4.5850
3.4440
2.5070
3.3710
3.8550
8.1200
7.8240
9.2190
9.4930
10.1500
9.7090
11.1520
12.0500
10.6080
11.4960
12.5390
13.2430
12.7500
13.6800
11.8520
12.1220
11.4210
10.8590
10.1780
10.6810
9.8470
10.9010
10.5850
11.8030
12.0040
12.7140
11.9820
13.5870
13.9620
13.0530
14.5670
15.3000
13.6380
13.6910
14.3180
14.1300
15.3190
14.8620
15.7340
16.5450
16.8290
17.0760
16.8070
18.2620
18.2770
19.5510

-5.2750 -22.6170 H
-4.9630 -24.2490 C
-4.7790 -25.0260 H
-4.2540 -24.4290 H
-6.3880 -24.3610 C
-6.6900 -23.4470 H
-7.2580 -24.7180 C
-6.9690 -25.5750 H
-8.2780 -24.9430 H
-7.3190 -23.9450 H
-6.6180 -25.4670 C
-6.1910 -26.3830 H
-6.2020 -25.2440 H
-7.6820 -25.6410 H
-4.6420 -21.7750 C
-3.8670 -21.7470 O
-5.5810 -20.7960 N
-6.1940 -20.8190 H
-5.7120 -19.6600 C
-4.8520 -19.5870 H
-5.7700 -18.2770 C
-6.7450 -18.1620 H
-5.6800 -17.4640 H
-4.5880 -18.0470 C
-3.7450 -17.9770 H
-4.4870 -18.9110 H
-4.7220 -16.5710 S
-3.3640 -17.0670 C
-3.8760 -17.2880 H
-2.7000 -16.2060 H
-2.7610 -17.8770 H
-6.9980 -19.7380 C
-8.0440 -20.3270 O
-6.9310 -19.0450 N
-6.0500 -18.6350 H
-8.0720 -18.8810 C
-9.0670 -18.9380 H
-8.0920 -20.1770 C
-8.6330 -19.8790 H
-8.4900 -21.0330 H
-6.7130 -20.7350 C
-5.8930 -20.2670 C
-6.4580 -19.6740 H
-4.6450 -20.6750 C
-4.1670 -20.4050 H
-3.9890 -21.6630 C
-2.7940 -22.2220 O
-2.6010 -22.8490 H
-4.8270 -22.1250 C
-4.4190 -22.8570 H
-6.1590 -21.7300 C
-6.7000 -22.1530 H
-7.9560 -17.4840 C
-7.0900 -16.7070 O
-8.9420 -17.2720 N
-9.6460 -17.9670 H
-8.8980 -16.0650 C
-9.0150 -15.2660 H
-10.1490 -15.9500 C
-10.1570 -14.9270 H
-11.0970 -16.0090 H
-10.1530 -16.9750 O
-10.6850 -16.6560 H
-7.5990 -16.0710 C
-6.8030 -17.0770 O
-7.4000 -14.9360 N
-7.9930 -14.1400 H
-6.3460 -14.5790 C
-5.3580 -14.5180 H
-6.4500 -13.5760 H
-6.0900 -15.5130 C
-6.7850 -16.4960 O
-4.9090 -15.2270 N
-4.5680 -14.3160 H
-4.4110 -15.9860 C
-3.3360 -15.8020 H
-5.1530 -15.3830 C
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19.4580
19.5670
20.8030
21.0020
22.2430
22.7270
22.6950
23.6290
21.8600
21.9110
18.2190
19.1030
17.0350
16.5200
16.5490
15.5420
17.3060
18.1510
16.5900
17.6880
16.8580
18.5950
17.9070
17.5810
18.3530
16.3100
16.7750
15.5920
15.2970
15.4270
14.7000
14.9660
16.6450
16.5950
17.7400
17.7410
19.0160
19.0700
20.2030
20.2570
21.1040
20.1430
19.3950
21.1270
19.6990
20.3220
18.6410
20.0270
19.4060
21.0190
19.8510
18.8680
20.1010
20.3190
19.2600
19.9830
18.5490
17.8050
18.5110
19.5730
17.9640
16.9280
18.1050
18.8110
20.0520
18.1750
17.8240
16.9030
18.2180
19.1120
17.7580
17.2000
18.8820
19.3110
18.5820
19.9650
20.9580

-5.1450 -14.2970 H
-6.1640 -15.7890 H
-4.4230 -15.5600 C
-3.1370 -15.1380 N
-2.8280 -15.6220 C
-1.8660 -15.5400 H
-3.8800 -16.3480 N
-3.9500 -16.7250 H
-4.8990 -16.2690 C
-5.9000 -16.6700 H
-4.5010 -17.5600 C
-5.0440 -18.2920 O
-4.0040 -18.0810 N
-3.4670 -17.3980 H
-4.2260 -19.4580 C
-3.8100 -19.4350 H
-3.3460 -20.5060 C
-3.8930 -20.9240 H
-3.1490 -21.3050 H
-1.8800 -19.9960 C
-1.4210 -19.4600 H
-1.9640 -19.3970 H
-0.8480 -21.0780 C
-1.0580 -22.2760 O
0.3050 -20.8200 O
-5.6860 -19.9380 C
-6.0490 -20.9870 O
-6.5210 -19.1540 N
-6.2030 -18.2420 H
-8.0180 -19.4610 C
-8.3400 -18.7150 H
-8.3080 -20.4050 H
-8.8350 -19.2400 C
-9.9970 -19.6460 O
-8.2550 -18.7700 N
-7.2450 -18.7780 H
-9.0440 -18.6730 C
-9.8630 -19.3900 H
-8.0820 -19.0950 C
-7.2210 -18.4290 H
-8.6870 -19.0030 H
-7.6490 -20.6240 C
-6.8690 -20.7620 H
-7.2650 -20.8950 H
-8.7720 -21.5480 C
-9.6260 -21.2830 H
-9.0260 -21.4830 H
-8.3130 -23.0120 C
-7.4520 -23.2620 H
-7.8820 -23.1450 H
-9.5180 -23.8270 N
-9.7360 -23.7500 H
-9.3560 -24.7920 H
-10.3460 -23.4860 H
-9.7490 -17.3460 C
-10.7170 -17.2710 O
-9.2530 -16.3380 N
-8.6070 -16.5600 H
-10.0220 -15.0640 C
-10.2200 -14.9220 H
-9.1630 -13.8980 C
-8.8330 -13.9760 H
-9.7880 -13.0160 H
-8.0170 -13.4890 C
-8.1380 -13.5680 O
-7.0370 -13.0550 O
-11.4050 -15.1260 C
-11.6430 -15.9430 O
-12.2880 -14.1860 N
-12.0900 -13.7590 H
-13.6050 -14.0640 C
-13.9500 -14.9340 H
-14.5750 -13.9450 C
-14.5270 -12.9440 H
-15.6110 -14.1000 H
-14.3790 -15.0160 C
-13.7780 -14.7180 O
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19.6900
16.7590
16.3000
16.5740
16.9550
15.5930
15.1520
16.3250
15.6020
17.0690
16.8430
18.1740
18.7100
18.7750
19.7930
18.1020
18.7360
19.2890
16.8090
16.3340
16.1650
15.1830
14.5390
14.6930
13.3700
13.3290
12.1080
12.2850
11.0240
10.7890
10.1310
11.3020
12.0090
12.3480
12.3590
12.9480
12.1180
12.6910
13.1850
11.2320
10.8140
10.8640
10.3850
11.7130
10.7630
12.4240
13.1110
12.1170
11.9010
11.1620
13.2720
14.2070
13.1870
12.4200
14.1020
14.1400
15.3960
16.2070
15.6770
15.4460
13.5300
13.1340
13.6800
14.0640
13.4430
12.8610
12.7460
11.6820
13.3220
12.5910
13.0810
13.5610
12.9080
13.4490
12.2420
12.2360
11.7990

-14.7030 -16.1840 O
-13.7450 -12.8960 C
-14.9050 -12.8120 O
-12.7030 -12.1130 N
-11.7980 -12.3460 H
-12.7660 -11.0210 C
-13.7600 -10.9510 H
-12.5740 -9.6220 C
-12.7750 -8.8320 H
-13.3610 -9.4920 H
-11.2070 -9.3420 C
-10.9690 -9.7860 C
-11.7300 -10.3330 H
-9.7270 -9.5410C
-9.5230 -9.8380H
-8.8020 -8.6750C
-7.6760 -8.4700 O
-7.4610 -9.2250H
-9.0530 -8.1590 C
-8.3800 -7.4610H
-10.2500 -8.4790 C
-10.5370 -8.1340 H
-11.6960 -11.0560 C
-10.6140 -11.5970 O
-11.9240 -10.3170 N
-12.8140 -9.8410 H
-11.0600 -10.3190 C
-10.1360 -10.8700 H
-11.9200 -10.9170 C
-12.7890 -10.3030 H
-11.3090 -11.0460 H
-12.5200 -12.2700 C
-13.7790 -12.4030 C
-14.3200 -11.5310 H
-14.3720 -13.6610 C
-15.2760 -13.6780 H
-13.5780 -14.8350 C
-13.9180 -16.0110 O
-14.7350 -15.9160 H
-12.4360 -14.7260 C
-11.9390 -15.5890 H
-11.9260 -13.4620 C
-10.9590 -13.4860 H
-10.4870 -8.9380 C
-9.6670 -8.8370 O
-10.8900 -7.8620 N
-11.6300 -7.8660 H
-10.3530 -6.5530C
-9.2870 -6.6220 H
-10.7420 -6.2000 H
-10.5270 -5.5630C
-11.2900 -5.8420 O
-9.6870 -4.5890 N
-9.0310 -4.5580 H
-9.8510 -3.3870C
-10.9320 -3.2570 H
-9.1840 -3.7240C
-9.6700 -3.1820H
-9.2700 -4.7740 H
-8.1360 -3.4300 H
-9.2190 -2.1450C
-8.0310 -2.1670 O
-9.9830 -1.0630N
-10.9150 -1.1330H
-9.4120 0.2740 C
-8.5210 0.0380 H
-10.3460 1.1780C
-10.4350  0.9620 H
-11.2720 1.2040 H
-9.8140 2.6020 C
-10.6570 3.6070 C
-11.5180 3.1670 H
-10.3430 4.8700 C
-11.0420 5.4900 H
-9.1490 5.2710C
-8.8230 6.3010 H
-8.2830 4.2850C
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11.4020
11.8980
11.5050
14.8270
15.8380
14.8470
14.0040
16.0000
16.7860
16.4480
17.4780
16.4770
15.4780
17.0890
16.9560
15.5550
14.5180
15.5240
15.9530
16.9630
15.6070
15.3160
15.8540
14.7730
17.0360
17.9110
17.0600
16.0300
17.7120
17.1270
18.6470
18.0970
16.9450
17.7500
18.5040
17.3740
16.6580
17.7980
18.7490
16.7590
16.3880
15.8740
17.2650
18.0270
18.1780
18.6210
19.2960
18.3300
18.6060
18.4480
17.4930
17.1220
16.9410
16.2620
17.8460
16.9370
18.8620
19.4660
19.0430
18.5670
20.5320
20.6800
21.0400
20.9630
22.1300
20.1270
18.3970
19.1300
17.1270
16.6530
16.4590
16.6240
14.9600
14.7000
14.7870
14.3770
16.9760

-7.3310
-8.6360
-7.9730
-8.9210
-9.6420
-7.6820
-7.1260
-6.8760
-7.6190
-5.7880
-5.4650
-6.4320
-6.6440
-5.7200
-7.4110
-4.5510
-4.8800
-4.0840
-3.4110
-3.0790
-3.6950
-2.5310
-6.2400
-5.9860
-5.9620
-6.2760
-4.8290
-4.6590
-5.3450
-6.1260
-5.8450
-4.0480
-3.3750
-3.5890
-3.6560
-2.4100
-2.3730
-1.0990
-1.1890
-0.4240
-1.2140
-0.0240
0.6590
0.3560
-0.6620
1.3260
1.1230
2.6500
3.6230
3.3670
3.0190
4.0330
1.9880
2.2850
-0.0970
-0.0330
0.7660
0.7270
1.9090
1.8520
1.8740
0.8470
2.1380
2.7060
2.7000
3.4100
3.1210
3.8780
3.3700
2.8190
4.4020
4.3220
4.2230
3.1850
4.4080
4.9080
5.8960

4.6050 H
2.9330C
2.1770 H
0.8610 C
0.7370 O
1.3840 N
1.4080 H
1.7450 C
1.8810 H
0.7100 C
0.8640 H
-0.6570 C
-1.0390 H
-1.2100 H
-0.6580 H
0.7290 C
0.6570 H
1.7130 H
-0.2870 C
-0.0490 H
-1.2810 H
-0.1940 H
3.1320C
3.6370 O
3.7850 N
3.3900 H
4.7930 C
5.1080 H
6.0260 C
6.5110 H
5.7750 H
7.2380 S
7.1790 H
4.1590 C
3.1600 O
4.6780 N
5.3900 H
4.1030 C
3.5770 H
3.0850 C
2.4310 H
3.5790 H
2.1830C
1.0200 C
0.6910 H
0.1860 C
-0.6320 H
0.4480 C
-0.4040 O
-1.3160 H
1.5810C
1.6090 H
2.3930C
3.1790 H
5.3210C
6.1980 O
5.3200N
4.5110H
6.2100 C
7.1890 H
6.5480 C
6.8830 H
5.6210H
7.7330 C
8.1270 O
8.3270 0
5.5660 C
4.8480 O
5.6280 N
6.3300 H
4.9010 C
3.8270 H
5.2570 C
5.0500 H
6.3180 H
4.6430 H
5.2390C
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17.1340
17.2240
17.0520
17.7440
17.0630
17.8360
16.8620
18.4670
18.4450
19.3410
17.3310
16.3720
17.6680
17.2640
18.6270
17.7100
19.3700
19.0800
19.0910
19.3240
19.9790
19.7950
21.2780
21.5090
22.2580
21.8040
23.1460
22.6320
22.8310
21.7610
23.9790
24.0790
24.8320
24.2300
25.2480
24.1830
23.1420
22.8470
23.5370
22.4530
21.3660
22.3730
20.3320
19.6200
20.1930
19.1980
20.2610
21.2020
22.1250
21.0660
20.3650
21.9650
22.3330
23.0880
22.7200
23.4910
24.2860
24.6510
23.9130
25.3410
24.8680
25.9830
26.3910
26.9040
25.9790
27.5380
28.2990
27.2900
27.8670
21.3540
20.7570
21.5580
22.2050
21.1080
20.0820
20.9900
20.3300

6.6980
6.1090
5.4090
7.3460
8.0960
7.3470
7.2370
6.5090
8.6910
9.0350
9.7310
9.5040
10.7410
9.8360
8.6570
8.2390
7.9020
9.5750
7.5300
8.6770
6.5470
5.6700
6.7060
7.7520
5.7540
4.7630
5.6840
6.2750
7.3380
6.0450
5.5570
4.5760
6.1010
5.3920
5.0120
6.3230
4.5030
3.8280
3.8920
5.1690
6.5750
6.9890
6.0410
5.6030
5.7300
5.3250
6.6860
4.7250
4.9120
3.5630
3.5610
2.4400
2.3760
2.5030
2.8540
1.5000
3.2590
2.6300
4.1930
3.5870
3.9300
2.7380
4.6470
4.2830
5.6130
4.7610
5.2820
5.1970
3.8290
1.0510
0.7790
0.0820
0.3110
-1.3610
-1.2900
-2.0920
-1.5210

433100
6.5380 N
7.2460 H
6.9720 C
6.5690 H
8.5390 C
9.0160 H
8.8350H
9.0500 C
8.5320H
8.7590 C
9.2250 H
8.9940 H
7.6760 H
10.5800 C
10.9950 H
10.8380 H
10.9540 H
6.3070 C
5.9240 O
6.0790 N
6.5440 H
5.4720C
5.6720 H
6.1050 C
6.1200 H
5.4780 H
7.5500 C
7.4180 H
8.1630 H
7.9670 C
7.5020 H
7.5600 H
9.4520 C
9.5460 H
10.0160 H
10.0140 N
9.3240 H
10.7150 H
10.3320 H
3.9240C
3.4060 O
3.3840 N
3.9520 H
1.8920 C
1.7090 H
1.3720 H
1.5050 C
0.6850 O
2.1440 N
2.8710 H
1.9250 C
0.9010 H
2.9660 C
3.9300 H
3.1090 H
2.4380 C
1.6260 H
2.0180 H
3.4710C
43910H
3.7060 H
3.1340C
2.2440 H
2.8420 H
4.1260 N
3.7150 H
5.0030 H
4.3370 H
2.1350 C
3.1300 O
1.1700 N
0.4290 H
1.4060 C
1.7650 H
0.1450 C
-0.5090 H
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21.9200 -2.1180
20.5850 -3.5530
21.3000 -4.1540
19.6180 -3.4660
20.5560 -4.2110
21.5110 -4.0660
20.2370 -5.2260
19.5720 -3.5870
19.1130 -2.6940
19.0520 -4.2190
19.3710 -5.4620
20.1470 -5.9220
18.8500 -5.9640
18.1070 -3.6670
17.7640 -2.7480
17.8840 -4.1650
21.9060 -2.1170
23.0750 -1.8540
21.2430 -3.0560
20.2610 -3.2190
21.9450 -3.8200
22.9950 -3.5310
21.3480 -3.5560
20.3400 -3.9580
22.0580 -4.2080
23.0590 -3.8280
21.4410 -3.9270
22.0200 -5.2920
21.2080 -2.0320
22.1890 -1.5710
20.6030 -1.4660
20.7920 -1.7380
22.1990 -5.3440
23.3010 -5.8620
21.2570 -6.0460
20.3090 -5.6980
21.3910 -7.3450
22.2810 -7.2550
21.6670 -8.4820
21.5190 -9.4300
22.7060 -8.4080
20.6390 -8.5300
20.9020 -8.1900
21.8740 -7.8790
19.7730 -8.2920
19.8170 -8.0120
18.7210 -8.6360
17.3290 -8.7310
17.0220 -8.5440
16.5010 -9.2310
15.4310 -9.2990
17.0250 -9.6880
16.2660 -10.0460
18.3990 -9.5090
18.6500 -9.8210
19.2890 -8.9560
20.2190 -7.5740
19.2050 -6.8450
20.2980 -8.5980
21.0510 -9.2660
19.1920 -9.0190
18.2510 -8.6080
19.4240 -8.3810
18.5380 -8.6430
19.4220 -7.2990
20.5360 -8.7530
20.5670 -9.8360
20.1540 -8.5810
21.7800 -7.9330
22.8090 -8.4260
21.8180 -6.7010
19.1200 -10.5400
20.0820 -11.2120
17.9760 -11.0580
17.1620 -10.4600
17.6300 -12.4400
18.5310 -13.0520

-0.4230 H
0.2460 C
0.8070 H
0.7420 H
-1.1750 C
-1.6800 H
-0.9380 H
-2.0520 N
-1.9420 H
-3.0970 C
-3.4010N
-2.9470 H
-4.1060 H
-3.7540 N
-3.5140H
-4.6040 H
2.5230C
2.7040 O
3.2420 N
3.0720H
4.2400 C
4.2990 H
5.6250 C
5.5140H
6.8860 C
7.0910 H
7.7400 H
6.7820 H
5.9020 C
5.7840 H
5.1940 H
6.8650 H
3.9440 C
4.0620 O
3.3640 N
3.3760 H
2.6940 C
2.0710 H
3.7390 C
3.2220 H
4.0600 H
4.8890 C
6.1860 C
6.5380 H
6.9560 N
7.9250 H
6.2330C
6.5330C
7.5520H
5.5520C
5.6840 H
4.3100 C
3.6300 H
4.0010 C
2.9990 H
49550 C
1.7850 C
1.8960 O
0.8990 N
0.8250 H
0.0470 C
0.4150 H
-1.3400 C
-1.9190 H
-1.2100 H
-2.3910C
-2.2750H
-3.3970 H
-2.0750 C
-1.5840 O
-2.4080 O
0.0100 C
0.3470 O
-0.4070 N
-0.4040 H
-0.7120 C
-0.7580 H
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16.6960 -12.9940 0.3460 C
15.8340 -12.3560 0.5390 H
16.1040 -14.3870 -0.0610 C
15.8310 -15.0240 0.7810H
15.1950 -14.2260 -0.6420 H
16.7720 -14.9540 -0.7090 H
17.4360 -13.2380 1.6860 C
17.9590 -14.1930 1.6300 H
18.1620 -12.4620 1.9280 H
16.5070 -13.2440 2.9490 C
15.5420 -13.7280 2.7990 H
17.0870 -13.7350 3.7300 H
16.3660 -12.2160 3.2830 H
17.0180 -12.5440 -2.1050 C
15.8180 -12.3610 -2.2080 O
17.7920 -12.8140 -3.1390 N
18.7670 -12.8480 -2.8750 H
17.3170 -12.8630 -4.5340 C
16.7250 -11.9880 -4.8030 H
18.5020 -13.0750 -5.4850 C
18.9680 -13.9770 -5.0880 H
18.2910 -13.2930 -6.5320 H
19.4620 -11.9440 -5.7110C
20.5620 -11.9780 -6.5600 N
21.1080 -10.7720 -6.5300 C
22.0180 -10.4290 -7.0000 H
20.3670 -9.9640 -5.7400 N
20.4200 -8.9600 -5.6450 H
19.3940 -10.6450 -5.1880 C
18.5680 -10.1940 -4.6570 H
16.3160 -14.0300 -4.6650 C
16.6630 -15.1920 -4.2620 O
15.0810 -13.7940 -5.0860 N
14.8520 -12.8330 -5.2980 H
14.0540 -14.7700 -5.3700 C
14.3000 -15.7270 -4.9110H
12.7900 -14.1650 -4.8320 C
12.6180 -13.2390 -5.3810 H
12.0500 -14.9160 -5.1080 H
12.4500 -13.7800 -3.3520 C
13.0720 -12.9530 -3.0100 H
11.4140 -13.4430 -3.3500 H
12.4270 -15.0100 -2.4870 C
13.1090 -16.0350 -2.7340 O
11.5720 -15.1100 -1.5810 0
13.8370 -14.9750 -6.8950 C
13.8830 -14.0850 -7.7710 O
13.2860 -16.1730 -7.2210 N
13.2630 -16.8490 -6.4720 H
12.7230 -16.6510 -8.5210C
13.4100 -16.4400 -9.3400 H
12.6360 -18.1970 -8.4560 C
12.0090 -18.4350 -7.5970 H
12.2480 -18.6070 -9.3890 H
13.9170 -18.8500 -8.1690 C
15.0330 -18.6910 -9.0180 N
16.0730 -18.9960 -8.1850 C
17.1150 -18.8620 -8.4330 H
15.6500 -19.3900 -6.9340 N
16.2340 -19.7270 -6.1820 H
14.2680 -19.1820 -6.9400 C
13.7190 -19.2950 -6.0170 H
11.4020 -16.0300 -8.8440 C
10.8780 -16.1560 -9.9490 O
10.7660 -15.3790 -7.8750 N
11.1190 -15.3330 -6.9290 H
9.3560 -14.9100 -7.9820 C
9.2740 -14.6350 -9.0340 H
8.3780 -16.0850 -7.6760 C
8.5260 -16.3020 -6.6180 H
7.3430 -15.8370 -7.9110 H
8.5760 -17.3110 -8.5340C
8.1460 -17.1410 -9.8850C
7.7010 -16.2220 -10.2380 H
8.2050 -18.2290 -10.7620 C
7.9950 -18.0730 -11.8100 H
8.6290 -19.5310 -10.3320 C

SRR R R e - == R= R R R R R R R R R R R R R R R R R R R R R R R R R R R R R s W R R R R R R i N N R R = I i R I R R



8.6610 -20.2710
8.8850 -19.6960
9.2510 -20.5950
8.9080 -18.5460
9.1010 -18.5990
9.0800 -13.5750
9.6940 -13.4050
8.1800 -12.7760
7.4020 -12.8670
6.6070 -13.6090
7.9290 -13.1810
6.8560 -11.4340
5.8500 -11.4070
7.5350 -10.7840
6.7620 -10.8230
5.7920 -10.8850
6.9030 -9.7440
7.8570 -11.4990
8.7310 -10.8500
7.4240 -11.4850
6.5970 -12.2730
7.8670 -10.6630
8.3410 -9.8640
7.5980 -10.5810
7.4310 -11.5900
8.8470 -10.0410
8.8170 -8.9660
8.9350 -10.4000
8.0550 -9.9500
8.7980 -11.4670
9.8030 -10.0050
10.1670 -10.5220
11.0320 -10.0410
10.3030 -11.5730
10.3830 -10.3030
6.3660 -9.7910
6.4060 -8.7380
5.2470 -10.2460
5.3350 -11.0550
3.9620 -9.4920
4.3120 -8.4800
3.0760 -9.8930
3.7090 -10.4610
2.3660 -10.6030
24110 -8.8230
1.2290 -8.3730
0.6060 -8.7800
0.8930 -7.3110
-0.0000 -6.8400
2.0250 -6.9030
2.2430 -5.9150
1.4730 -5.1770
3.4860 -5.9460
3.7090 -5.3610
4.4580 -6.8440
5.4110 -6.7680
4.2260 -7.8610
4.9480 -8.6310
2.9800 -7.8900
3.2800 -9.3240
2.1290 -9.0440
4.0300 -9.6100
5.0370 -9.5910
3.5670 -9.8960
2.5020 -9.6620
3.6710 -11.4120
3.1110 -11.9760
4.7390 -11.5270
3.2850 -11.7180
2.3340 -11.7430
4.3290 -9.0440
5.5370 -9.1780
3.6020 -8.2340
2.6280 -8.0970
4.3280 -7.3010
5.1210 -6.9020
3.6600 -6.5000

-11.1180 H
-8.9550 C
-8.4820 H
-8.0470 C
-6.9860 H
-7.2100 C
-6.1500 O
-7.6620 N
-8.9830 C
-8.9120 H
-9.8840 H
-9.1500 C
-9.5690 H
-9.7020 H
-7.7960 C
-7.3030 H
-7.8700 H
-6.9280 C
-6.9830 H
-5.4680 C
-5.0490 O
-4.6070 N
-5.0050 H
-3.1910 C
-2.8130 H
-2.4640 C
-2.6400 H
-0.9870 C
-0.5270 H
-0.8100 H
-0.4600 H
-2.9440 C
-2.4860 H
-2.6910 H
-3.9900 H
-2.7860 C
-2.2060 O
-3.2800 N
-3.8780 H
-3.3240 C
-3.5270 H
-4.4330 C
-5.1150 H
-4.0090 H
-5.2710 C
-5.0730 C
-4.2900 H
-5.9310 N
-5.9280 H
-6.5480 C
-7.4790 C
-7.6480 H
-8.1530 C
-9.0330 H
-7.7300 C
-8.2320 H
-6.7620 C
-6.5300 H
-6.2000 C
-1.9310 C
-1.8550 0
-0.9020 N
-0.9860 H
0.4970 C
0.5070 H
0.8330C
0.0870 H
0.6490 H
2.1300 O
2.2640 H
1.5750 C
1.61200
24190 N
2.1870 H
3.2370C
2.6050 H
3.5550 H
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4.9440
4.2510
6.2730
7.2350
6.9380
7.5710
8.3690
8.0710
9.3090
8.4670
9.0360
8.9250
6.9500
6.6660
6.4940
6.3190
6.4640
6.6830
6.1320
5.8740
4.8780
4.0580
4.8590
3.9030
5.0280
5.6030
4.7160
5.5350
4.8080
3.7890
7.3330
8.0240
7.7090
7.1360
9.0420
9.6990
9.8120
9.2880
11.1980
11.1050
11.7900
11.6190
9.9480
10.3890
10.5820
9.0240
8.8220
7.9960
9.6380
10.2250
9.5070
8.5880
9.3790
9.1620
8.2110
8.6110
7.9430
7.3720
10.6370
10.7890
10.6150
11.7500
10.2780
9.3180
11.3110
11.8770
10.6990
10.1180
11.4990
9.9760
12.2700
13.4760
11.9370
10.9440
12.7740
13.4140
12.1120

-7.9330
-8.6690
-7.8840
-6.9430
-5.8960
-7.3000
-6.9550
-6.2840
-6.6640
-8.3950
-8.4550
-8.9820
-8.6550
-9.7070
-8.0960
-6.8860
-9.0330
-9.9670
-8.8520
-7.8030
-9.6690
-9.2030
-11.1670
-11.5980
-11.4360
-11.6310
-9.5310
-9.9890
-8.4820
-9.9610
-9.1860
-10.1610
-8.3240
-7.4910
-8.2720
-9.1150
-6.9710
-6.0940
-6.8160
-6.7440
-7.6890
-5.8320
-6.8590
-5.8810
-7.6190
-6.8190
-8.3480
-7.7270
-9.1040
-9.6960
-9.4020
-9.0370
-10.9710
-11.1620
-11.5540
-11.8120
-12.5060
-10.8600
-11.4770
-11.1590
-8.9180
-8.7380
-8.7410
-8.7410
-8.5730
-7.7110
-8.3210
-9.1740
-8.0910

4.5460 C
5.22300
47750 N
4.1130 C
4.0430 H
3.1390 H
5.0950 C
59010 H
4.6270 H
5.6730C
6.6010 H
4.8770 H
5.8580 C
5.8190 H
7.2520C
7.4880 O
8.1850 N
7.8690 H
9.5820C
9.7280 H
10.0540 C
9.5080 H
9.7630 C
10.0570 H
8.7200 H
104110 H
11.5180 C
12.0730 H
11.7970 H
11.8990 H
10.5070 C
10.2860 O
11.5060 N
11.5000 H
12.1390 C
11.9270 H
11.7670 C
12.1460 H
12.4500 C
13.5340 H
12.1750 H
12.2470 H
10.2010 C
10.0110 H
9.7460 H
9.6240 H
13.6310 C
14.1840 O
14.3380 N
13.7680 H
15.8000 C
16.2590 H
15.9400 C
16.9910 H
15.1020 C
14.1220 H
15.5610 H
15.1540 H
15.6230 O
14.7300 H
16.8230 C
16.4640 O
18.0970 N
18.4090 H
19.1690 C
18.8140 H
20.5820 C
20.9340 H
21.2860 H

-7.5210 20.4260 H

-9.8250
-9.7700
-11.0660
-11.2140
-12.2670
-12.3590
-13.1090

19.2370 C
19.5230 O
18.8700 N
18.7640 H
18.7700 C
19.6470 H
18.5680 H
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13.8070 -12.2580
14.2990 -13.2830
14.1040 -11.0980
13.6450 -10.3090
15.1130 -10.8940
15.3190 -9.8350
16.0390 -11.3960
14.7420 -11.6160
15.6570 -11.8010
13.4710 -11.9450
12.8870 -11.7330
12.9610 -12.7280
13.8250 -12.9230
12.3350 -14.0510
13.0620 -14.4760
11.5540 -13.8360
11.7730 -15.0990
11.1620 -14.5740
12.8180 -15.9160
12.5280 -16.8360
13.2470 -15.2270
13.6410 -16.1870
10.7640 -16.1290
10.1100 -15.5190
10.1910 -16.6830
11.2300 -16.8620
11.9680 -11.8630
11.1910 -11.0530
11.9280 -12.0690
12.6400 -12.6490
10.8630 -11.6470
10.0790 -11.3980
11.3570 -10.3920
10.5410 -9.9990
11.6800 -9.5850
12.1250 -10.6540
10.2990 -12.8040
11.0530 -13.7120
8.9770 -12.8140
8.4350 -12.0490
8.2370 -13.6030
8.8920 -14.4160
6.9620 -14.3290
6.2600 -13.5390
6.5530 -14.8150
7.0690 -15.3030
7.2830 -14.8170
7.3540 -13.7560
7.4260 -15.7130
7.5340 -15.1950
7.4770 -17.1060
7.7280 -17.8760
7.2060 -17.5890
7.0740 -18.6410
6.9880 -16.6970
6.8410 -17.0910
7.9330 -12.7740
7.7020 -11.5260
7.7920 -13.4160
7.7900 -14.4250
7.2720 -12.8000
6.4160 -12.1720
8.2900 -11.9440
7.7900 -11.3080
8.7250 -11.2990
9.3950 -12.6250
10.4270 -13.4220
10.4480 -13.5630
11.3330 -14.2140
11.9760 -14.8570
11.2910 -14.1190
12.2550 -14.7530
11.9240 -14.7600
10.4130 -13.2610
10.3040 -13.2410
9.4630 -12.5160
8.7180 -11.9360

17.6380 C
17.1800 O
17.0790 N
17.5110 H
16.0230 C
15.8670 H
16.3030 H
14.6830 C
13.9060 O
14.5090 N
15.3060 H
13.3800 C
12.7440 H
13.9830 C
14.6750 H
14.7130 H
12.9960 C
12.2610 H
12.2510C
11.7440 H
11.5230 H
129120 H
13.6610 C
14.2840 H
129170 H
14.3190 H
12.5330 C
13.1090 O
11.1780 N
10.7570 H
10.3600 C
11.0750 H
9.5460 C
8.9390 H
10.2030 H
8.8180 H
9.5300C
9.0550 O
9.3340 N
9.7090 H
8.2830C
7.9720 H
8.8070 C
9.0750 H
7.9210 H
9.9010 C
11.1950 C
11.3860 H
12.2530C
13.1950 H
12.0560 C
12.7700 H
10.7590 C
10.5520 H
9.6970 C
8.7030 H
7.0310 C
7.0870 O
59110 N
5.8700 H
4.6710C
49180 H
3.9420C
3.2120H
4.7050 H
3.2390C
3.8630C
49340 H
3.0960 C
3.6780 H
1.7060 C
0.9610 O
0.0600 H
1.0040 C
-0.0710 H
1.7800 C
1.2570 H
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6.7390 -13.9180
6.8210 -15.1280
6.4360 -13.5490
6.4570 -12.5770
5.9890 -14.4960
6.5440 -15.4160
4.9120 -14.6590
6.2090 -14.0990
6.6590 -13.0010
5.8950 -14.9600
5.5400 -15.8130
6.0460 -14.8150
6.2790 -13.7620
7.3720 -15.4390
7.3390 -15.3110
8.7030 -14.7040
9.5780 -15.2530
8.7440 -13.6570
8.8250 -14.8280
7.4250 -16.8590
7.2200 -17.3020
4.8680 -15.2630
4.0930 -16.1150
4.7580 -14.5230
5.3780 -13.7310
3.8090 -14.7570
2.8620 -14.4190
4.0600 -13.7800
4.0710 -12.7940
4.9570 -14.0540
2.8490 -13.7490
2.7380 -14.7520
1.9950 -13.5580
2.8670 -12.6140
2.0470 -11.2120
0.9860 -11.4280
2.4080 -11.1500
2.2230 -10.3240
3.6510 -16.2070
2.5160 -16.5150
4.6430 -17.1120
5.5620 -16.7080
4.5720 -18.5580
3.9100 -18.4950
5.9610 -19.0450
5.9520 -20.0300
6.4020 -18.3590
7.0250 -19.1830
6.9740 -18.4490
7.8560 -20.0990
3.8900 -19.4220
3.7890 -20.6480
3.6060 -18.8340
3.5850 -17.8240
2.8150 -19.5360
2.2240 -18.8150
2.1450 -20.1620
3.6800 -20.3410
3.4400 -21.5360
4.6240 -19.6540
4.6120 -18.6500
5.4380 -20.1450
5.1060 -21.0880
6.8950 -20.2260
7.0810 -19.4320
7.5910 -20.0800
7.2990 -21.5630
7.1620 -21.8380
6.7660 -21.1070
7.7430 -23.0230
7.7770 -23.3840
8.2710 -23.6750
8.9760 -24.7990
9.1690 -25.4880
9.4030 -25.1530
9.8950 -26.1090
9.0920 -24.3570

3.7140 C
3.9850 0
2.4950 N
22210H
1.4410 C
1.6260 H
1.4620 H
0.0130C
-0.2810 O
-0.8910 N
-0.4810 H
-2.3350 C
-2.4920 H
-2.9250 C
-4.0070 H
-2.4610 C
-2.8090 H
-2.7610 H
-1.3850 H
-2.6260 O
-3.4520H
-3.2260 C
-2.8990 O
-4.3720 N
-4.4620 H
-5.4590 C
-5.0380 H
-6.6350 C
-6.1700 H
-7.1900 H
-7.6110 C
-8.0240 H
-6.9620 H
-8.9020 S
-7.9430 C
-7.8230 H
-6.9160 H
-8.5500 H
-5.9210C
-6.3420 O
-5.8040 N
-5.6920 H
-6.1940 C
-7.0580 H
-6.5520 C
-7.0170 H
-7.2760 H
-5.4620 C
-4.4630 O
-5.5160 O
-5.0810 C
-5.1740 O
-3.8500 N
-3.8470 H
-2.8810C
-2.3180 H
-3.4700 H
-1.8640 C
-1.7350 O
-1.2470 N
-1.3600 H
-0.1100 C
0.3240 H
-0.5600 C
-1.2830 H
0.2660 H
-1.1660 C
-2.5200 C
-3.2090 H
-2.8860 N
-3.8290 H
-1.7420 C
-1.5760 C
-2.3850 H
-0.2930 C
-0.1880 H
0.7980 C
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9.2570
8.3970
8.0190
7.9640
5.3780
5.6150
5.1820
5.1710
5.4010
5.3100
4.3210
3.3550
4.3320
4.2560
4.5930
4.8220
4.4040
4.6970
4.1060
4.0940
3.9270
3.6570
3.8930
3.5590
6.8410
7.3270
7.4900
7.0000
8.9420
9.3870
9.5450
9.2140
10.6020
9.2660
9.2760
8.2670
10.2290
10.1210
11.2480
9.8040
9.6890
8.8660
10.7860
11.6720
10.4640
10.8490
9.4600
8.7700
10.5840
10.9580
11.0670
10.7450
10.4360
10.5740
10.7420
9.3730
12.6150
13.3330
13.1180
12.4380
14.4790
15.1060
14.3830
13.5640
15.7020
15.8930
16.5440
15.6960
13.9920
14.7470
12.9780
14.1130
15.0310
14.3190
16.2330
16.7720
16.9320

-24.7400
-23.1010
-22.5590
-22.6900
-19.0520
-17.8450
-19.5180
-20.5180
-18.7510
-17.6810
-19.1050
-19.0860
-20.1600
-18.2820
-16.9230
-16.2990
-16.2080
-15.1720
-16.8420
-16.2960
-18.2290
-18.6300
-18.9380
-19.9620
-19.1470
-20.1810
-18.2270
-17.3520
-18.2130
-19.2010
-17.5770
-16.5390
-17.4220
-18.2420
-19.3320
-17.9500
-17.6320
-16.5490
-17.9660
-18.0910
-19.1750
-17.6230
-17.8390
-18.2480
-18.3060
-16.8510
-17.2760
-16.3160
-17.5230
-18.4580
-16.7640
-15.7220
-17.3840
-18.4650
-16.9950
-17.1450
-16.6970
-17.6510
-15.5930
-14.8980
-15.0410
-15.8670
-13.9150
-13.2510
-13.1120
-12.4240
-13.8000
-12.5750
-14.5080
-15.2570
-14.9030
-13.7270
-14.4030
-13.6430
-14.7770
-15.4010
-13.9840

1.7940 H
0.6440 C
1.4980 H
-0.6400 C
1.0430 C
0.7800 O
22970 N
2.4400 H
3.4450 C
3.2560 H
4.4090 C
3.9050 H
4.6800 H
5.6550C
5.6440 C
4.7930 H
6.7950 C
6.7140 H
7.9710 C
8.9030 H
7.9910 C
8.9570 H
6.8420 C
6.7550 H
3.9240C
3.57100
4.6350 N
4.7560 H
4.7700 C
4.8870 H
3.4380C
3.4730H
3.6560 H
2.0290 C
2.0220 H
1.7050 H
09110C
0.8600 H
1.1020 H
-0.4880 C
-0.4620 H
-0.7890 H
-1.5720 N
-1.3120H
-2.4080 H
-1.7740 H
5.9250C
6.1870 O
6.5700 N
6.4810 H
7.7760 C
7.7690 H
8.9960 C
9.0020 H
9.9680 H
8.9480 H
7.7740 C
7.4260 O
83410 N
8.6130H
8.0960 C
7.7610 H
6.9540 C
7.2300 H
6.8300 C
7.6540 H
6.7560 H
5.8820 H
5.6410 C
5.4020 H
5.5820 H
4.8900 H
9.3940 C
10.0390 O
9.6860 N
9.1020 H
10.6770 C
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16.3900
18.2020
17.8930
18.6810
19.3120
20.5030
18.9630
17.2200
17.9360
16.7080
16.3700
16.7590
16.4290
15.7370
15.5200
14.3530
13.5510
14.0270
14.4060
16.2040
16.8670
16.7650
15.0630
14.4330
14.3710
15.5240
18.1440
18.3980
19.0980
18.7400
20.4760
20.6310
20.8480
20.2740
20.9150
22.2820
23.0970
22.3010
22.7250
22.9390
23.7400
21.8780
20.8420
22.1560
21.8520
21.6060
21.3420
22.7610
21.3900
22.1500
21.2320
20.7110
22.1190
22.8760
22.8720
23.5800
23.5450
22.8680
23.9120
24.4390
21.9260
21.2890
21.4550
22.1780
20.1230
19.6590
19.3830
18.3700
19.9670
19.3720
19.5770
19.1720
19.0560
19.0740
19.2010
20.2980
20.4660

-13.8590
-14.7600
-15.5440
-15.0520
-13.8490
-13.9430
-12.9680
-12.5270
-12.3290
-11.5090
-11.6210
-10.1470
-10.1320
-9.3130
-8.4670
-10.0190
-9.3540
-10.3850
-10.7800
-8.6250
-9.3170
-7.7190
-8.2010
-7.4580
-8.9600
-7.8100
-9.4990
-8.4160
-10.1700
-11.0170
-9.8220
-8.7430
-10.2080
-9.6910
-11.2910
-9.7360
-9.9410
-8.6460
-10.2110
-11.2800
-9.8260
-9.8080
-10.1450
-10.3550
-8.3260
-7.8850
-8.1830
-7.9090
-10.2710
-9.4600
-11.5560
-12.2180
-12.0580
-11.3320
-13.3590
-13.6150
-13.2500
-12.8410
-14.2170
-12.6300
-14.4060
-14.2660
-12.2280
-12.3030
-12.0340
-11.9590
-12.0320
-11.6830
-11.4580
-13.4340
-13.5310
-14.4930
-14.3360
-15.9060
-16.0060
-16.5890
-16.3360

11.6150 H
10.9130 C
11.6040 H
9.9780 H
11.5000 C
11.1700 O
12.3490 O
10.1550 C
9.1620 O
10.8220 N
11.7670 H
10.3520 C
9.3140 H
11.1180 C
10.4660 H
11.1280 C
11.4490 H
10.1550 H
11.9060 H
12.4210 C
12.9400 H
12.1930 H
13.3680 C
12.8790 H
13.7300 H
14.2750 H
10.4330 C
9.9480 O
11.1170 N
11.5350 H
11.2940 C
11.2800 H
12.7070 C
13.4750 H
12.8010 H
12.9730 C
12.2790 H
12.9980 H
14.3890 C
14.3800 H
14.4920 H
15.6740 C
15.6660 H
16.5760 H
15.8050 N
14.9300 H
16.6650 H
15.9440 H
10.1860 C
9.6480 O
9.6890 N
10.2460 H
8.6280 C
8.3330H
8.9980 C
8.2100 H
10.3670 C
11.1170 H
10.7100 H
10.2900 H
8.9970 O
9.7010 H
7.3190 C
6.2890 O
7.2800 N
8.1740 H
6.0300 C
6.2280 H
53110H
5.3590 C
4.1800 O
6.0950 N
7.0860 H
5.7240 C
4.6460 H
6.4230 C
7.4690 H
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20.1250 -17.6610
21.5650 -16.3000
21.4050 -16.7710
21.6330 -15.2140
22.7560 -16.8510
22.8010 -16.3620
22.6930 -17.9300
23.9440 -16.6000
23.8600 -17.2030
23.9690 -15.5540
25.1850 -17.0060
25.1380 -17.9760
26.0440 -16.8310
25.2680 -16.5100
17.7840 -16.6490
17.3730 -16.5330
17.2600 -17.4380
17.6270 -17.5440
16.0430 -18.1900
15.3550 -17.5980
15.1050 -18.4230
15.7920 -18.4290
14.3420 -19.8300
13.5210 -19.8340
13.9160 -19.9620
15.0180 -20.6140
14.1180 -17.3330
13.3000 -17.6480
13.7120 -16.8130
14.7040 -16.6000
16.2630 -19.4560
17.0820 -20.3740
15.6600 -19.4080
15.1250 -18.6030
15.5970 -20.3570
16.5480 -20.8750
15.3500 -19.6450
14.4140 -19.1100
15.2590 -20.3560
16.2860 -18.4860
16.1260 -17.5110
16.0900 -18.1660
16.3600 -19.0920
16.7200 -17.3620
15.0820 -17.8040
17.8410 -18.8300
18.0650 -19.2770
18.4410 -17.9250
18.1360 -19.5300
14.5740 -21.4840
14.9600 -22.6940
13.3430 -21.0320
13.1480 -20.0420
12.1490 -21.8550
12.3280 -22.9310
11.3150 -21.5840
11.9080 -21.9180
11.1920 -20.5140
10.0120 -22.1960
9.7820 -23.2810
10.5200 -23.7490
8.4770 -23.7770
8.0760 -24.5040
7.7530 -22.9570
6.4470 -22.9610
5.8590 -23.8260
6.0150 -21.9650
5.0410 -22.0600
6.9220 -20.9440
6.6330 -20.0840
8.2340 -20.9450
8.9230 -20.1550
8.6950 -22.0180
11.3950 -21.4060
11.1280 -20.2000
10.9610 -22.3270
11.3820 -23.2420

6.3270 H
5.6270 C
4.6570 H
5.5700 H
6.3710 C
7.3440 H
6.5130 H
5.5010C
4.5970 H
5.1950 H
6.3080 N
6.5850 H
5.8070 H
7.1840 H
6.1590 C
7.28200
52140 N
4.2780 H
5.4740 C
6.0770 H
4.1970 C
33510 H
4.1390 C
4.8570 H
3.1450 H
4.4820 H
3.8110C
3.1640 H
4.6790 H
32570 H
6.3610 C
6.2000 O
7.5500 N
7.8430 H
8.6590 C
8.7820 H
10.0590 C
9.8960 H
10.8800 H
10.4880 C
10.0270 H
12.0450 C
12.5540 H
12.4250 H
12.2450 H
10.3820 C
9.4140 H
10.4790 H
11.1640 H
8.3460 C
8.4020 O
8.0230N
7.9680 H
7.8550 C
7.8430 H
9.1240 C
9.9760 H
9.2890 H
9.2400 C
10.0050 C
10.6400 H
9.8770 N
10.4510 H
9.0770 C
8.6010 C
8.8670 H
7.7070 C
7.2500 H
7.3360 C
6.7500 H
7.8420 C
7.5840 H
8.5870C
6.6310 C
6.5320 0
5.7720 N
5.8450H
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9.8930
9.2590
10.5110
9.6870
11.0280
11.3880
12.3120
10.8730
11.6710
11.0870
12.6880
12.9340
13.1910
8.9950
9.3180
7.8410
7.5740
6.7520
7.1290
5.8810
6.5050
5.6380
4.4850
3.8610
4.6200
3.6330
4.0220
2.4310
1.7190
2.3040
5.9030
5.6690
5.4980
5.8250
4.8200
5.1190
5.2110
6.2700
5.0590
4.4010
4.6330
3.3200
4.7810
5.0380
5.6340
3.7280
3.1600
3.0430
4.2350
3.7840
5.2340
3.7680
3.2900
2.7740
2.5730
3.0600
1.1030
0.7670
0.6700
0.9130
-0.4000
1.4440
2.5000
0.7450
1.0660
1.0490
-0.3450
1.3510
1.6540
0.2920
1.9480
0.4850
1.1780
-0.8260
-1.2510
-1.6830
-1.1110

-22.0270
-21.2450
-21.3580
-21.0060
-20.4220
-22.2490
-22.3700
-23.2090
-21.8020
-20.9010
-22.4080
-22.1450
-23.1510
-23.3070
-24.4430
-23.1020
-22.1420
-24.1550
-25.1440
-24.3430
-24.8530
-23.4030
-24.9410
-24.2050
-25.7610
-25.4690
-25.2780
-25.8290
-25.9280
-25.9400
-23.6560
-22.4360
-24.6580
-25.5550
-24.4200
-23.4680
-25.5500
-25.4270
-26.5220
-25.5000
-26.4650
-25.5180
-24.3400
-23.4550
-24.7060
-24.1210
-25.0220
-23.3310
-23.4370
-22.5330
-23.4270
-23.7230
-24.4100
-25.3130
-23.4510
-22.8660
-23.4090
-24.1150
-22.0150
-21.2370
-22.0450
-21.6500
-21.4730
-20.3900
-20.1070
-19.5710
-20.3940
-22.5740
-22.1540
-22.8220
-23.4760
-23.6950
-23.6820
-23.9600
-23.9830
-24.3030
-24.9390

4.8970 C
5.3150H
3.6180C
2.9980 H
3.8330 H
2.7600 C
3.3240 H
2.7370 H
1.3610 C
0.7380 O
0.7880 N
-0.1550 H
1.2530 H
4.7030 C
5.0950 O
4.1480 N
3.9810H
3.8750C
3.6150H
5.0740 C
5.8080 H
5.5690 H
4.7370 C
4.2290 H
4.0320 H
5.9470 C
7.0460 O
5.6850 N
6.3940 H
4.6890 H
2.6440 C
2.4460 O
1.7870 N
2.1160 H
0.4980 C
0.0590 H
-0.4900 C
-0.7150 H
-0.0210 H
-1.8150 C
-2.2670 H
-1.6810 H
-2.7690 C
-2.1870 H
-3.3400 H
-3.8400 C
-4.0720 H
-3.5330 H
-5.0890 N
-5.0770 H
-5.2330 H
-5.9380 H
0.7710 C
1.4810 O
0.2290 N
-0.4350 H
0.3130C
1.0730 H
0.9300 C
0.2060 H
1.1380 H
2.1910C
1.9890 H
2.6680 C
3.6710H
2.0170 H
2.6640 H
3.3560 C
43150 H
3.4210H
3.2200H
-1.1010 C
-2.17100
-1.0530 N
-0.1370 H
-2.1730C
-2.8470 H
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-2.5490 -24.8550
-2.2430 -23.0880
-2.9670 -23.1690
-1.8660 -21.8430
-1.4580 -21.5590
-1.8350 -20.7150
-1.7160 -21.1360
-3.2430 -20.1010
-3.9210 -20.9410
-3.4560 -19.5640
-3.3200 -19.2120
-3.2840 -19.6790
-0.8000 -19.6100
-0.3030 -19.4280
-0.4490 -18.7940
-0.8400 -19.1540
0.4300 -17.7110
1.4620 -18.0390
0.3330 -17.2630
0.1000 -16.6980
-1.0340 -16.3550
1.0860 -16.2940
2.0320 -16.6020
0.8460 -15.2380
-0.1900 -15.3090
1.7770 -15.3120
2.8070 -15.2720
1.5950 -14.2380
2.4900 -14.1230
1.4570 -13.2440
0.7140 -14.4260
1.5770 -16.6280
0.5690 -16.6920
1.5700 -17.4390
2.6470 -17.0550
3.6560 -16.7300
2.3270 -16.6820
2.6390 -18.1410
1.0780 -13.8370
2.1590 -13.4980
-0.0130 -13.1240
-0.9080 -13.4390
-0.0070 -11.7450
1.0120 -11.3590
-0.7380 -11.6200
-0.6350 -10.5730
-0.3210 -12.5120
-0.4410 -13.5390
-0.8710 -12.4250
0.7480 -12.3980
-2.2440 -11.8600
-2.3740 -12.9200
-2.5480 -11.8180
-3.1060 -10.9020
-3.1610 -9.9660
-2.8790 -10.7840
-4.1010 -11.3340
-0.5950 -10.7650
-0.8290 -9.5760
-0.9180 -11.3220
-0.7100 -12.3050
-1.3790 -10.5550
-1.9260 -9.6340
-2.1220 -11.2400
-0.3360 -10.4270
0.6520 -11.1730
-0.6190 -9.6690
-1.5820 -9.3690
0.3140 -9.4830
1.2330 -9.7540
0.4370 -8.0250
1.4230 -8.0090
0.3560 -7.3710
-0.5140 -7.5870
-0.2200 -7.8670
-1.4620 -6.7930
-2.1830 -6.7150

-1.8080 H
-2.9910 C
-3.9780 O
-2.5890 N
-1.7090 H
-3.5870 C
-4.5850 H
-3.7850 C
-3.9390 H
-2.8610 H
-4.8220 O
-5.6600 H
-3.2230C
-2.1000 O
-4.3080 N
-5.1670 H
-4.2930 C
-4.1720 H
-5.2820 H
-3.1140 C
-2.8690 O
-2.3560 N
-2.5310H
-1.3840 C
-1.0530 H
-0.1010 C
-0.4560 H
0.9980 C
1.6110 H
0.5730 H
1.6120 H
0.6180 C
1.0270 H
-0.1100 H
1.6530 C
1.3990 H
2.6270 H
1.5670 H
-1.9820 C
-2.4080 O
-1.9270 N
-1.5810H
-2.3390 C
-2.3760 H
-3.6380 C
-3.9250 H
-4.8050 C
-4.4600 H
-5.7420 H
-4.9850 H
-3.4780 C
-3.6960 H
-2.4320H
-4.2910 C
-3.7350 H
-5.3500 H
-4.1860 H
-1.2550 C
-1.5190 O
-0.1050 N
-0.0060 H
1.1010 C
0.9000 H
1.5110 H
2.1880 C
2.0990 O
33190 N
3.3820H
4.3840 C
3.8640 H
4.7930 C
52570 H
3.9250 H
5.8860 C
7.0700 O
5.5210N
6.2230H
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-1.5400 -6.6300
0.1360 -10.4200
-0.9100 -10.6880
1.2390 -11.0920
2.3770 -11.3870
2.8800 -10.4820
2.0170 -11.9750
3.4120 -12.1400
4.1620 -11.4170
4.0440 -12.8940
2.5480 -12.7580
3.0720 -12.9440
2.3830 -13.7420
1.3190 -11.9090
0.4340 -12.5460
1.3460 -11.0700
1.9030 -9.9490
1.1060 -11.7070
1.0700 -12.7160
0.7860 -11.0130
1.3240 -10.0650
-0.7130 -10.5690
-0.6540 -9.9440
-1.2910 -9.6390
-0.5500 -8.8750
-1.4050 -10.2480
-2.2040 -9.1910
-1.5510 -11.7070
-1.8510 -12.1870
-1.0640 -12.4040
-2.8250 -11.2300
-2.6770 -11.3090
-3.0720 -10.1940
-3.6170 -11.8920
1.3810 -11.7520
1.6160 -12.9200
1.5550 -11.1790
1.4100 -10.1860
1.6240 -12.0400
1.3460 -13.0730
3.1240 -12.0580
3.7440 -12.3260
3.6770 -10.5970
4.6000 -10.8090
3.7000 -10.0670
2.9580 -10.1590
3.2930 -12.8130
2.8820 -13.6800
0.6390 -11.5610
0.1560 -10.4010
0.3500 -12.4670
0.7840 -13.3780
-0.6260 -12.1480
-0.4950 -11.1350
-2.1190 -12.2950
-2.7610 -11.9460
-2.2070 -11.6900
-2.5600 -13.7210
-2.4260 -14.0710
-1.8150 -13.4760
-2.8490 -15.2830
-2.7130 -15.6030
-3.5430 -16.1830
-3.8720 -17.1130
-3.7600 -15.7860
-4.2590 -16.4650
-3.1960 -14.5980
-3.4800 -14.2940
-0.3950 -13.0270
0.3220 -14.0510
-0.9370 -12.6630
-1.5200 -11.8390
-0.9510 -13.5230
-0.4990 -14.4680
-0.4080 -12.9920
-0.9180 -12.0420
-0.5530 -13.7570

4.5270 H
5.5960 C
6.1150 0
6.0780 N
5.2560 C
49130 H
44120 H
6.0560 C
6.3770 H
5.5870 H
7.0530C
7.9910 H
6.6140 H
7.3050 C
7.2700 H
8.5660 C
8.5500 O
9.6780 N
9.6770 H
10.9450 C
10.9390 H
11.2410C
12.1320 H
10.1500 C
9.9160 H
9.2530H
10.5420 H
11.6520 C
10.7210 H
12.3340 H
12.2550 C
13.3320 H
12.0240 H
11.9050 H
12.1400 C
11.9940 O
13.3260 N
13.4430 H
14.5660 C
143570 H
15.0740 C
142190 H
15.3990 C
15.9400 H
14.4470 H
16.0910 H
16.2830 O
16.2490 H
15.6130C
15.6320 0
16.5530 N
16.6080 H
17.5630 C
17.9410 H
17.0210 C
17.8290 H
16.1180 H
16.5780 C
15.1950 C
14.5330 H
14.7180 C
13.6960 H
155930 C
15.1530 H
16.9190 C
17.5950 H
17.4370 C
18.4340 H
18.8020 C
18.7370 O
19.9480 N
19.9540 H
21.0810 C
20.7780 H
22.4000 C
22.5610 H
23.1620 H
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1.0870

1.4310

1.3400

2.4090

0.8070

0.9050

2.0710

2.1890

3.0330

1.7450
-2.4330
-3.3590
-2.7690
-1.9950
-4.1270
-4.8160
-4.1920
-4.6620
-3.8850
-5.9330
-7.0150
-6.5780
-7.4640
-8.1150
-7.8650
-9.0610
-7.9690
-8.3920
-8.5200
-6.4280
-6.1980
-5.7270
-5.5250
-5.0840
-5.0030
-4.2800
-4.6740
-4.2910
-3.7580
-5.3280
-3.4600
-3.0620
-3.1510
-2.8270
-2.0620
-2.3600
-3.0530
-1.1560
-1.3200
-0.8940
-0.4180
-0.1890
-2.1580
-2.9020
-1.8620
-3.0010
-2.3420
-3.4340
-4.1070
-3.6980
-4.5900
-5.1410
-5.9870
-5.4150
-4.8230
0.0460

1.1320
-0.1140
-1.0130
0.8130

1.7740
0.3850
0.1400
-0.5790

1.3560

1.2630
2.3960

-12.6290
-12.0300
-11.8450
-11.6380
-10.9020
-12.3800
-13.8140
-14.0640
-13.4930
-14.6310
-13.9490
-13.1010
-15.2400
-15.8660
-15.7360
-15.3250
-16.8130
-15.4560
-14.9400
-15.8200
-16.2520
-16.9810
-15.5270
-16.9800
-18.0400
-16.7530
-16.2390
-16.7710
-15.3080
-15.9850
-15.0230
-17.1010
-16.9660
-18.0860
-18.0210
-19.1260
-19.4010
-20.5180
-21.0930
-20.8370
-20.5370
-19.4870
-21.6230
-18.6440
-19.4520
-17.3890
-16.7810
-16.7130
-15.6490
-16.8910
-17.8680
-16.1420
-16.7910
-17.5610
-17.1810
-15.5010
-14.6370
-15.3970
-15.3870
-15.6050
-14.4120
-16.3560
-16.1450
-16.4260
-17.2750
-17.0610
-16.4750
-17.9670
-18.4230
-18.4130
-18.4360
-19.8790
-20.4080
-19.7160
-20.6610
-20.2420
-20.6580

22.5770 C
21.7340 H
23.8990 C
23.9580 H
23.7770 H
24.7440 H
22.4840 C
21.4290 H
22.8840 H
23.1270 H
21.3130C
21.2830 0
21.6170 N
21.4460 H
21.7910 C
21.0530 H
21.6340 H
23.1570 C
24.0110 O
234520 N
22.5590 C
21.8770 H
21.8810 H
23.3780 C
23.3400 H
22.8870 H
24.7510 C
25.6040 H
24.6130 H
24.8020 C
25.2610 H
25.5520C
26.7460 O
24.9290 N
23.9240 H
25.5870 C
26.5660 H
24.8540 C
25.6120 H
24.7500 H
23.5970 C
23.0830 0
23.0440 0
26.0460 C
26.4110 0
25.7920 N
25.3790 H
26.1740 C
25.9990 H
27.7110 C
27.8000 H
28.0720 H
28.6750 C
284710 H
29.6490 H
28.7820 C
28.8710 H
27.7870 H
29.7780 C
30.7650 H
29.8360 H
294510 N
29.9600 H
28.4820 H
29.7240 H
25.2260 C
25.4440 O
242760 N
24.2220 H
23.2360 C
23.7500 H
22.8450 C
23.7650 H
223630 H
21.9240 C
20.9220 H
22.2500 H
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0.7640 -22.0900
0.8420 -22.4860
-0.2650 -22.0690
1.7080 -22.8770
1.1540 -23.5930
2.0400 -22.1120
2.6900 -23.5550
3.2410 -24.1800
3.2450 -22.9580
2.2240 -24.1500
0.8830 -17.4080
-0.1480 -16.7790
2.0710 -17.0900
2.8620 -17.6730
2.1440 -16.3920
1.4990 -15.5150
3.5910 -15.8960
3.9840 -15.5400
4.1580 -16.7880
3.7720 -14.8780
3.6050 -15.3350
3.2020 -13.9510
5.2480 -14.4200
6.1300 -14.8940
5.6250 -13.6220
6.6150 -13.4220
5.0390 -13.2260
1.8050 -17.2560
2.2380 -18.4110
1.2300 -16.7120
0.9650 -15.7590
0.8790 -17.1590
1.2630 -18.1650
-0.6190 -17.3780
-1.1040 -16.4060
-0.8240 -17.6980
-1.3160 -18.4360
-1.8110 -18.0460
-1.7570 -17.0210
-2.1130 -19.0110
-2.3680 -18.7450
-2.1500 -20.3600
-2.5440 -21.3280
-2.5600 -20.9730
-2.0030 -20.6900
-2.2900 -21.6870
-1.5510 -19.7240
-1.3530 -20.0510
1.4740 -16.3070
1.8150 -15.1100
1.6020 -16.8440
1.2770 -17.8000
1.7360 -16.1740
1.4710 -15.1400
3.1570 -16.2050
3.2290 -15.7220
4.1050 -15.3520
3.7450 -14.3250
4.3630 -15.9620
5.0620 -15.4160
3.7430 -17.5880
4.8050 -17.7080
3.5110 -18.1600
3.1520 -17.9570
0.6510 -16.6310
0.1040 -17.7150
0.2740 -15.8680
0.7540 -14.9800
-0.7000 -16.2090
-0.7580 -17.2790
-2.0680 -15.9470
-2.3160 -16.6330
-2.2200 -14.9330
-2.9050 -15.9930
-0.4980 -15.4410
0.2720 -14.5140
-0.9130 -15.9790

21.9540 C
22.9660 H
21.5920 H
21.0040 C
20.3970 H
20.3030 H
21.8190 N
21.2470 H
224140 H
22.4880 H
22.0820 C
21.7220 0
21.5570 N
21.7900 H
20.2850 C
20.3390 H
20.1060 C
21.0580 H
19.8390 H
19.0060 C
18.0310 H
19.0620 H
18.9160 C
19.5660 O
17.9540 N
17.9420 H
17.2330 H
19.0750 C
18.9430 O
18.0480 N
18.2520 H
16.7100 C
16.5370 H
16.5900 C
16.6850 H
15.5680 H
17.4990 C
18.7670 C
19.1020 H
19.7310 C
20.7460 H
19.3120C
20.2270 O
21.1190 H
17.9160 C
17.6170 H
17.0330 C
16.0230 H
15.6030 C
15.7470 O
14.3900 N
14.3700 H
13.1140 C
13.3340 H
12.5670 C
11.5930 H
13.4790 C
13.5210 H
14.3450 H
12.9600 H
12.3650 C
12.1470 H
13.2630 H
11.5270 H
12.0970 C
12.3230 0
11.0250 N
11.0640 H
10.1040 C
9.9040 H
10.7060 C
11.5160 H
11.0770 H
10.0090 H
8.7740 C
8.7910 O
7.5770 N
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-1.4390 -16.8320
-0.7730 -15.3670
-0.8220 -14.2970
0.5380 -15.7430
1.3390 -15.5530
0.5370 -17.2770
0.3970 -17.8870
-0.2770 -17.4660
1.4880 -17.4620
0.7720 -14.7820
0.6500 -13.7320
1.8200 -14.8510
0.1530 -15.0850
-1.9920 -15.6880
-2.5400 -16.7750
-2.4090 -14.7280
-1.9040 -13.8560
-3.3920 -15.0760
-4.1670 -15.7090
-3.9190 -13.7420
-3.1060 -13.0330
-4.4340 -13.9260
-4.9040 -12.9450
-5.1930 -13.3580
-4.7050 -14.1850
-6.2290 -12.7720
-6.3800 -13.1460
-7.0430 -11.7650
-8.0300 -11.2360
-8.3450 -10.3960
-6.8310 -11.3600
-7.4290 -10.5360
-5.7360 -11.9150
-5.6130 -11.6380
-2.6630 -15.8310
-1.5710 -15.4580
-3.2120 -16.8790
-4.0840 -17.1420
-2.7360 -17.5940
-1.9760 -16.9820
-2.2650 -18.9980
-1.3480 -18.9430
-2.9390 -19.4030
-2.0590 -19.9150
-1.3820 -19.4900
-3.8730 -17.6440
-4.9190 -18.3030
-3.6700 -16.9230
-2.7660 -16.4820
-4.5220 -16.8020
-4.6360 -17.7760
-5.5530 -16.5700
-4.1460 -15.7170
-4.5260 -14.5940
-3.6370 -16.2220
-3.4190 -17.2080
-2.8700 -15.4970
-1.9370 -15.0680
-2.2940 -16.5310
-1.7510 -17.3140
-3.3970 -17.2680
-4.0380 -17.8630
-3.9980 -16.5320
-2.9410 -17.9110
-1.3830 -15.9020
-1.9830 -15.1930
-0.5380 -15.3530
-0.9950 -16.6700
-3.6780 -14.3510
-4.9330 -14.4840
-3.0470 -13.2770
-2.0500 -13.2830
-3.5770 -12.1650
-4.2430 -12.5300
-4.0480 -11.5080
-2.4650 -11.4540
-1.4910 -12.0850

7.7020 H
6.2120 C
6.4140 H
5.5060 C
6.2200 H
5.1920C
6.0840 H
4.4920 H
4.6910 H
4.3160 C
4.5830 H
4.0240 H
3.4710 H
5.2850C
5.4400 O
44340 N
43610 H
3.3480C
3.7800 H
2.8260 C
2.6710 H
1.8830 H
3.8140 C
5.1150C
5.6090 H
5.8880 C
6.8900 H
5.3800C
6.21100
5.8700 H
4.0600 C
3.7020 H
3.3340C
22970 H
2.2090 C
1.7950 O
1.6400 N
2.0770 H
0.4490 C
-0.0370 H
0.8660 C
1.4530 H
1.6210 H
-0.1800 O
-0.7120 H
-0.5770 C
-0.4000 O
-1.6640 N
-1.7580 H
-2.7370 C
-3.2140 H
-2.4730 H
-3.7360 C
-3.6610 O
-4.8560 N
-4.8820 H
-5.9410C
-5.5750 H
-7.0070 C
-6.4780 H
-7.8470 C
-7.1970 H
-8.3820 H
-8.6000 H
-8.1630 C
-8.7330 H
-7.7480 H
-8.8310 H
-6.5790 C
-6.6720 O
-6.8830 N
-6.7220 H
-7.7330C
-8.5140 H
-7.0020 H
-8.5080 C
-8.8320 0
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-2.5690
-3.4070
-1.5690
-1.9140
-0.6280
-1.5820
-1.6970
-1.3290
-1.2450
-1.0940
-2.0460
-0.5950
-1.3130
0.3310
-0.4080
-0.7890
-1.3080
-0.5290
-0.6010
-0.0700
0.5140
0.5410
0.9050
1.3080
0.8220
1.2630
0.5040
0.3460
0.0250
-0.0680
-0.3070
1.1050
1.2440
2.1890
2.4560
3.2950
3.6190
2.9040
4.5750
4.6240
3.7550
5.7520
5.8100
6.8330
7.7430
6.8100
7.6720
5.6540
5.5060
1.5980
1.8650
0.8650
0.7440
0.1870
0.8890
-0.1600
-0.9660
-1.5950
-1.3160
-0.9270
-2.5140
-3.3480
-2.5920
-2.4780
-1.3170
-1.5380
-1.1650
-0.3870
-3.9700
-4.1560
-4.7030
-4.1150
-3.9720
-3.4270
-5.1490
-2.5870
-3.6850

-10.1290 -8.7040 N
-9.6110 -8.4820 H

-9.1710 -9.1450 C

-8.2080 -8.7680 H

-9.5070 -8.7100 H

-9.0530 -10.6720 C
-10.0700 -11.3600 O
-7.8270 -11.1420 N
-7.0220 -10.5390 H
-7.6320 -12.5150 C
-7.6670 -13.0440 H
-6.1820 -12.5760 C
-5.4790 -12.1550 H
-6.0700 -12.0110 H
-5.5070 -13.8730 C
-5.9960 -15.0660 C
-6.9370 -15.1710 H
-5.0510 -16.0350 N
-5.2560 -17.0210 H
-3.8460 -15.5380 C
-2.6210 -16.0850 C

-2.3570 -17.1320 H
-1.6100 -15.2580 C

-0.6820 -15.6340 H
-1.8030 -13.8850 C

-1.0510 -13.2470 H
-3.0490 -13.3770 C

-3.1650 -12.3140 H
-4.1380 -14.1250 C

-8.6230 -13.1460 C
-9.0010 -14.2950 O
-8.8910 -12.5560 N
-8.4510 -11.6570 H
-9.8080 -12.9180 C

-9.7300 -13.9720 H
-9.6280 -11.8960 C

-8.5890 -11.8400 H
-9.9910 -10.9460 H
-10.4390 -12.2020 C
-11.7950 -11.8870 C
-12.2430 -11.4280 H
-12.5570 -12.2500 C
-13.6130 -12.0280 H
-11.8540 -12.9280 C
-12.3850 -13.1670 H
-10.4350 -12.9880 C
-9.9070 -13.3700 H
-9.7350 -12.7070 C

-8.6740 -12.8460 H
-11.2330 -12.9270 C
-11.9310 -13.8800 O
-11.6760 -11.9480 N
-11.0240 -11.1860 H
-12.9480 -11.8590 C
-13.7810 -11.8800 H
-13.0050 -10.8270 H
-13.2660 -12.7290 C
-14.3540 -12.6070 O
-12.3940 -13.6840 N
-11.4620 -13.6580 H
-12.4780 -14.6220 C
-12.5530 -13.9250 H
-11.1790 -15.4490 C
-10.3640 -14.7340 H
-11.0270 -16.3480 C
-11.6710 -17.1990 H
-10.0050 -16.6960 H
-11.3760 -15.8990 H
-11.0340 -15.9950 C
-11.9270 -16.5910 H
-11.0270 -15.1880 H
-9.9010 -16.9700 C
-8.9290 -16.4980 H
-9.9960 -17.8090 H
-10.0640 -17.2740 H
-13.7530 -15.4310C
-14.3580 -15.4860 O
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-1.4510 -14.3170
-0.6000 -13.7740
-1.3390 -15.6720
-1.8240 -15.6390
0.1570 -15.8620
0.2520 -16.8310
0.5200 -15.1450
0.8010 -15.8070
-1.8170 -16.8380
-2.3020 -17.7900
-1.9370 -16.8130
-1.7520 -15.9400
-2.2690 -17.9480
-2.6170 -18.7380
-0.9580 -18.4380
-0.1930 -18.5370
-0.3620 -17.4250
0.0130 -16.5320
-1.0770 -17.0110
0.5140 -17.8460
-1.1620 -19.7840
-1.5850 -20.5210
-0.3050 -20.2460
-1.9420 -19.6590
-3.4530 -17.6600
-4.3620 -18.5060
-3.5630 -16.4450
-2.8130 -15.7970
-4.7530 -15.8920
-4.9540 -16.4780
-4.4390 -14.4250
-5.2480 -14.0200
-3.5080 -14.3390
-4.3960 -13.7230
-5.9620 -16.0020
-7.1220 -16.0550
-5.7190 -15.9340
-4.7740 -16.0060
-6.7460 -15.7720
-7.6620 -16.1260
-6.9200 -14.2170
-6.1740 -13.9190
-7.8640 -14.1300
-6.7550 -13.2470
-7.3650 -13.6610
-5.7040 -13.2170
-7.3110 -11.8710
-8.2690 -11.6630
-6.7130 -10.8190
-7.1400 -9.9690
-5.9060 -10.8700
-6.4460 -16.6090
-7.3300 -16.6910
-5.3770 -17.3110
-4.6680 -17.3040
-5.1700 -18.3200
-4.1670 -18.7130
-6.2280 -19.5130
-7.1960 -19.0890
-5.9900 -20.3170
-6.1110 -20.3190
-4.9970 -20.6350
-7.1970 -20.6310
-6.9920 -21.1790
-8.1000 -20.3910
-5.1510 -17.6330
-5.5200 -18.2710
-4.5090 -16.4540
-4.1020 -16.0780
-3.9850 -16.0080
-4.8490 -15.9380
-3.6210 -14.5650
-2.9380 -14.5140
-3.0990 -14.2370
-4.8030 -13.5950
-5.3940 -13.6520
-4.1590 -12.1690

-15.8130 N
-15.8370 H
-16.4500 C
-17.4260 H
-16.8530 C
-17.3450 H
-17.5900 H
-15.9760 H
-15.6040 C
-16.2180 O
-14.2960 N
-13.8240 H
-13.4200 C
-14.0850 H
-12.8590 C
-13.6290 H
-11.8550 C
-12.3540 H
-11.1440 H
-11.3620 H
-12.1460 C
-12.8300 H
-11.6560 H
-11.3960 H
-12.4690 C
-12.2620 O
-11.9770 N
-12.1740 H
-11.3370 C
-10.4400 H
-10.9690 C
-10.3620 H
-10.4070 H
-11.8020 H
-12.2820 C
-11.8810 0
-13.5260 N
-13.8760 H
-14.6040 C
-14.1290 H
-14.9850 C
-15.7220 H
-15.5230 H
-13.8520 C
-13.0500 H
-13.5670 H
-14.2590 C
-15.0530 O
-13.7610 N
-14.1010 H
-13.1550 H
-15.9100 C
-16.7470 O
-16.0140 N
-15.2950 H
-17.1130 C
-16.9460 H
-16.9930 C
-17.2620 H
-17.6900 H
-15.7420 C
-15.3550 0
-15.0020 N
-14.1790 H
-15.3850 H
-18.5130C
-19.5680 O
-18.5640 N
-17.7190 H
-19.8870 C
-20.5480 H
-19.7330 C
-18.8840 H
-20.6320 H
-19.5950 C
-18.6810 H
-19.5820 C
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-4.9270 -11.4420 -19.3180 H
-3.4020 -12.1480 -18.7980 H
-3.6940 -11.9300 -20.5390 H
-5.8380 -13.5970 -20.7700 C
-6.4650 -12.7100 -20.6780 H
-5.2870 -13.4460 -21.6980 H
-6.2760 -14.5950 -20.7570 H
-2.7950 -16.8060 -20.4750 C
-1.8500 -17.2170 -19.8320 O
-2.7670 -16.9890 -21.7660 N
-3.7990 -16.7360 -22.7960 C
-4.0230 -15.6770 -22.9220 H
-4.7320 -17.2400 -22.5410 H
-3.4020 -17.3750 -24.1270 C
-2.7820 -16.7080 -24.7260 H
-4.2490 -17.7560 -24.6970 H
-2.4260 -18.4560 -23.6310 C
-1.7090 -18.6590 -24.4260 H
-2.8680 -19.4150 -23.3620 H
-1.6850 -17.7820 -22.4290 C
-1.3170 -18.5650 -21.7660 H
-0.5350 -17.0550 -23.0120 C
-0.5680 -15.8510 -23.1370 O
0.5550 -17.7190 -23.3290 N
0.7640 -19.1510 -23.2550 C
-0.0290 -19.7180 -23.7430 H
0.9220 -19.4060 -22.2070 H
1.9970 -19.4310 -24.0780 C
1.7440 -19.6640 -25.1120 H
2.5380 -20.2820 -23.6640 H
2.7410 -18.0910 -23.9970 C
3.5330 -17.9570 -24.7330 H
3.2830 -18.0070 -23.0540 H
1.6920 -17.0410 -23.9610 C
1.8130 -16.1730 -23.3120 H
1.3600 -16.5170 -25.3760 C
2.2310 -16.0050 -26.0210 O
0.1160 -16.7510 -25.8480 N
-0.5310 -17.3860 -25.4010 H
-0.2200 -16.5090 -27.2220 C
0.5270 -17.0740 -27.7800 H
-1.6300 -17.0240 -27.5840 C
-2.3480 -16.3840 -27.0720 H
-1.8650 -16.7750 -28.6190 H
-2.0080 -18.5060 -27.3050 C
-3.2230 -18.8180 -27.5970 O
-1.1310 -19.3480 -26.8940 O
-0.0830 -15.0260 -27.5980 C
-0.0860 -14.7570 -28.8200 O
-0.0130 -14.1320 -26.7230 N
0.2910 -14.3870 -25.7940 H
0.1070 -12.6630 -26.9170 C
0.5990 -12.2730 -27.8080 H
-1.3270 -12.1500 -27.1530 C
-1.7250 -12.6220 -28.0510 H
-1.9210 -12.4170 -26.2790 H
-1.4040 -10.6460 -27.3300 C
-0.3360 -10.0640 -27.3690 O
-2.5560 -10.1120 -27.3380 O
0.7990 -12.0390 -25.6480 C
0.1540 -11.9120 -24.6560 O
2.1420 -11.7310 -25.7000 N
2.9830 -11.8330 -26.9420 C
2.5230 -11.4630 -27.8580 H
3.3500 -12.8320 -27.1760 H
4.1680 -10.9320 -26.7600 C
3.9430 -9.8990 -27.0270 H
5.0240 -11.3530 -27.2860 H
4.4210 -11.0710 -25.2500 C
4.9660 -10.2480 -24.7890 H
4.7840 -12.0760 -25.0330 H
2.9690 -11.0390 -24.7040 C
2.9910 -11.5970 -23.7680 H
2.5660 -9.5140 -24.5070 C
3.0420 -8.9780 -23.5120 O
1.6580 -8.8900 -25.2980 N
1.0700 -9.5070 -25.8400 H
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1.2230 -7.5010 -25.1680 C
1.9950 -6.9340 -24.6490 H
1.1270 -6.8290 -26.5450 C
0.5100 -7.3050 -27.3070 H
0.5750 -5.8930 -26.4660 H
2.4320 -6.3800 -27.1860 C
3.2010 -7.2850 -28.0160 C
2.8310 -8.2910 -28.1520 H
4.4360 -6.8480 -28.5550 C
4.8860 -7.4940 -29.2930 H
49510 -5.5380 -28.3080 C
6.2710 -5.3360 -28.7170 O
6.5320 -5.8680 -29.4720 H
4.2460 -4.7010 -27.3790 C
4.6290 -3.7550 -27.0280 H
2.9370 -5.0850 -26.9110 C
2.4220 -4.4060 -26.2490 H
-0.0750 -7.4050 -24.3910 C
-0.5000 -6.2970 -24.1800 O
-0.6980 -8.5030 -23.9340 N
-0.2830 -9.4080 -24.1020 H
-1.8980 -8.5780 -23.1080 C
-2.4940 -7.7510 -23.4950 H
-2.6580 -9.8440 -23.4900 C
-3.5540 -9.9320 -22.8750 H
-2.9810 -9.8250 -24.5310H
-2.0350 -10.7290 -23.3580 H
-1.6540 -8.3790 -21.6560 C
-0.4600 -8.5060 -21.1540 O
-2.7450 -7.9690 -20.9730 N
-3.6350 -7.9370 -21.4500 H
-2.8340 -7.5490 -19.5160 C
-3.8540 -7.2390 -19.2870 H
-2.6350 -8.3390 -18.7920 H
-1.9600 -6.3210 -19.2690 C
-1.1510 -6.3100 -18.3730 O
-1.9170 -5.4880 -20.3170 N
-2.4930 -5.6770 -21.1250 H
-0.9610 -4.3050 -20.3560 C
-1.1270 -3.7870 -21.3010 H
-1.3960 -3.1730 -19.3880 C
-1.9640 -3.5820 -18.5520 H
-0.4790 -2.7300 -18.9980 H
-2.1040 -1.9820 -20.0710 C
-2.8860 -2.3830 -20.7170 H
-2.8350 -1.2820 -18.9300 C
-3.5060 -0.5130 -19.3110H
-3.4790 -1.9340 -18.3400 H
-2.2260 -0.6090 -18.3260 H
-1.2860 -1.0090 -20.8590 C
-1.1200 -1.3800 -21.8700 H
-1.9240 -0.1420 -21.0300 H
-0.3510 -0.7230 -20.3770 H
0.5500 -4.7240 -20.3330 C
1.4290 -3.9520 -19.9380 O
0.8710 -5.9320 -20.9340 N
0.0900 -6.4370 -21.3280 H
2.2840 -6.2660 -21.2310C
2.2740 -6.9900 -22.0460 H
2.8050 -5.3520 -21.5160 H
2.9470 -7.0040 -20.1020 C
4.1390 -7.2430 -20.2500 O
2.2180 -7.4400 -19.0160 N
1.3100 -7.0360 -18.8400 H
2.7390 -8.2630 -17.9670 C
3.7570 -7.9380 -17.7510 H
2.0390 -8.0020 -16.6480 C
0.9520 -8.0790 -16.6880 H
2.4770 -8.6680 -15.9050 H
2.2830 -7.0280 -16.2240 H
2.6210 -9.7120 -18.3510C
3.4290 -10.4990 -17.7520 O
1.8430 -10.1800 -19.2930 N
1.1170 -9.6010 -19.6890 H
1.8860 -11.6230 -19.7440 C
1.6180 -12.2340 -18.8820 H
0.8870 -11.7960 -20.9450 C
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1.0690 -11.0190 -21.6880 H
1.0440 -13.1530 -21.7460 C
0.1880 -13.2560 -22.4120 H
2.0170 -13.2110 -22.2350 H
1.0090 -14.0510 -21.1290 H
-0.5230 -11.6620 -20.3250 C
-0.7160 -12.5020 -19.6570 H
-0.6500 -10.7120 -19.8060 H
-1.1530 -11.7090 -21.2130 H
3.3360 -12.0740 -20.1250 C
3.8070 -13.2130 -19.7960 O
4.0570 -11.2050 -20.7940 N
3.6160 -10.3180 -20.9930 H
5.4500 -11.4150 -21.2460 C
5.4250 -12.1670 -22.0340 H
5.9360 -10.5100 -21.6100 H
6.3270 -11.8980 -20.1680 C
6.7820 -13.0130 -20.1480 O
6.4570 -11.0110 -19.2290 N
6.0160 -10.1110 -19.3540 H
7.1420 -11.2760 -17.9890 C
8.0930 -11.7320 -18.2630 H
7.5440 -9.9150 -17.2590 C
8.0010 -9.2030 -17.9470 H
6.4130 -9.2780 -16.3630 C
6.8220 -8.4270 -15.8170 H
5.5080 -9.0250 -16.9140 H
6.2180 -10.0670 -15.6370 H
8.7230 -10.2170 -16.3860 C
9.4820 -10.5990 -17.0690 H
9.1050 -9.3940 -15.7820 H
8.6140 -11.0450 -15.6850 H
6.5020 -12.4090 -17.1150 C
7.2850 -13.1600 -16.5230 O
5.2160 -12.5990 -17.0820 N
4.5480 -12.0060 -17.5540 H
4.6830 -13.8160 -16.3880 C
4.7950 -13.6380 -15.3180 H
3.1530 -13.8560 -16.5430 C
2.8820 -14.7230 -17.1470 H
2.7370 -13.9360 -15.5390 H
2.8240 -12.9740 -17.0930 H
5.3060 -15.1960 -16.8240 C
5.6790 -16.0170 -15.9460 O
5.2490 -15.4820 -18.1280 N
4.7630 -14.8300 -18.7270 H
5.9600 -16.5700 -18.8200 C
5.6950 -17.4340 -18.2110H
5.3140 -16.8240 -20.1440 C
5.3560 -15.8570 -20.6460 H
5.8770 -17.5220 -20.7640 H
3.8100 -17.3340 -20.1000 C
2.7060 -16.4250 -20.0610 C
2.8940 -15.3670 -20.1750 H
1.4410 -16.9750 -19.9770 C
0.5380 -16.3990 -20.1180 H
1.2910 -18.3880 -19.7500 C
0.0350 -18.8650 -19.5960 O
-0.6430 -18.2240 -19.8230 H
2.3790 -19.3070 -19.9070 C
2.2870 -20.3720 -19.7510 H
3.6330 -18.7360 -20.0820 C
4.4710 -19.4070 -20.2050 H
7.4960 -16.4030 -18.9030 C
8.1120 -17.4610 -18.8420 O
8.1200 -15.1820 -18.7550 N
7.4780 -14.4020 -18.7710 H
9.6120 -15.0950 -18.6510C
10.0440 -15.7800 -19.3800 H
10.0950 -13.6920 -18.8860 C
9.4870 -13.1910 -19.6390 H
9.9330 -13.0960 -17.9870 H
11.6270 -13.5930 -19.2010 C
12.1460 -14.2610 -18.5140 H
11.8220 -14.0290 -20.1810 H
12.3310 -12.2380 -19.1250 C
11.7340 -11.1620 -19.0570 O
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13.6340 -12.1970
14.1060 -11.3250
14.0970 -13.0930
10.0540 -15.6950
11.0380 -16.4670
9.3240 -15.4820
8.5830 -14.8010
9.6480 -15.9950
10.7210 -15.8680
8.8560 -15.1380
7.7760 -15.2830
9.2560 -15.2820
8.9950 -14.0810
9.2050 -17.4720
9.6620 -18.1940
8.4160 -18.0150
8.2060 -17.4090
7.7860 -19.4130
7.4030 -19.6790
8.5490 -20.1550
6.6560 -19.5220
6.3060 -20.6700
6.0410 -18.4240
6.2220 -17.5590
5.1870 -18.3390
5.7710 -18.7600
4.7110 -16.9500
5.5820 -16.3170
4.1780 -16.5400
3.7350 -16.8480
2.7910 -17.2800
4.2580 -17.4320
3.5090 -17.2970
4.3190 -18.5130
5.2010 -17.0430
3.4210 -15.4080
4.2760 -14.7980
3.0400 -15.1080
2.5660 -15.2710
3.9080 -19.3110
3.5980 -19.9210
3.2640 -19.5270
3.3960 -18.7670
4.3430 -18.9860
3.4530 -17.7080
2.1670 -19.1050
2.2250 -18.8160
1.4720 -18.3880
1.8050 -20.5000
2.3430 -21.2650
0.7450 -20.7330
2.2110 -20.5070
1.3950 -20.2300
2.5350 -21.9420
1.6580 -22.7700
3.8380 -22.2930
4.5320 -21.5900
4.2840 -23.6270
3.6370 -24.3620
5.7720 -23.9480
6.4260 -23.2930
6.0700 -24.8360
6.1000 -23.9850
5.4690 -24.7160
5.8740 -23.0200
7.5830 -24.1930
8.1490 -23.3190
7.9830 -25.0240
7.8780 -24.4490
7.1620 -25.1840
7.8130 -23.5640
9.2400 -24.9550
9.7630 -24.7170
9.2410 -25.9580
9.7880 -24.6010
3.9810 -23.7690
3.5210 -24.8240

-19.2410 N
-19.0460 H
-19.1950 H
-17.3400 C
-17.2520 0
-16.2540 N
-16.3430 H
-14.9350 C
-14.7920 H
-13.9980 C
-13.9740 H
-12.9940 H
-142260 H
-14.7840 C
-13.9100 O
-15.7340 N
-16.5140 H
-15.6770 C
-16.6620 H
-15.4400 H
-14.6410 C
-14.3010 0
-14.1190 N
-14.6080 H
-12.9350 C
-12.1160 H
-12.4960 C
-12.3270 H
-13.3540 H
-11.2100 C
-11.5410H
-9.8450 C

-9.0640 H

-9.9680 H

-9.4600 H

-10.9510C
-10.6590 H
-11.9270 H
-10.2890 H
-13.0620 C
-12.0570 O
-14.2080 N
-15.4410 C
-15.9350 H
-15.1920 H
-16.2320 C
-17.2810H
-15.7930 H
-15.8670 C
-16.4270 H
-15.9690 H
-14.3340C
-13.6660 H
-14.0750 C
-13.8490 O
-13.9740 N
-14.1860 H
-13.4270 C
-13.9080 H
-13.8140 C
-13.2390 H
-13.2570 H
-15.3210C
-15.8260 H
-15.7740 H
-15.4310C
-15.1080 H
-14.8500 H
-16.9240 C
-17.2900 H
-17.5580 H
-16.9340 N
-16.1030 H
-16.8170 H
-17.7050 H
-11.9840 C
-11.5440 O
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4.1140
4.3820
4.3750
4.8910
5.4550
5.0370
5.8100
6.3130
3.1920
3.2520
2.0210

1.9880
0.8830
0.8220

1.0300
2.1070
0.4550
-0.6160

1.0100
0.5810
0.4270
0.8970
-0.5370
-0.6400
-1.6540
-1.4770
-3.0730
-3.3230
-3.5270
-2.8100
-3.5630
-2.5870
-4.3900
-3.6880
-4.7830
-5.0800
-3.9740
-3.5830
-5.2560
-5.5550
-6.1450
-5.5230
-7.3070
-7.6610
-8.4930
-9.2260
-9.0750
-8.1190
-6.8600
-6.7800
-5.8480
-7.5690
-6.6210
-6.9890
-6.5450
-6.2450
-7.0310
-7.8070
-6.3070
-7.4540
-7.5150
-7.7920
-8.0080
-8.2470
-7.6510
-9.2290
-8.3470
-9.3780
-7.2120
-6.3270
-7.0540
-8.0180
-6.0830
-5.4320
-5.4280
-6.9220
-6.1070

-22.7060
-21.8610
-22.8640
-23.8170
-21.8000
-20.7950
-22.1720
-21.6990
-22.8490
-23.1980
-22.5500
-22.5720
-22.2320
-22.9150
-20.8080
-20.6500
-19.7110
-19.5780
-18.8100
-20.0230
-20.6020
-21.1450
-22.4900
-22.9000
-22.3090
-21.9770
-22.5530
-22.4390
-23.9800
-24.6030
-24.4340
-24.2550
-23.9060
-25.5170
-24.1260
-25.0130
-21.5600
-20.8930
-21.2970
-21.5720
-20.3510
-19.4910
-19.9510
-20.8600
-19.2450
-18.7570
-20.0410
-18.5540
-18.8710
-17.9180
-19.0750
-18.7630
-21.0020
-22.1870
-20.1440
-19.2140
-20.5090
-21.2640
-21.0020
-19.2970
-18.1950
-19.3610
-20.2680
-18.2180
-17.3540
-18.0610
-18.4440
-18.3590
-18.8880
-18.9330
-19.5190
-19.9000
-20.8270
-20.6260
-20.7770
-22.1330
-22.8550

-11.1970 N
-11.6810 H
-9.6870 C
-9.5700 H
-9.2390 C
-9.1790 H
-8.2780 H
-9.9040 H
-8.7410 C
-7.5370 O
-9.2840 N
-10.2930 H
-8.4240 C
-7.5770 H
-7.8260 C
-7.7750 H
-8.6600 C
-8.5040 H
-8.3980 H
-9.6970 H
-6.5690 O
-5.9320 H
-9.0890 C
-10.2550 O
-8.2990 N
-7.3610 H
-8.6700 C
-9.7250 H
-8.4820 C
-9.0170 H
-7.0290 C
-6.5800 H
-6.5540 H
-6.9940 H
-9.0660 O
-8.8490 H
-7.9180 C
-6.9470 O
-8.3530 N
-9.2780 H
-7.5710 C
-7.3230 H
-8.5390 C
-9.0250 H
-7.8070 C
-8.4490 H
-7.3430 H
-7.0520 H
-9.4470 C
-8.9230 H
-9.7950 H
-10.2680 H
-6.1960 C
-6.1720 O
-5.1540 N
-5.4100 H
-3.8310 C
-3.9590 H
-3.1820 H
-3.0420 C
-3.6550 0
-1.7440 N
-1.3560 H
-0.9680 C
-1.2610H
-1.4160 H
0.5360 C
1.2200 O
1.1090 N
0.6240 H
2.4420C
2.7800 H
2.3390 C
1.4890 H
3.2090 H
2.2400 C
2.1850 H

SR e e R e - e S R R Rl R R R e = =R e R R R S R - R R s N R e R e - R N e R e R S A R A R e R = = R e R )

-7.5190
-7.7320
-8.8560
-7.2960
-6.5560
-5.5370
-7.1380
-7.8470
-6.3210
-5.5720
-7.2380
-7.6500
-7.9950
-6.4450
-5.8740
-5.3740
-5.6650
-5.0970
-4.4930
-7.4080
-7.7860
-8.2740
-6.8430
-5.5030
-5.9670
-4.2470
-3.7340
-3.4820
-4.1990
-2.3480
-1.7260
-1.7210
-2.6690
-2.6180
-2.3430
-2.8800
-2.9170
-3.2800
-3.6170
-3.5990
-3.2120
-3.4430
-2.9430
-3.0380
-2.8880
-2.5570
-2.7460
-3.1610
-2.2860
-1.8570
-3.4050
-3.8570
-3.0540
-3.9980
-2.5780
-2.4130
-4.4790
-4.0510
-5.0580
-5.2190
-1.2750
-1.4260
-0.2370
-0.1340

0.9970

0.7850

2.0630

2.2730

2.9960

1.8470

1.2750

0.9600

0.9280

0.3160

1.2010

1.0440

1.8940

-22.2280
-22.1990
-22.7360
-21.7010
-18.4280
-17.7630
-18.3410
-19.0220
-18.0800
-17.3440
-17.6930
-16.7200
-18.4290
-17.4920
-18.3880
-16.3780
-15.5470
-16.1190
-16.8750
-17.1900
-16.1770
-17.8380
-17.2350
-19.3470
-20.5120
-19.1740
-18.3290
-20.1420
-20.8920
-20.6950
-19.8550
-21.2270
-21.6210
-21.2000
-20.1580
-22.1830
-21.8580
-23.4710
-24.2800
-23.7980
-23.9480
-24.9850
-22.9680
-23.3060
-19.4930
-18.2870
-20.3120
-21.2200
-19.9690
-18.9670
-19.8150
-20.8040
-19.3220
-19.0810
-20.1680
-18.4430
-18.8930
-17.9890
-19.5230
-18.6360
-20.9680
-22.1260
-20.5520
-19.5580
-21.3340
-22.3940
-20.8810
-19.8190
-21.3180
-21.2770
-20.3290
-19.3530
-20.5930
-19.9520
-21.8170
-21.9860
-22.7790

3.1470 H
1.0330 C
1.0800 O
-0.0110 0
3.3850C
3.1310 0
4.6340 N
4.8670 H
5.7870 C
5.4950 H
6.9440 C
6.6740 H
7.2140 H
8.2520C
8.4970 H
8.2940 C
7.6520 H
9.3160 H
7.8870 H
9.4100 C
9.2690 H
9.5430 H
10.3400 H
6.0820 C
6.1070 O
6.5440 N
6.3370 H
7.2590 C
7.5920 H
6.4150 C
6.1070 H
7.1300 H
5.1950C
3.8270 C
3.7680 H
2.7960 C
1.7670 H
3.2100C
2.1900 O
1.3600 H
4.5160 C
4.7110 H
5.5090 C
6.5300 H
8.5360 C
8.6040 O
9.6190 N
9.4680 H
11.0130 C
10.9930 H
12.0150 C
12.0940 H
13.4250 C
13.9140 H
13.9210 H
13.4890 H
11.3550C
10.9230 H
10.6800 H
12.1120 H
11.5480 C
11.3460 O
12.2470 N
12.3980 H
12.6900 C
12.5530 H
11.7290 C
11.8500 H
12.0870 H
10.3040 C
9.4150 C
9.7540 H
8.0800 C
7.4630 H
7.5600 C
6.5050 H
8.3660 C

S s R R R R R R == == Rl R e R R R e R e R e e S S =R R R e =R R S X =R R RN RS B R =R =R R RN )



2.1570
2.2770
2.8150
1.4590
1.2700
1.9870
2.1120
2.4190
2.9670
1.1800
1.3940
0.5590
0.8010
3.4450
3.7990
4.0180
3.7430
4.9270
5.4980
5.9730
5.3500
6.6930
6.8260
6.2950
7.5780
8.1600
6.8210
8.2230
7.8120
8.3810
8.5040
7.2780
4.2150
3.3220
4.5930
-4.6830
-3.9580
-4.0710
-3.2240
-4.9180
-2.9510
-3.0510
-4.2110
-2.0360
-0.9570
-2.3840
-1.8080
-3.6230
-3.9240
-5.0700
-5.2360
-4.4550
-6.2160
-5.9080
-5.6560
-6.7330
-6.6490
-7.8110
-4.5190
-5.5420
-6.7650
-2.1730
-2.4020

-23.7370
-22.5270
-23.3030
-20.9690
-19.8490
-21.9490
-22.7880
-21.9160
-20.9950
-22.0020
-21.9210
-21.2050
-23.0130
-23.0070
-23.8340
-23.0660
-22.4510
-24.1700
-24.5550
-23.5830
-23.3390
-24.2690
-22.3840
-21.5870
-21.7670
-20.9000
-21.5120
-22.5970
-22.8950
-22.0490
-23.5860
-23.3590
-25.4630
-25.4020
-26.5020
-2.2510
-3.3730
-4.6220
-5.5220
-4.7520
-3.0820
-1.6650
-1.1860
-0.8080
-1.2180
0.7380
1.5680
1.2180
2.5280
3.0300
4.5230
4.9550
5.0930
2.1660
0.8160
0.0280
-1.0730
0.5320
0.2640
-2.2210
2.6520
-3.7400
4.1630

7.9410 H
9.7030 C
10.2270 H
14.0700 C
14.5210 O
14.7530 N
14.2050 H
16.1780 C
16.3790 H
17.0590 C
18.1250 H
16.6500 H
16.9080 H
16.4790 C
15.6010 O
17.7000 N
18.4530 H
18.1410 C
17.2960 H
19.0560 C
19.9160 H
19.5020 H
18.6130 C
18.0920 H
19.7650 C
19.4530 H
20.5070 H
20.0550 H
17.6120 C
17.2280 H
18.0940 H
16.7820 H
18.7190 C
19.5690 O
18.0600 O
-8.1290 N
-8.4190 C
-7.6550 C
-7.8330 O
-6.8070 O
-9.3110C
-9.5590 C
-8.9260 C
-10.2170 C
-10.5530 O
10.3080 C
-11.0250 O
-9.5310 C
-9.6880 N
-9.1570 C
-9.3650 C
-10.2610 O
-8.9290 O
-8.4310C
-8.3380C
-7.5580 C
-7.0940 O
-7.2960 O
-8.9320 C
-7.5960 H
-7.9710 H
-9.6850 H
-11.3310 Eu
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39.2640
40.0210
39.4110
38.3580
39.4630
38.7340
39.1750
38.4820
40.0640
38.5600
37.7720
39.0390
38.7230
39.8450
40.8220
40.9040
41.8990
41.8830
43.2340
43.2730
44.3600
44.2970
45.3110
44.3870
45.2900
43.5830
43.5860
44.2410
43.0080
42.5340
43.0160
44.0320
42.0040
42.2270
42.3600
40.5250
40.1460
40.0110
39.9620
40.6840
38.8280
42.5820
43.0710
41.7530
41.3790
41.4920
41.7330
40.1010
39.4320
40.1240
39.3510
38.2790
39.7580
40.8200
39.1870
39.5030
39.6380
40.5600
39.7220
38.9020
42.3610
42.8170
42.8340
42.7140
43.4370
42.7750
43.2950
43.7950
43.8630
43.3510
43.5190
44.9500
41.8660
41.5240
41.7540

51.0710
51.6500
50.2020
51.5080
50.9430
50.1670
52.2840
52.9470
52.9090
52.0650
51.1730
52.7400
52.4320
53.3300
50.3730
49.4680
50.8550
51.6550
50.5810
51.0690
51.1490
50.7320
50.8850
52.6710
53.0880
53.4440
49.0440
48.5790
48.2820
48.7770
46.8340
46.5790
46.3250
45.2770
46.8280
46.5840
46.3590
45.8610
48.0130
48.8400
48.3760
46.1220
45.0190
46.7330
47.6190
46.1630
45.1030
46.6170
46.4280
47.7010
45.9610
45.9210
46.6590
46.5360
46.3160
47.7160
44.5140
44.3590
43.9730
43.8890
46.7330
45.9920
47.9940
48.4620
48.8520
48.6810
50.3720
50.6930
51.2730
50.9120
52.3020
51.1940
50.8180
50.3380
51.9000

68.8850 N
69.2180 H
69.3780 H
68.9760 H
67.4440 C
67.2070 H
66.6820 C
67.2000 H
66.5890 H
65.2900 C
65.1770 O
64.2500 N
63.3410 H
64.4000 H
67.0610 C
66.2710 O
67.6270 N
68.2440 H
67.1600 C
66.1860 H
68.0780 C
69.0830 H
67.6150 H
68.2890 C
69.0770 O
67.7780 O
67.0150 C
66.1110 O
67.9190 N
68.6610 H
68.0310 C
68.3330 H
69.1080 C
69.3080 H
70.0070 H
69.0110 C
68.0140 H
69.6440 H
69.2480 C
69.8320 O
68.8450 O
66.6350 C
66.3980 O
65.8380 N
66.1470 H
64.5330 C
64.4520 H
64.2210 C
65.0610 H
64.1080 H
62.9560 C
63.1500 H
61.6260 C
61.4130 H
60.7630 H
61.7060 H
62.8250 C
62.2650 H
63.7670 H
62.3200 H
63.4480 C
62.6020 O
63.5320 N
64.4180 H
62.4300 C
61.5810 H
62.7490 C
63.6620 H
61.5960 C
60.7040 H
61.6990 H
61.5930 H
62.9760 C
63.8930 H
63.0520 H
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40.7510
41.0140
40.7250
39.7650
44.8480
45.2570
45.5520
45.0410
46.9520
47.6100
47.3740
46.6230
48.3330
47.5300
46.6270
47.6200
48.7680
49.6780
48.4940
49.1270
48.3210
49.0980
50.3810
50.2160
50.7840
51.1240
47.0420
48.1960
45.9550
45.0580
45.8980
46.9080
45.0220
44.0740
44.7860
45.6870
45.4810
44.9710
45.3350
45.1980
43.8980
47.1580
47.3910
47.7010
47.4620
45.3780
45.8980
44.3680
43.9340
43.8580
43.3800
42.8860
42.1420
43.4880
42.2430
42.9690
42.0460
40.8730
40.0260
40.6030
44.9720
45.0050
45.9250
45.7860
47.1060
46.8930
47.4700
47.6240
48.4620
46.4380
45.4370
46.7240
46.4110
47.3150
46.1200
45.3130
44.2950

50.5630
51.0650
49.4830
50.8800
48.3910
48.1480
48.0060
48.1520
47.4820
48.1760
47.2860
46.6920
46.7670
48.6850
49.2300
48.4760
49.4410
48.8550
49.8770
50.4890
51.2050
49.9560
51.2360
52.0000
51.6470
50.7120
46.1700
45.8450
45.4510
45.7810
44.1790
43.7720
43.2460
43.7430
42.3010
42.8670
43.6490
41.6110
40.8000
41.3240
41.8020
42.5620
42.1050
43.5040
41.8690
44.2440
43.6390
45.0990
45.5750
45.5060
44.6270
46.6090
46.2210
47.4220
47.1270
47.8640
46.2770
47.8280
47.6370
48.4970
45.9360
45.5000
46.5990
46.9660
47.1670
47.3010
48.3830
48.1360
48.6530
49.5740
49.2440
50.2510
50.2250
50.7470
49.5250
51.3650
51.0190

61.9550 C
61.0240 H
61.8140 H
62.2930 H
62.1560 C
61.0240 O
63.1890 N
64.0470 H
63.1970 C
62.6760 H
64.6800 C
65.2010 H
64.6770 H
65.3740 C
65.1020 H
66.4400 H
64.8620 C
64.7350 H
63.9010 H
65.9320 C
66.0950 H
66.8830 H
65.5880 N
64.9480 H
66.4180 H
65.1490 H
62.5510 C
62.1510 0
62.4130 N
62.7410 H
61.7160 C
61.7540 H
62.5610 C
62.7620 H
62.0720 H
63.9230 C
64.6540 H
64.4020 C
63.7710 H
65.4290 H
64.4000 H
63.8820 C
62,9210 H
63.9650 H
64.6670 H
60.3190 C
59.4180 O
60.0980 N
60.8760 H
58.7480 C
583150 H
59.0050 C
59.7010 H
59.4110 H
57.7500 C
57.4060 H
57.0970 H
57.9510 C
57.0510 O
58.9810 O
57.7730 C
56.6590 O
58.3440 N
59.2740 H
57.7180 C
56.6570 H
58.4660 C
59.5160 H
58.1030 H
58.5450 C
58.8240 H
59.3510 H
57.1380 C
56.8260 H
56.3550 H
57.0870 C
57.2650 H
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45.6400
45.2500
44.5930
46.1260
44.9970
48.2990
49.2320
48.3330
47.4400
49.4730
50.3000
49.2050
49.2530
48.2430
50.2810
50.0720
50.3200
51.6620
52.6620
51.8140
49.6400
48.6350
50.8270
52.0910
52.7700
51.9130
52.6620
53.7490
52.2530
52.1020
52.9010
51.7860
50.9000
49.9700
50.7790
50.1480
51.2050
51.6880
50.9390
51.2330
51.6690
49.5570
49.0920
48.8340
49.2310
47.4440
47.4020
47.0680
46.9230
46.1420
48.1410
49.1520
47.9780
48.0490
47.5410
48.4300
48.4970
48.9780
46.3860
46.6150
45.1600
44.9440
44.0640
44.0270
44.1640
45.1830
43.9100
43.4350
42.2560
41.5880
41.8690
40.9000
42.8410
42.9600
42.1860
44.1780
44.3750

52.1360
51.8980
52.6430
52.2150
51.1830
46.2170
46.3770
45.2240
44.9450
44.2740
44.9650
43.4160
43.9800
42.9150
42.4370
41.9020
41.6850
43.0430
42.2370
44.2120
43.5420
43.0040
43.5720
44.3080
43.5760
45.1530
44.8400
44.9180
45.8380
43.8190
43.1620
44.4470
43.1460
43.5320
41.6220
41.1050
40.8680
41.2480
39.4260
38.9600
39.0460
38.9170
37.9610
39.6500
40.5150
39.3450
38.2690
39.9810
41.0610
39.5390
39.8220
39.7330
40.6890
38.6410
38.7320
37.4610
36.6670
37.3870
39.6530
40.4210
39.0570
38.3640
39.2090
40.2140
38.1960
38.2720
37.2100
38.5710
37.9980
37.4440
38.5510
38.5310
39.1830
39.7380
39.6110
40.3180
40.7310

57.7850 H
55.7240 N
55.5420 H
55.3340H
55.0570 H
57.7110 C
56.9030 O
58.6210N
59.0000 H
58.6550 C
58.8200 H
59.8780 C
60.8090 H
59.7710 H
60.0030 C
60.9290 H
59.2150 H
60.3310 C
60.1840 O
60.8050 O
57.3320C
56.8480 O
56.6770 N
56.9890 C
57.4260 H
57.6540 H
55.7160 C
55.6890 H
55.5530 H
54.7070 C
543620 H
53.8750 H
55.2380C
54.8220 H
55.1620 C
54.1980 O
56.1530 N
56.9540 H
56.2180 C
55.2780 H
56.9330 H
56.5810 C
56.0210 O
57.4820 N
57.8210 H
57.9340 C
58.1030 H
59.3090 C
59.2760 H
59.6760 H
60.3940 C
59.9950 H
61.0340 H
61.2900 C
62.3800 O
60.8600 N
61.4800 H
60.0150 H
56.9390 C
56.0000 O
57.0570 N
57.7600 H
56.1220 C
55.7010 H
54.9850 C
54.6030 H
55.3740 H
53.7440 C
53.3580C
54.0010 H
52.1320N
51.8460 H
51.4380 C
50.1500 C
49.4080 H
49.8220C
48.8440 H
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45.2140
46.2060
45.1610
46.0770
43.9510
42.7430
42.1540
42.3090
42.9610
41.2270
41.1250
41.3310
40.5520
42.6610
42.6700
42.7460
43.5230
41.2240
41.4680
41.9660
40.2250
39.7730
38.6690
39.7820
40.6760
38.6020
37.7880
38.2100
37.8170
39.0580
37.1050
36.9000
37.5570
355130
34.4650
35.1220
33.5670
34.1530
38.7980
39.8260
37.7360
36.7990
37.7790
38.5630
36.4960
35.8190
36.6700
35.8530
36.5000
35.7340
34.4150
34.0800
33.6180
32.6980
33.9350
38.3180
38.8360
38.1690
37.7400
38.6120
38.7350
37.5250
37.2130
38.0590
36.3650
36.5930
35.1910
34.3800
35.0550
40.0120
40.1850
40.9140
40.5980
41.9730
42.3930
43.0280
43.4460

40.2600
40.5630
39.7290
39.7040
39.2140
39.2110
38.1500
40.3820
41.1440
40.5000
39.6700
41.7970
41.8780
41.7770
42.6460
40.9150
41.8560
43.0350
43.8010
42.9810
43.1900
40.5020
40.3240
40.7100
40.9430
40.8390
40.3480
42.2990
42.4930
42.9410
42.6470
43.7090
42.4540
41.7620
42.3930
42.5080
41.7800
43.4230
40.1880
40.2220
39.6740
39.6670
38.8420
38.1470
38.0490
38.8320
37.4450
37.1920
36.4480
37.7790
36.6800
36.3760
36.5510
36.2400
36.5890
39.5630
38.9040
40.9290
41.3080
41.9440
41.3010
42.9550
43.3930
43.6620
42.4310
41.4440
42.9810
42.6080
43.7740
42.5230
43.6270
41.8100
40.8840
42.4100
41.5440
43.1460
42.4220

50.7490 C
50.4480 H
52.0570 C
52.6290 H
52.4350 C
56.9410 C
57.0450 O
57.5240 N
57.4000 H
585180 C
59.2180 H
59.3050 C
60.0640 H
60.0640 C
60.7220 H
60.7250 H
59.4000 H
58.4170 C
59.1540 H
57.6200 H
58.0110 H
57.9740 C
58.6000 O
56.6810 N
56.2740 H
55.8230C
56.3570 H
557150 C
56.7130 H
55.4760 H
54.7770 C
549150 H
53.8040 H
55.0100 S
53.6050 C
52.7430 H
53.5290 H
53.7770 H
545310 C
5391100
53.9760 N
543540 H
52.7520 C
53.0540 H
52.5000 C
52.1600 H
51.6100 H
53.6270 C
54.0920 H
54.5380 H
53.3470 C
52.1730 O
543460 N
54.0670 H
55.3040 H
515140 C
50.5940 O
51.5650 N
52.3980 H
50.6290 C
49.7580 H
50.2710 C
51.2190 H
49.6360 H
49.4350 C
48.7260 O
49.5280 N
49.0570 H
50.1380 H
50.8400 C
50.4720 O
51.5870 N
51.8370 H
523870 C
52.8990 H
51.4880 C
50.7880 H
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42.4230
44.0940
44.6670
43.6540
45.1970
44.6730
45.7680
46.0540
46.5610
45.3310
46.9950
47.6420
47.6480
46.5380
41.4530
41.6500
40.8010
40.7010
40.3190
40.4510
41.3090
41.0820
42.2160
41.5310
40.6610
42.7290
42.8300
43.5480
38.8900
38.2070
38.4080
38.8360
37.0600
36.4060
36.5840
37.2990
35.6060
36.3980
35.3820
34.6210
35.3610
34.5760
36.3900
36.3310
37.0170
37.3910
38.2430
37.3330
38.1030
369110
35.8130
38.0060
38.9270
38.0210
37.1620
39.3330
40.1170
39.6140
39.2180
37.8140
37.8090
37.6440
37.5740
37.6090
37.7600
36.1930
35.9240
36.3130
35.1360
35.2670
33.9950
33.4010
33.8330
38.8030
38.6040
39.9730
39.9970

43.9740
43.8550
44.5340
44.5110
42.9560
42.1890
42.3790
43.6620
44.5380
43.7950
42.7280
42.3950
43.2110
41.9420
43.1490
42.7720
44.2740
44.4460
45.3430
44.9000
46.5070
47.3840
46.0660
47.0750
47.4550
47.2590
47.5080
46.9950
45.7220
45.3050
46.4720
46.6880
47.0110
46.2410
47.2590
48.0140
47.7410
45.9910
45.0240
45.2640
43.7760
43.0470
43.4610
42.2930
42.3890
44.4560
44.3150
45.7260
46.4350
48.2220
48.6260
48.8420
48.5190
49.6590
50.3270
50.4580
49.9530
50.8170
51.3480
48.9400
49.6150
47.6160
47.1450
46.7130
45.7610
46.5710
47.5090
45.8120
46.2080
45.2430
46.9060
46.7360
47.7730
46.7300
46.2930
47.1740
47.5610

51.1170 H
52.2920C
51.6610 H
53.0430 H
53.0010 C
53.5710 H
52.2740 H
54.0380 C
53.6320 H
54.8430 H
54.6260 N
53.9260 H
552270 H
55.0660 H
53.6520C
54.7650 O
53.3410 N
52.3500 H
542710 C
55.2580 H
54.2640 C
54.8720 H
54.6770 H
52.9030 C
52.1810 O
52.4460 N
51.4730 H
52.9750 H
54.1880 C
53.2540 O
55.1300 N
56.0190 H
55.1190 C
54.7100 H
56.5340 C
56.8620 H
56.5110 H
57.2920 C
57.0130 C
56.2860 H
57.7350 C
57.5970 H
58.7240 C
59.4080 O
60.0720 H
58.9790 C
59.6270 H
583170 C
58.5850 H
54.1170 C
53.7510 O
53.6100 N
53.8710 H
52.4200 C
52.3660 H
52.4180 C
52.9820 H
51.4280 H
53.0370 H
51.0870 C
50.0120 O
51.0680 N
51.9580 H
49.9360 C
50.4450 H
49.3030 C
48.8180 H
48.5310H
50.2740 C
51.0580 O
50.2600 N
51.0580 H
49.7690 H
48.9380 C
47.7890 O
49.3030 N
50.2350 H
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41.0000
40.5940
42.2900
42.8910
41.9260
42.6650
41.9060
40.9210
43.0060
43.8060
41.4370
41.7050
41.5200
41.3440
42.0230
42.2220
40.9560
40.7130
41.2670
39.5690
39.6780
39.0140
38.7070
37.7320
38.6110
39.2140
39.7050
39.1680
38.6170
38.0540
38.7040
39.7110
39.9870
40.2390
43.4460
43.8290
44.1290
43.6020
45.5980
45.8930
45.9000
453010
45.5670
47.3330
47.9780
47.4360
49.2800
49.7550
50.0760
51.3990
51.7900
49.5230
50.1570
48.1720
47.8130
46.5060
46.0980
47.8110
48.1530
48.7430
48.4880
48.8360
47.8360
49.2560
49.6190
49.0700
50.0770
50.4670
50.7830
50.2920
52.1190
52.2060
52.4160
52.0380
53.4910
51.7390
52.3310

47.4840
48.2010
48.2490
48.5480
49.4610
49.7390
50.3010
49.3510
47.4270
47.9120
46.2730
46.3690
45.1280
45.1820
43.8780
43.1980
43.3780
44.0850
42.4580
42.9940
42.3660
43.9070
42.2630
42.1510
42.8600
40.9300
40.7690
39.7670
39.7160
40.4860
38.9540
38.7050
38.7060
38.0900
44.0630
43.2320
44.9900
45.4500
45.3090
45.0410
46.7860
47.5020
46.9930
47.1210
46.8390
46.3670
47.2180
47.1410
47.7850
48.0220
48.5690
47.9560
48.2700
47.6080
47.7410
44.4380
44.2400
44.1910
44.6060
43.6980
43.8410
42.1900
41.7560
41.9150
41.6690
41.4920
44.4260
44.6600
44.6940
44.4450
45.2000
45.9410
45.7800
45.0830
45.8940
47.1380
47.7810

48.2550 C
47.5410 H
48.7960 C
479370 H
49.6060 C
50.3570 H
489120 H
50.0120 H
49.6640 O
49.8770 H
47.3950 C
46.1660 O
48.0880 N
49.0810 H
47.5120 C
48.3400 H
46.5460 C
45.7530 H
46.0510 H
47.1170 C
48.0010 H
47.3330H
46.1150 C
46.5890 H
45.2070 H
45.8870 N
45.0200 H
46.5330 C
477170 N
48.0490 H
48.3740 H
46.0530 N
45.0810 H
46.6550 H
46.8230 C
46.0080 O
474150 N
48.1430 H
47.1810 C
46.1670 H
474730 C
469110 H
48.4910 H
47.2120 C
45.9350 C
45.1290 H
45.6250 C
44.6590 H
46.6700 C
46.3180 O
47.0030 H
47.9640 C
48.7800 H
48.1880 C
49.1980 H
48.1200 C
49.2630 O
47.8200 N
46.9650 H
48.7750 C
49.8250 H
48.4970 C
48.5130 H
47.5300 H
49.5630 O
50.3300 H
48.5230 C
47.3810 0
49.6370 N
50.4830 H
49.6760 C
48.8810 H
51.1090 C
51.8560 H
51.2480 H
51.3060 C
51.9570 H
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51.8330
50.3120
49.7930
49.6650
53.2280
54.4160
52.7260
51.7360
53.6470
54.4670
529170
52.0320
53.6570
52.3890
51.5040
51.9060
50.9440
52.5840
51.7520
53.4430
53.9760
52.8460
54.1280
54.3760
53.7770
55.5600
55.9750
56.3770
55.9140
57.1500
56.4050
57.7360
57.9030
58.6100
57.7320
58.2560
56.9890
57.2290
58.0690
56.9580
56.2020
57.7630
58.7790
57.4880
58.0960
56.4780
57.8710
57.3020
58.9500
57.6180
57.8750
57.0710
57.2150
56.9010
57.5490
58.5040
56.2520
55.5120
55.8420
56.6090
54.4720
53.6490
54.1570
55.0900
53.3270
53.9270
54.5060
55.1620
54.9970
53.1910
52.5270
52.7120
53.4190
55.6850
54.9910
56.3900
56.8600

47.5960
47.0940
46.0270
48.1120
44.1080
44.4080
42.8320
42.6330
41.6790
41.7870
40.4340
40.2990
39.6400
40.2540
40.8870
38.8180
38.7530
38.0940
38.6300
40.5430
41.4670
40.6900
39.7040
41.5630
41.8240
41.0000
40.6880
41.0420
41.1870
423510
43.0960
42.2890
42.9270
423070
44.2540
44.7320
44.7090
39.7420
39.5430
38.8100
39.0010
37.6460
38.0410
37.1040
37.5260
37.2390
35.6060
35.0710
35.5180
34.9800
33.8000
35.6680
35.3000
36.6620
36.5650
35.9330
36.3950
36.6980
35.8500
35.1900
35.1090
35.7480
34.5350
34.0820
33.8340
35.3990
33.8380
33.0590
34.1620
33.3140
34.1270
32.7030
32.7030
37.0800
38.0190
37.0660
36.1900

50.3220 H
51.8610 C
52.2800 O
51.8760 O
49.3120 C
49.0730 O
49.1730 N
49.1500 H
49.0020 C
49.7120 H
49.4050 C
48.7830 H
49.3080 H
50.8820 C
50.9450 H
51.0430 C
50.5340 H
50.5910 H
52.1060 H
51.9530C
51.7320 H
52.8530 H
52.0750 H
47.6520 C
46.6180 O
47.5970 N
48.4630 H
46.4240 C
45.4480 H
46.6900 C
46.9690 H
47.6080 H
45.5500 C
44.7450 O
45.3930 N
44.6740 H
45.9030 H
46.5030 C
45.7060 O
47.3480 N
47.9910 H
47.7150 C
47.7010 H
49.1280 C
49.9280 H
49.5150 H
49.2170 C
48.4570 H
49.0930 H
50.6110 C
50.6820 O
51.6760 N
52.6060 H
51.6180 H
46.5870 C
46.1480 O
46.1790 N
46.7960 H
44.8940 C
44.4870 H
44.9900 C
453130 H
43.4990 C
43.1660 H
43.5880 H
42.8770 H
459130C
45.5240 H
46.8300 H
46.4650 C
46.7590 H
45.7010 H
47.3380 H
43.9560 C
44.3450 O
42.7960 N
42.6150 H
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56.4950
55.5830
57.5700
57.7550
57.4650
58.9010
59.4540
59.4340
60.3340
59.0360
56.7980
56.8900
56.7770
56.9200
56.9330
55.9980
57.1040
57.2640
55.8540
56.0710
55.0710
55.6310
58.3100
58.5880
58.0240
57.8330
59.1220
59.0400
60.3230
60.5970
61.4650
61.3130
62.4360
61.7090
62.1510
60.8450
62.7390
62.4800
63.5880
63.1270
63.5400
62.2680
64.2410
65.0500
64.4220
63.9240
60.3020
61.1990
59.3110
58.5920
59.2940
59.8390
59.8480
59.8940
60.8070
59.0850
57.9710
59.6860
59.2690
60.5170
57.9180
57.9490
56.8110
56.8500
55.5030
55.3590
54.4660
54.6360
54.3690
55.3550
54.1170
53.5800
53.0260
52.9090
52.2640
53.0360
55.3370

38.0930
38.6900
39.0000
39.8860
39.3800
38.2860
37.9610
38.0350
37.5760
38.5070
37.5850
36.3890
38.5020
39.4450
38.1870
37.7800
39.5060
39.2520
40.4340
41.2710
39.8530
40.7560
40.1430
40.6790
37.2150
36.4560
37.1180
37.7480
36.3460
36.3270
37.2250
37.6520
36.7310
38.3890
37.9620
38.9590
39.3790
39.8420
38.7770
40.3160
39.7820
40.8520
41.2490
40.6690
41.9280
41.6940
34.8710
34.0910
34.4970
35.1740
33.1700
32.4300
33.3200
32.3030
33.8350
34.1190
34.5380
34.4320
35.0910
33.9740
32.4720
31.3240
33.1080
34.0960
32.4210
31.9530
33.5020
34.2930
34.0650
34.4930
33.2590
34.8140
32.9970
32.7380
33.7510
32.0840
31.2720

41.8740 C
41.8780 H
42.3300 C
41.7220H
43.3460 H
42.3450 C
41.2870 O
43.4730 N
43.4860 H
442720 H
40.4150 C
40.1040 O
39.4180 N
39.7500 H
37.9860 C
37.6010 H
37.1460 C
36.0980 H
37.2090 C
36.5460 H
36.7210 H
38.2270 H
37.5630 O
36.8160 H
37.6370 C
36.7240 O
38.4070 N
39.1920 H
38.1550 C
37.1000 H
38.6800 C
39.6700 H
38.7370 H
37.7370 C
36.8370 H
37.3980 H
38.2080 C
39.1600 H
38.5320 H
37.1000 C
36.2450 H
36.6970 H
37.4920 N
37.6630 H
36.7670 H
38.3420 H
38.6380 C
38.2870 O
394340 N
39.6460 H
40.1290 C
39.5430 H
41.5780 C
41.9700 H
41.5270 H
42.6070 C
42.4370 O
43.7210N
44.3620 H
44.0680 H
40.0530C
40.4700 O
39.7050 N
39.5000 H
39.7700 C
40.7440 H
39.5530 C
40.2840 H
38.0750 C
37.8950 H
37.3850 H
38.0110 H
39.6900 C
40.7420 H
39.4950 H
39.0940 H
38.7290 C
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54.5500
56.1500
56.8840
56.0460
55.0430
57.0140
58.0630
56.8690
56.9480
56.2980
56.1060
55.5800
56.6600
56.9910
56.7520
56.4040
58.2190
58.1660
58.6900
59.0920
59.0160
58.7720
60.5430
60.9750
61.0290
60.6130
60.2570
60.9830
61.5120
61.8040
61.8710
60.9780
60.7510
61.3580
55.8740
56.1710
54.7240
54.5270
53.7360
54.1580
52.9440
53.6840
52.4180
51.7210
50.8770
52.1340
53.0940
51.3670
52.2690
51.0760
51.8290
50.6700
50.2520
52.8840
52.4870
52.6800
53.0900
52.1920
51.5910
53.3110
52.9380
53.8920
54.2860
55.1070
54.5880
53.9890
53.0660
54.0570
54.9050
55.4060
55.0630
54.5050
53.9730
54.5490
55.8660
56.3600
56.2620

30.3610
31.1170
31.7760
29.9880
30.0590
30.0940
29.9840
29.2530
31.3140
31.2840
28.6330
27.7040
28.4620
29.2830
27.1740
26.3570
26.8410
26.0130
26.5250
27.8870
28.8430
28.1230
27.5060
27.4120
28.3720
26.2490
26.2110
25.0640
24.9380
25.7870
24.0820
23.9830
24.0340
23.0920
27.1840
26.6290
27.8800
28.4050
27.8910
27.9210
29.1730
29.9710
29.2230
29.4460
28.7560
29.3670
29.8780
29.7890
28.3070
30.8010
31.5780
30.8680
30.8980
26.6120
26.1140
26.0250
26.5400
24.6970
24.3870
23.6740
22.6580
23.5360
23.9450
23.2740
24.9920
23.5760
24.0700
22.4940
24.1280
24.9600
23.8150
22.8320
22.1040
22.7420
24.5720
25.3390
24.2350

38.9940 O
37.6860 N
37.4720 H
36.7500 C
36.3290 H
35.6050 C
35.8800 H
34.9260 H
34.8050 O
34.0990 H
37.4510C
36.8160 O
38.6820 N
39.1690 H
39.4480 C
38.8150 H
39.7540 C
40.4610 H
38.8230 H
40.4460 C
39.9280 H
41.4620 H
40.6290 C
39.6330 H
41.0780 H
41.3460 N
42.2900 H
40.8620 C
39.6680 N
39.2050 H
39.2690 H
41.6020 N
42.5850 H
41.3150H
40.7000 C
41.7160 O
40.6380 N
39.7980 H
41.6480 C
42.6520 H
41.5400 C
41.6020 H
40.5860 H
42.5230 C
42.5400 H
43.9890 C
44.0620 H
44.6380 H
442040 H
42.2270 C
42.3570 H
412180 H
42.9340 H
41.6080 C
40.5760 O
42.8000 N
43.5660 H
43.0280 C
42.1730 H
43.2730 C
434120 H
423620 H
44.4110C
44.1610 H
444100 H
45.8690 C
46.1700 H
45.9820 H
46.8330 N
46.5580 H
48.0980 C
48.7440 N
48.2890 H
49.7490 H
48.8460 N
48.4130 H
49.7130 H
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51.2070
51.1070
50.4890
50.7070
49.3390
48.9090
48.3190
48.1360
48.6510
46.9720
47.3230
46.1920
46.9490
45.7720
45.4650
46.0210
46.4090
45.0870
45.8340
49.7740
50.3840
49.6530
49.2610
50.1840
51.1920
50.4560
51.0890
49.5310
50.8810
49.2600
49.7660
47.9100
47.5590
46.8730
46.9830
46.9240
46.1330
47.8610
47.1480
48.3870
49.3570
48.1850
48.9470
46.8430
46.2220
46.7070
44.7820
44.2280
44.1780
43.1040
44.8120
44.2920
46.1950
45.4890
45.2970
44.5080
44.7220
43.0750
43.0110
42.5820
41.5240
43.1790
42.4890
41.7500
42.3240
42.8310
41.0890
40.7870
40.2490
40.6370
40.5390
41.5190
40.6060
39.5860
39.5740
40.2600
38.5350

24.7010
25.5920
23.5620
22.8720
23.3750
24.3740
22.4770
22.8660
21.4490
22.4030
22.2650
23.6690
24.4170
23.7780
23.5720
21.2750
20.2870
21.3180
21.4260
22.9470
21.8690
23.7580
24.6780
23.4610
23.0640
24.7550
25.4200
25.3230
24.5780
22.4830
21.4520
22.7540
23.6120
21.8680
20.9000
21.6530
20.9800
21.1110
22.8510
23.3900
22.9720
24.6170
25.1450
24.7650
25.8170
26.6170
25.6490
26.4060
24.6270
24.5320
23.6810
22.9030
23.7510
22.3530
23.4760
21.5360
20.5790
21.7610
22.7770
21.5120
21.7700
22.0770
20.1280
19.9450
20.9870
20.0820
21.4280
22.2290
21.0520
20.0710
22.0320
21.7410
23.0280
22.1550
21.1890
20.3590
21.1100

44.1880 C
45.0590 O
44.2550 N
43.5500 H
45.1800 C
45.2600 H
44.4780 C
43.4770 H
44.3260 H
45.2950 C
46.3180 H
45.2050 C
45.4390 H
44.2050 H
46.0120 H
44.7840 C
45.0320 H
45.3440 H
43.7210 H
46.5360 C
46.6660 O
47.5670 N
474270 H
48.9060 C
48.7840 H
49.6530 C
49.0660 H
49.7650 H
50.6410 H
49.7090 C
50.1610 O
49.6950 N
49.2950 H
50.1780 C
49.6890 H
51.7010 C
52.0320 H
51.8260 H
52.5440 C
52.8580 C
52.6340 H
53.4160 N
53.8180 H
53.7850 C
54.4550 C
54.9960 H
54.5700 C
55.1050 H
53.8640 C
53.7980 H
53.0720 C
52.5320H
52.9950 C
49.7500 C
49.3730 O
50.0130 N
50.2560 H
49.8980 C
50.2860 H
48.4580 C
48.4120 H
47.7430 H
48.2630 O
47.6790 H
51.0000 C
51.6890 O
51.2990 N
50.7630 H
52.4360 C
52.7110 H
53.5600 C
53.9370 H
53.1220 H
54.7240 C
55.7710 C
55.6870 H
56.7050 C
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38.5360
37.5300
36.6750
37.6910
37.0080
38.6780
38.6810
38.7450
38.2190
38.1250
38.5580
36.6780
36.4600
36.2870
36.9320
36.5090
34.9540
34.8270
35.7350
35.7440
34.9940
35.0850
34.1450
34.7170
33.7450
33.2330
34.9410
35.1870
34.8380
35.8060
32.8480
33.3190
32.9800
32.3470
32.6570
33.1790
31.3760
31.3670
31.3660
30.0530
29.1250
29.9680
30.8210
28.8520
28.1630
28.1830
27.3740
27.7530
28.9550
29.3200
30.5830
28.4060
27.4570
28.5890
29.6480
27.8730
27.3720
27.1300
28.7480
29.1120
29.7940
29.3710
30.4510
30.4100
27.9480
28.5560
27.2610
27.3200
27.8690
26.8030
28.3170
29.1840
27.8330
28.7620
26.8890
26.5560
27.3970

20.3330
22.1110
22.2000
23.1820
24.0180
23.2020
24.0360
20.9200
21.8680
19.7450
18.9420
19.6280
20.1210
18.1940
17.9320
17.4780
18.1130
18.4540
20.0730
19.4750
21.1890
21.4340
21.8400
22.0950
23.2440
23.8260
24.1080
23.7640
25.1880
23.8320
23.1430
22.7560
20.9740
21.3850
19.8050
19.5420
19.1150
18.2090
18.8960
19.8930
19.7760
20.6680
20.7060
21.2070
20.3770
22.4110
22.8980
21.9570
23.1560
21.6660
21.7150
21.9740
21.8220
22.0960
22.1630
20.9280
20.2980
21.3640
19.9670
20.6020
19.3510
18.6310
18.7870
20.0230
18.7570
17.8840
18.4580
19.1370
23.4010
23.8190
23.7760
23.3770
24.8290
25.1620
24.1530
24.8910
23.3700

57.4550 H
56.6400 C
572930 H
55.7270 C
55.7670 H
54.7670 C
54.0800 H
52.0080 C
51.3220 0
52.3050 N
52.7380 H
51.9550 C
51.0080 H
51.5810C
50.7420 H
523730 H
51.2690 O
50.3810 H
53.0920 C
54.1460 O
52.7990 N
51.8230 H
53.7750 C
54.6670 H
53.1700 C
53.9350 H
52.7620 C
51.7570 H
52.8630 H
53.3650 H
52.0590 O
51.3180 H
54.1670 C
55.1670 O
53.5760 N
52.7530 H
53.7630 C
53.1580 H
54.8310 H
53.4670 C
54.2470 O
52.3980 N
51.8590 H
51.6630 C
51.5050 H
523670 C
51.8230 H
53.2600 H
52.5560 H
50.2630 C
50.0310 O
49.3680 N
49.6800 H
47.8960 C
47.6470 H
47.1490 C
47.8830 H
46.4800 H
46.3520 C
45.5450 H
47.2100C
479110 H
46.5470 H
47.8070 H
45.7520 C
455170 H
46.5440 H
44.9450 H
47.3810C
47.8940 O
46.1990 N
45.8680 H
45.2270C
447630 H
44.1890 C
43.4600 H
43.6250 H
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25.5850
25.8380
24.9430
24.8180
24.5570
25.4720
23.6050
23.7090
22.3660
22.1360
22.8050
21.1670
21.3420
21.4750
20.5340
27.3210
26.3510
27.9390
28.6850
27.5830
27.1670
26.7630
28.7890
28.6070
30.0170
30.2290
31.2860
31.0620
32.2420
32.5490
33.1500
31.6630
30.6490
30.4970
29.7820
31.3840
31.6060
32.0640
32.8850
31.7520
32.9240
30.9390
30.0630
31.3690
32.1730
30.1980
29.2960
30.4050
29.9120
30.8010
29.6050
28.7900
29.0370
27.7820
32.0340
31.8160
32.7160
32.9070
33.5740
33.6880
33.1690
34.9150
35.3240
35.6620
35.3450
37.0310
37.1250
37.6210
37.4410
36.6040
38.6570
39.5470
40.2600
38.9080
40.2140
41.1110
39.4670

23.6650
23.0970
24.5090
22.7710
23.2750
21.9330
22.2720
21.4550
22.7570
23.7970
24.1550
24.0800
22.2200
21.5550
22.8120
26.2270
26.8360
26.8230
26.3090
28.2070
28.7200
28.0660
29.0250
29.9610
28.6050
27.7640
29.0840
29.3600
27.8520
27.5720
28.1170
26.6910
25.9390
24.9600
24.1580
25.0650
24.3480
26.2360
26.6520
30.3240
30.4380
31.3730
31.2690
32.7210
32.7100
33.4610
33.3760
345310
33.0640
33.0610
32.0240
34.0070
35.2200
33.5240
33.4100
32.9600
34.5650
34.8540
35.1180
36.1880
34.9020
34.4610
33.8290
34.5460
35.2070
34.0460
33.0780
34.8090
33.8980
342110
33.3300
32.4900
33.2190
31.9680
31.4470
30.9300
30.6710

44.7840 C
45.6780 H
45.0370 H
43.8260 C
42.8940 H
43.5840 H
444970 N
45.0820 H
44.3390 C
43.5850 N
429190 H
43.6200 H
44.9640 N
45.7120 H
45.0940 H
45.7510C
45.2040 O
46.7860 N
47.2320H
47.3000 C
46.4340 H
48.0050 H
47.8720 C
48.6180 O
47.5850 N
47.0660 H
48.2540 C
49.2840 H
48.3120C
47.3040 H
48.8530 H
48.9890 C
48.5840 N
49.4800 C
49.3660 H
50.4830 N
51.1590 H
50.2020 C
50.7680 H
474770 C
47.1020 O
474720 N
47.9630 H
47.1530 C
46.4170 H
46.5530 C
47.1590 H
46.5300 H
45.0820 C
444510 H
45.1960 H
44.5570 C
44.5380 O
44.0700 O
48.4180C
49.5470 O
48.2240 N
47.2750 H
49.3080 C
49.1320 H
50.2960 H
49.3520 C
48.3970 O
50.4800 N
51.1750 H
50.5240 C
50.0320 H
50.0170 H
52.0140 C
52.8560 O
52.2880 N
51.3880 C
51.0030 H
50.6750 H
52.2670 C
51.9230 H
524370 H
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40.3810
41.2880
40.4350
39.1240
38.4130
39.6080
40.0060
39.7350
39.1610
40.4930
40.8380
39.6860
39.8450
40.2290
38.1820
37.6970
37.5700
37.9830
36.4970
37.7140
38.1170
38.7960
38.3840
37.1290
41.7460
41.7620
42.7070
42.5440
43.9810
43.7910
45.1100
45.3690
46.2550
47.0960
46.6860
45.9530
44.8610
43.8920
45.6940
44.9870
44.4190
44.9180
44.3540
43.9900
44.6320
45.2460
43.2790
42.6950
43.6180
44.3370
44.0450
42.7360
42.3310
42.8730
41.8930
41.4870
45.4320
45.0990
46.5360
46.7760
47.5030
48.2500
46.9420
48.2990
48.8550
48.2220
47.7560
48.4670
48.6940
49.6550
49.9070
50.9200
51.8000
51.0180
50.8040
49.4580
48.8510

32.2830
32.8870
31.5830
33.1600
32.6080
34.4720
35.4370
34.3840
33.6790
35.3140
36.2120
35.7400
34.9340
36.6060
36.0650
35.2170
36.4520
37.3720
36.4600
35.6550
37.1980
38.0160
36.8630
37.6570
34.5970
33.3520
35.3600
36.3470
34.9640
34.0560
34.9540
35.9430
34.2190
33.9690
34.8720
33.2640
34.0380
34.1610
34.2390
32.9990
35.9880
37.0490
35.6050
34.6670
36.3950
37.2590
37.0020
36.2480
38.1560
37.8940
39.0000
38.4730
37.5710
38.2960
36.7670
37.9750
35.5780
34.4720
36.2030
37.1180
35.5670
36.2640
35.1630
34.5070
34.8180
33.2850
33.1930
31.9990
32.3750
31.1230
30.3920
31.9000
31.2740
32.4710
32.6620
30.4930
29.7620

53.5800 C
53.5900 H
54.4130 H
53.6990 C
543140 H
543220 C
53.6650 O
55.6830 N
56.1220 H
56.5830 C
56.0700 H
57.7910 C
58.5070 H
58.1680 H
57.6680 C
57.1830 H
58.9480 C
59.3610 H
58.7550 H
59.6770 H
56.6910 C
56.9340 H
55.6880 H
56.6810 H
572250 C
57.2490 O
57.6130 N
57.4780 H
58.2430 C
58.8150 H
57.2160 C
56.8370 H
58.0020 C
57.3540 H
58.7600 H
58.4330 H
56.0070 C
55.5230 H
55.3320H
56.3100 H
59.3320C
59.0670 O
60.6130 N
60.6990 H
61.8070 C
61.5540 H
62.4180 C
62.9460 H
63.2900 C
64.0670 H
62.7470 H
63.8460 H
61.3490 C
60.7410 H
60.7570 H
61.9090 H
62.8000 C
63.1090 O
63.1600 N
62.8050 H
64.0700 C
64.4500 H
64.9130 H
63.2760 C
62.1690 O
63.8380 N
64.7290 H
63.1440 C
62.1460 H
63.6290 C
62.8610 H
63.6700 C
63.8160 H
62.7470 H
64.4410 H
64.8120 O
64.6720 H
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47.1980
47.2650
46.0070
45.9530
44.7650
44.9670
43.8370
43.5230
42.6660
41.9600
42.9540
42.1010
44.6600
44.3760
44.0760
43.6010
44.0030
44.4870
42.9500
43.0740
43.2700
44.3350
42.9440
42.4210
41.3900
42.6350
42.4780
43.8130
44.4450
44.3410
43.3630
41.5230
41.2860
40.5500
40.9140
39.1270
38.9910
38.4800
38.4170
37.4400
39.0880
38.5970
37.7530
39.1690
38.7760
40.2670
40.9350
40.3650
40.8080
41.6680
40.2000
40.5980
38.4650
39.0000
37.3090
36.8640
36.7400
36.7410
37.5700
38.2000
38.4350
37.9010
38.7960
39.3240
36.7360
36.2090
36.0670
37.3910
35.2330
34.9260
34.3350
34.6660
32.8830
32.6400
31.9960
30.9270
32.1370

31.2710
30.0410
31.8930
32.8950
31.1940
30.1330
31.3770
32.4190
30.4160
30.6340
29.3810
30.4660
31.2310
31.9850
31.7070
32.8150
30.8780
30.0010
31.0070
32.0510
30.0370
30.0150
29.0350
30.4240
30.2470
31.4400
29.2350
29.9260
30.4990
29.1020
30.5200
30.7840
29.9380
31.3900
31.8570
31.1250
30.1410
32.2530
33.1950
32.0020
32.5040
31.9300
31.2710
32.2140
31.7420
33.0740
33.2890
32.9730
33.6180
34.2670
33.3750
33.9720
30.9280
31.3910
30.2210
29.8670
29.8310
30.7450
28.7670
29.3760
27.8290
27.4750
27.0090
28.3180
27.8370
27.1140
28.4340
27.2820
29.4200
28.8970
29.7870
303110
29.3430
29.1530
30.5590
30.3580
31.2600

62.7390 C
62.7020 O
62.5860 N
62.4750 H
62.3300 C
62.1820 H
63.5880 C
63.5200 H
63.6780 C
62.8770 H
63.4950 H
64.6090 H
64.7110 O
65.2330 H
61.1200 C
61.0880 O
60.1230 N
60.2550 H
59.1020 C
58.8140 H
57.8970 C
57.6650 H
58.1740 H
56.7290 C
57.0360 H
56.3970 H
55.3390 S
54.2980 C
54.9770 H
53.8180 H
53.5020 H
59.6600 C
60.5090 O
58.9820 N
58.1640 H
59.0880 C
59.5360 H
59.9610 C
59.4180 H
60.1740 H
61.3060 C
62.4910 C
62.3520 H
63.7410 C
64.6300 H
63.8600 C
65.0760 O
65.7810 H
62.6480 C
62.7330 H
61.3910 C
60.5840 H
57.6640 C
56.6190 O
575710 N
58.4060 H
56.2770 C
55.6840 H
55.5010C
54.8520 H
56.3690 C
57.2520 H
55.7480 H
56.7660 H
54.4990 C
55.1210 H
53.8780 H
53.8270 H
56.5650 C
57.6610 O
55.6250 N
54.8280 H
55.6570 C
56.7020 H
55.2420C
553180 H
56.0650 H
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32.4510
33.3590
33.4770
33.8870
32.5860
32.1990
31.9490
31.0780
32.6380
33.5640
31.3560
30.7590
30.6760
31.4210
30.4960
30.1160
31.4780
29.6600
30.1580
29.3350
28.6610
28.7470
29.2170
27.3190
27.0400
27.1270
27.3120
26.1780
27.9030
26.4200
26.8630
25.0920
24.7800
24.0230
24.0810
22.6930
22.7470
22.5800
21.5210
20.8990
21.2680
19.8070
19.1550
19.3200
18.2700
17.5740
19.9690
19.4490
21.0260
21.4500
24.1580
24.2180
24.2770
24.5660
25.5790
23.8760
24.3620
25.3480
23.9810
23.4710
23.8030
22.4080
23.8370
22.9400
24.8280
24.5680
26.0010
26.1910
26.9710
27.6580
26.3500
25.8130
27.1410
25.5140
24.2860
26.0780
25.4510

31.2710
32.2910
32.6470
33.5900
31.9050
32.2570
31.0250
30.4390
28.0150
27.2180
27.8080
28.5720
26.9100
26.8550
25.5420
24.7890
25.2610
25.6480
26.0340
27.4330
28.2960
26.8650
26.2130
26.9800
28.0320
26.1650
25.1220
26.2500
26.5150
26.4680
25.7690
26.6240
27.1140
26.1580
26.6590
26.6500
27.7360
26.2020
26.1750
24.9390
243170
24.6190
23.8260
25.3550
24.9870
25.6370
26.5660
27.2120
27.0140
28.0040
24.6580
23.8510
24.2380
22.8050
22.5320
22.2540
22.6550
22.8020
21.6550
23.8530
24.1670
23.6180
24.9330
25.5340
25.9770
26.4470
26.2670
25.8100
27.2850
27.4060
28.7000
28.9090
29.4510
28.9530
29.1020
28.9690
29.1330

54.0050 C
53.9490 N
52.7060 C
52.3750 H
51.9300 N
51.0660 H
52.7730 C
52.5190 H
54.8700 C
54.4800 O
545910 N
54.8720 H
53.5930 C
52.7990 H
54.1830 C
53.4930 H
54.5630 H
55.3490 O
56.0740 H
53.0530C
53.6770 O
51.9890 N
51.3770 H
51.7080 C
51.6490 H
50.4170 C
50.6760 H
49.8870 H
49.7360 H
52.8980 C
53.8110 O
52.8060 N
51.9800 H
53.7130 C
54.6790 H
53.1830C
53.1070 H
52.1960 H
54.0670 C
53.8000 C
52.9980 H
54.6320 C
54.2980 H
55.6910 C
56.3930 O
56.5150 H
55.9360 C
56.6270 H
55.1010 C
55.1790 H
53.9530C
52.9780 O
55.2250 N
55.5190 C
55.2240 H
54.8800 H
57.0390 C
57.4800 H
57.2490 H
57.5180 C
58.5080 H
574710 H
56.4670 C
56.3210 H
57.0970 C
58.2570 O
56.4690 N
55.5890 H
56.8980 C
56.0600 H
56.8960 C
57.8210 H
56.9010 H
55.6390 C
55.7530 O
54.5060 N
53.7310 H
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27.0840
27.8350
28.2180
28.3280
28.0320
29.5690
29.3050
30.0670
30.9710
30.3000
29.1540
28.0400
27.5320
26.5850
28.2890
28.1490
29.2600
30.0730
30.7180
30.9310
31.4850
31.1700
32.6240
32.9500
32.3230
32.2950
33.4510
34.4280
33.5440
33.2870
30.9980
31.2120
30.1720
30.7730
33.7850
33.5500
34.9930
35.0790
36.2460
36.0780
36.6780
37.0160
37.5780
35.6420
353610
36.0740
343010
34.1860
33.6020
32.6300
32.4180
33.7700
33.0040
34.8200
34.8730
37.3750
37.5730
38.1980
38.0060
39.3540
39.4650
39.0890
38.7260
39.9530
38.3200
40.5710
40.4240
41.6200
41.5990
42.7120
42.7870
42.5900
42.5560
43.4540
41.3510
40.4300
41.5040

28.9900
26.9300
27.7480
25.6740
25.0870
25.3820
25.4790
23.9630
23.9790
23.5070
22.9980
22.4170
21.5390
21.0400
21.5600
20.9630
22.4570
22.5750
26.3850
26.8980
26.5410
26.1950
27.4940
27.5480
28.7960
28.5490
29.7540
29.3570
30.0260
30.7170
29.4610
29.9460
28.7610
30.2770
26.6920
25.7670
26.9690
27.6640
26.2420
25.7420
25.1450
25.6150
24.6180
24.0740
229150
22.7830
21.9970
21.1370
22.1370
21.2560
21.4310
23.3360
23.6070
242150
25.1610
27.2140
28.1900
26.9680
26.1020
27.7220
28.5820
28.1850
27.3840
28.7420
28.9470
26.7440
25.6500
27.1100
28.0520
26.3120
25.2980
26.1900
27.1280
25.6870
25.4150
25.9720
25.4320

54.4240 H
58.1020 C
58.9890 O
58.1120 N
57.3460 H
58.8160 C
59.8690 H
58.5920 C
57.9830 H
59.5540 H
57.9050 C
58.4880 N
57.6420 C
57.7870 H
56.4680 N
55.6660 H
56.6450 C
55.9440 H
58.5570 C
57.4760 O
59.6870 N
60.5820 H
59.7890 C
58.7500 H
60.5400 C
61.6010 H
60.4000 C
60.6750 H
59.3490 H
60.8820 H
60.2130 C
59.2610 H
60.0890 H
60.9000 H
60.4600 C
61.2300 O
59.9940 N
59.2660 H
60.3530 C
61.3070 H
59.3090 C
58.3860 H
59.6250 H
59.0390 C
59.8680 C
60.6670 H
59.5580 C
60.2020 H
583570 C
57.9740 O
57.0540 H
57.5590 C
56.8470 H
57.8780 C
57.3590 H
60.6800 C
59.9160 O
61.7210 N
62.2040 H
62.0960 C
61.4350 H
63.5500 C
64.1950 H
63.9090 H
63.4180 H
62.1260 C
62.6400 O
61.2950 N
60.9310 H
60.7760 C
61.1680 H
59.2510C
58.6970 H
58.8170 H
58.7720 C
58.9470 H
572240 C
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40.6510
41.3990
42.4300
41.4270
41.0840
40.7350
42.4420
44.0080
44.4130
44.4880
44.2550
45.7760
45.7750
45.9130
45.1350
45.5160
47.2310
47.8820
47.5930
46.9230
47.1260
47.8910
47.7890
49.0750
48.9420
49.0890
49.5900
49.7040
47.7750
47.1610
47.9680
48.1440
48.8460
47.0940
46.9740
46.6750
46.1030
47.6270
50.4890
51.5860
50.4880
49.5420
51.6240
52.1720
51.0800
50.4360
52.2120
52.5560
51.9100
53.0020
50.2600
49.5290
52.4410
53.6740
51.8150
50.8140
52.5110
53.5840
52.1680
52.5430
51.0820
52.8550
52.4660
52.5490
543770
54.9820
55.0180
56.0160
54.4680
52.1190
50.9310
53.0080
53.8590
52.7470
52.4670
53.9800
54.5500

24.9730
26.4250
24.9580
24.0330
24.1650
23.3580
23.6430
26.9820
28.0040
26.5200
25.5660
26.9860
28.0740
26.5460
27.0760
25.5330
26.7790
27.8280
26.0190
26.5180
25.3180
27.4190
28.2380
27.2750
26.3540
28.4440
29.2540
28.1440
28.9280
29.3550
30.1470
31.0150
29.9390
30.3290
27.8190
26.9710
28.3460
27.4440
27.1450
27.0810
27.0520
27.0840
26.8680
27.8100
26.6920
25.8350
26.7050
27.7230
26.1840
26.1300
27.8400
27.7240
25.6170
25.6680
24.4720
24.4440
23.2290
23.4220
22.0720
22.3090
22.0210
20.7190
19.9480
20.3890
20.6470
20.7560
20.4530
20.3210
20.3390
22.9300
22.9900
22.2830
21.9250
22.0520
23.0450
21.4840
20.8380

56.7240 H
56.7870 H
56.8980 H
59.3450 C
60.3710 H
58.8410 H
59.4210 H
61.3020 C
60.7870 O
62.4830 N
62.7170 H
63.0700 C
63.0000 H
64.5020 C
65.0520 H
64.5620 H
65.2250 C
64.8580 O
66.1250 O
62.1130 C
61.7640 O
61.9540 N
62.5350 H
61.0350 C
60.4680 H
60.0590 C
60.5890 H
59.2100 H
59.5550C
60.3470 H
58.6190 C
59.2540 H
58.0080 H
57.9930 H
58.8370 C
59.4530 H
58.4480 H
58.0490 H
61.7070 C
61.0710 O
62.9970 N
63.3500 H
63.9300 C
63.9270 H
65.4400 C
65.6320 H
66.4720 C
66.6540 H
67.3810 H
65.9890 H
65.6700 O
65.0590 H
63.6010 C
63.7330 O
63.2640 N
63.1310 H
62.8680 C
62.8800 H
63.7900 C
64.7850 H
63.7200 H
63.4950 C
64.1590 H
62.5020 H
63.5300 C
62.4790 O
64.6820 N
64.6080 H
65.5220 H
61.4270 C
61.0280 O
60.6300 N
61.0390 H
59.1870 C
58.8360 H
58.4620 C
59.1290 H
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53.7730
54.8890
55.4200
54.3190
55.8630
55.3850
56.6460
56.5510
57.2520
55.8810
57.2460
56.6690
58.0010
57.7190
51.6130
51.4920
50.8320
50.0740
49.3820
50.6910
49.2470
48.2690
49.2230
49.9520
49.3020
50.7720
50.5840
51.5090
49.5070
49.5040
48.6320
48.7610
47.6620
48.0210
46.3960
45.5990
46.7950
45.7460
44.8530
44.5650
44.2970
43.6650
44.7200
44.3870
45.0400
45.6440
45.9510
46.1740
46.9280
47.2180
47.7020
46.4640
46.3510
45.5780
45.3560
46.3310
45.7540
47.3850
46.2610
44.2730
44.2150
43.1220
43.0550
41.7590
41.7070
40.6880
40.9860
39.2950
38.6620
39.4890
38.7830
40.4910
40.0050
41.4080
39.6040
38.5510
39.6460

20.9520
22.6930
22.3750
23.5240
23.2350
23.6260
22.4870
24.4490
24.0140
25.0430
25.2890
25.6420
24.7220
26.0280
20.9870
20.0540
21.1170
19.9730
19.5010
19.1330
20.5130
20.8220
19.8360
21.7170
22.4020
21.5030
22.2790
22.7560
23.2110
24.4080
22.6500
21.6690
23.1740
24.0670
23.5820
23.9890
24.3320
22.5320
21.5830
21.5790
20.5940
19.8760
20.4850
19.4740
19.5860
21.3910
21.3890
22.4280
23.0720
22.1070
20.9540
22.5470
23.5450
21.6910
20.7660
21.3320
20.4710
21.1180
22.1320
22.4640
23.6960
21.7760
20.8110
22.3980
23.2050
21.3540
20.3810
21.6750
20.7870
21.8560
225170
21.1790
22.0910
21.0050
19.9700
20.1830
19.8100

57.5330 H
57.9500 C
57.0520 H
57.5350 H
58.9590 C
59.8570 H
59.0850 H
582930 C
57.5800 H
57.6710 H
59.3150 N
60.0640 H
59.6760 H
58.8140 H
59.0170 C
59.7950 O
57.9540 N
57.4620 C
58.1600 H
57.1420 H
56.2710 C
56.6410 H
55.4180 H
55.8100 C
55.2650 H
55.1240 H
57.0640 C
56.7380 H
57.7200 C
57.3960 O
58.5450 N
58.7500 H
59.4410 C
59.9520 H
58.6940 C
59.3160 H
58.0100 H
57.8250 C
58.3200 C
59.3610 H
57.4750 C
57.9770 H
56.1410 C
55.2960 O
54.6020 H
55.6520 C
54.6170 H
56.4410 C
56.0140 H
60.4550 C
60.4320 O
61.4290 N
61.5330 H
62.3130 C
61.7820 H
63.6710 C
64.0110 H
63.4960 H
64.4080 H
62.6940 C
62.8570 O
62.6780 N
62.3860 H
62.8980 C
62.1670 H
62.5690 C
62.9600 H
63.1860 C
63.2070 H
64.2430 H
62.7210 H
61.0590 C
60.7120 H
60.4970 H
60.6690 C
60.8520 H
59.5920 H
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39.9350
41.7970
41.9560
41.6090
41.4670
41.5250
42.2320
41.9590
43.0220
41.3020
41.9210
40.9010
42.2320
42.6270
43.5880
42.0770
42.8460
41.8980
43.4620
43.4250
44.4250
42.9780
43.2470
40.0470
39.9700
39.0010
39.1240
37.6380
37.5160
37.1010
36.0350
37.6570
37.1710
38.0810
38.7840
37.7350
38.2740
36.5630
35.8620
36.2270
34.8330
343610
34.4070
33.6440
35.0510
34.8300
36.1930
36.6850
37.1140
35.5410
35.1940
34.6080
34.7830
34.8820
34.3570
35.9690
343670
34.5480
33.2880
34.9570
34.4360
36.1020
36.6700
36.6030
33.2250
32.8080
32.4420
32.8010
31.0700
30.7280
31.0940
31.6960
31.4200
29.7330
29.0140
29.5650
27.6910

19.1000
22.8520
21.9560
24.1680
24.8080
24.8470
24.3990
26.2710
26.3390
26.7600
27.0020
27.1910
26.3960
28.3930
28.1580
29.1870
28.6950
28.7370
27.8790
30.0850
30.0330
30.7350
30.6050
24.7260
24.4900
25.0180
25.2100
24.8500
23.8990
26.0010
25.8660
25.8380
27.4570
28.4040
28.2250
29.6460
30.4920
29.5640
30.5380
31.5500
30.1570
30.8910
28.7930
28.5040
27.8050
26.7510
28.2290
24.8230
25.2140
24.1120
23.9570
23.9410
24.7540
22.6350
22.7410
22.5920
21.4210
21.4610
21.4590
20.1280
19.5940
19.6840
18.9340
20.3340
24.3070
23.9100
25.0320
25.3310
25.5100
25.0680
27.0360
27.1680
27.6030
27.5700
27.1870
26.5660
27.6510

61.2370 H
64.3810 C
65.2590 O
64.7320 N
63.9630 H
66.1080 C
66.8070 H
65.9240 C
65.6910 H
65.2050 H
67.2530 C
67.5860 H
68.1040 H
67.3000 C
66.8410 H
66.7950 H
68.7790 C
69.3140 H
69.1580 H
68.8680 N
68.7370 H
68.2360 H
69.7160 H
66.6710 C
67.8970 O
65.9090 N
64.9250 H
66.2830 C
66.8020 H
67.1980 C
67.3760 H
68.1220 H
66.7340 C
67.1640 C
67.9640 H
66.6470 N
66.7630 H
65.9030 C
65.2070 C
65.2950 H
64.3460 C
63.7100 H
64.2460 C
63.5380 H
65.0650 C
64.9920 H
65.8680 C
65.0420 C
63.9760 O
65.2000 N
66.1360 H
64.1230 C
63.4190 H
63.3350 C
62.3850 H
63.2650 H
64.1160 C
65.1900 H
63.9600 H
63.4840 C
62.4910 0
64.0010 N
63.6340 H
64.5890 H
64.6040 C
65.6960 O
63.7770 N
62.8810 H
64.1450 C
65.0810 H
64.4970 C
65.3960 H
63.6250 H
64.8070 C
65.9700 C
66.6610 H
66.1360 C
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27.1390
27.1400
25.8590
25.6450
27.8750
27.5010
29.1250
29.6390
30.0440
30.3220
28.8120
28.6350
27.6460
27.9190
27.2640
26.8940
26.0880
25.2140
26.3270
25.9470
28.3530
28.1030
26.4650
26.0270
25.8220
26.0640
26.0670
27.0110
24.8650
24.0130
25.2070
24.3370
23.3140
24.9780
24.5700
24.7570
23.3780
23.3100
22.3400
22.4960
21.0150
21.1500
20.2580
20.4230
18.7800
18.1980
18.5410
18.3760
20.9650
20.7710
22.0320
20.6710
20.0810
19.6850
19.8540
20.2410
19.0220
18.7110
19.7930
19.8320
19.1440
21.1700
21.2830
21.9940
21.6460
20.9500
22.9640
23.2470
23.5470
17.6090
17.4380
16.7070
16.8260
15.3390
14.9970
14.4930
14.5400

27.4400
28.6350
29.0780
28.9070
29.0910
29.9150
28.4310
28.8000
25.2360
25.4810
24.8900
24.6170
24.8140
25.3990
23.3540
22.7730
23.3590
23.8490
24.0340
22.3290
22.7370
22.8250
25.4740
24.9460
26.4930
27.1960
26.4410
27.7350
28.1300
27.6570
29.0730
28.2600
28.6340
28.9730
26.9650
27.0910
26.0030
25.3540
26.1380
26.6750
25.5700
24.6450
25.2430
26.1000
25.0320
25.8800
24.2720
24.7670
24.0960
23.1440
243150
24.0850
26.4670
27.6000
25.9590
25.0400
26.6480
27.6070
26.9380
26.0710
27.5680
27.7270
28.4510
27.0270
28.5240
29.2240
28.6590
29.0280
279150
25.9690
24.7530
26.7720
27.7750
26.3400
25.5570
27.6660
27.8090

67.0400 H
65.2570 C
65.6220 O
66.5430 H
64.1210 C
63.5320 H
63.9030 C
63.0280 H
63.0950 C
61.9090 O
63.4690 N
64.4250 H
62.5600 C
61.6820 H
62.0670 C
62,9120 H
61.0400 C
61.4700 H
60.2180 H
60.7130 H
61.4730 O
60.5500 H
63.2600 C
64.3080 O
62.7010 N
61.4140 C
60.6280 H
61.4470 H
61.2190 C
60.7310 H
60.7940 H
62.6860 C
62.7250 H
63.2030 H
63.3640 C
64.4300 H
63.0710 C
61.9910 O
63.8870 N
64.7280 H
63.6050 C
63.0450 H
64.9130 C
65.5660 H
64.8640 C
64.5050 H
64.1210 H
65.8410 H
65.7920 C
65.2990 H
65.7590 H
66.8420 H
62.8060 C
63.2180 O
61.6120 N
61.4550 H
60.6500 C
61.0650 H
59.3360 C
58.6770 H
58.7280 H
59.3890 C
60.1960 H
59.5270 H
58.1440 C
57.3980 O
58.0570 N
57.1600 H
58.4130 H
60.4070 C
60.6990 O
59.8610 N
59.8340 H
59.4720 C
60.1500 H
59.6680 C
60.7480 H
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14.9300
13.0560
12.6900
12.2730
11.3670
12.4820
15.2630
15.9410
14.4860
14.0000
14.5180
15.5000
14.2100
13.3230
13.9480
15.1860
15.7770
13.6970
13.7720
12.8910
12.8850
12.1590
11.5400
11.2920
10.6240
11.9520
10.4540
10.1320
11.0680
9.2540

8.1800

9.4090

8.5170

10.2780
13.1420
12.8770
14.3640
14.5390
15.2010
14.5990
16.3530
16.8920
17.0990
15.9750
15.7730
16.0280
16.0100
15.7400
16.4830
17.4990
16.6100
15.6190
17.1660
16.5370
18.1060
17.3070
17.6730
17.5470
17.8760
18.6010
15.5330
16.0360
14.2470
13.9520
13.1870
13.3250
11.9040
12.0600
11.5040
11.1420
13.1270
12.7510
13.5390
13.9050
13.4360
12.6000
13.2150

28.5020
27.5880
26.7200
28.4510
28.5980
29.0210
25.7990
26.3710
24.7720
24.4150
24.1340
24.2930
22.6230
22.4720
22.2160
21.8000
21.6750
24.7480
24.3940
25.7280
26.0420
26.6190
25.9000
27.5980
27.0500
28.0270
28.6450
29.3650
29.2160
28.0660
28.6460
26.9900
26.7490
26.5260
27.4060
27.6990
27.7700
27.5090
28.7230
29.5900
29.0880
28.2630
29.6280
29.6900
28.1880
29.0290
26.9260
26.3950
26.2850
26.5890
24.7810
24.3640
24.1800
24.3330
24.6510
23.1240
24.4880
24.8290
23.4170
24.9330
26.6250
27.0340
26.5260
26.3420
26.8370
26.2500
26.3170
25.4070
27.0690
26.3210
28.4080
28.8980
29.2270
28.7970
30.6630
30.9490
31.2620

59.1230 H
59.1490 C
58.3970 O
59.7120 N
59.2930 H
60.5200 H
58.0630 C
57.1890 O
57.7670 N
58.5770 H
56.4470 C
56.0030 H
56.5840 C
57.2000 H
55.6070 H
57.0550 O
56.3090 H
55.3870 C
54.2130 O
55.7220 N
56.6820 H
54.7350 C
54.1970 H
55.5630 C
56.2260 H
56.3170 H
54.8110 C
55.5640 H
54.1150 H
54.1000 C
54.0220 O
53.4100 N
53.0040 H
53.1890 H
53.8030 C
52.6680 O
543270 N
55.2870 H
53.5650 C
53.2940 H
54.6010 C
55.0660 H
54.0180 H
55.4280 H
52.2180C
51.4020 O
52.0610 N
52.8770 H
50.8190 C
50.5680 H
51.0130C
51.1870 H
49.7630 C
48.8860 H
49.4770 H
49.9940 H
52.1330C
53.1610 H
52.1290 H
51.7760 H
49.5980 C
48.5650 O
49.8800 N
50.8290 H
48.8850 C
479770 H
49.5480 C
50.1280 H
50.2290 H
48.7690 H
48.7050 C
47.6140 O
49.6910 N
50.5280 H
49.5710 C
48.9340 H
50.9980 C
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14.0600
13.2110
12.3380
13.0700
14.1000
11.8090
11.7450
11.7310
10.9480
14.7380
14.6560
15.9100
15.8440
17.1280
17.1580
18.2870
18.2850
19.2490
18.2130
16.9590
16.7210
17.2680
17.4450
17.5100
16.5220
18.2030
18.2100
17.6810
19.8850
18.3770
18.1770
19.2950
19.3190
20.5070
20.3390
21.5610
21.6940
22.4530
21.1270
20.8100
21.9610
19.7890
18.8960
19.5100
18.4610
19.8410
20.8860
19.6480
18.9770
17.7940
19.4490
20.2490
19.6360
21.5510
21.8520
22.5340
22.0220
23.1800
23.9180
22.1810
21.6100
21.4820
22.7930
23.8640
24.2740
23.1510
24.5760
23.7540
24.5920
23.8920
23.0000
24.9940
25.9740
24.7550
23.7320
25.8470
26.8470

30.9180
32.7890
33.1520
33.0400
33.2130
30.8430
29.7550
31.1030
31.2030
31.2350
32.2700
30.6170
29.8640
31.0450
32.1180
30.2420
29.1580
30.6050
30.4920
30.9370
29.8560
31.9800
32.8840
32.0680
32.0480
33.4460
33.5360
34.2710
33.4500
30.9150
30.6670
30.3580
30.7470
29.7600
29.5140
30.8970
31.1490
30.4270
32.4400
28.5580
28.0500
28.1320
28.5630
27.1080
27.1270
25.7020
25.7300
24.9290
25.2970
25.7140
24.5580
27.2700
27.1370
27.6140
27.7990
27.4560
27.4430
26.0420
26.0260
24.8580
25.0190
24.8020
23.9610
25.7510
24.7420
25.7560
26.5240
28.4660
28.2660
29.3970
29.5110
30.4490
29.9810
31.4530
31.8230
32.5050
32.0740

51.5950 H
51.0900 C
50.5480 H
52.1410H
50.6240 H
51.6240 C
51.5950 H
52.6800 H
51.0590 H
48.9130 C
48.1680 O
49.0330 N
49.7020 H
48.3750 C
48.5630 H
49.0970 C
48.9750 H
48.7350 H
50.1550 H
46.8430 C
46.3070 O
46.1220 N
46.5370 H
44.5980 C
44.1400 H
44.3780 C
43.2920 H
44.8640 H
44.9010 S
43.9930 C
42.8150 O
44.7950 N
45.7270 H
44.3630 C
433140 H
44.4340 C
45.4860 H
44.0200 H
43.5340 S
45.3020 C
45.4470 O
45.9940 N
45.7990 H
47.0750 C
473710 H
46.4440 C
46.1370 H
47.1880 H
45.2370 C
45.1350 O
44.3550 O
48.3590 C
49.4120 0
48.2580 N
473120 H
49.3610 C
50.3230 H
49.4140 C
50.2160 H
49.6210 C
50.5360 H
48.7870 H
49.5230 H
48.0980 C
48.1430 H
47.2740 H
47.8090 H
49.4600 C
50.3070 O
48.5330 N
48.0730 H
48.4880 C
48.3950 H
47.2730 C
47.3470 H
47.2440 C
47.2650 H
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25.6680
25.8540
24.8670
24.5260
25.9150
24.2290
25.0080
23.9860
26.1620
26.9840
26.2690
25.5320
25.7740
24.8340
26.3960
25.8820
26.9780
24.7300
24.8500
23.9280
27.6720
28.5690
27.9970
27.1970
29.3360
29.9980
29.3920
28.7770
30.4010
28.8950
29.6260
27.9620
28.7480
28.2120
29.7100
28.1070
28.7570
26.8360
25.8640
26.0970
24.9080
26.5640
27.3410
25.6270
30.0520
31.1650
29.4080
28.5680
29.9730
29.2830
30.7690
30.4820
29.7320
31.8130
32.4120
32.4740
31.6840
33.1830
33.1910
32.4550
34.5910
35.1760
35.2470
36.2000
35.4570
34.6390
34.6040
34.0950
35.6320
34.1660
33.4300
34.1640
33.4730
32.7870
34.4650
354110
33.8930

33.1590
33.1520
30.7470
31.4140
30.6040
29.8730
31.3250
31.9250
31.5520
31.0320
32.3550
33.1580
31.5090
31.0140
30.6140
32.1660
32.4660
32.6110
33.1560
32.7150
32.8360
31.9750
34.0370
34.6170
34.6230
33.9270
35.8200
36.6370
36.2320
35.4090
34.6950
34.8480
36.6770
37.4370
37.1720
36.3240
36.2510
36.1310
36.0750
36.2390
35.8500
35.9220
35.8750
35.6600
34.7070
35.1760
34.1640
33.6620
33.9380
33.4270
33.1990
35.0310
35.7310
35.1570
34.7720
35.4590
35.7010
34.2350
34.4310
33.4240
34.0130
34.9250
32.9580
32.7010
33.3560
32.0620
33.4010
34.0660
33.3740
32.4030
36.6770
36.8730
37.4130
37.2140
38.5710
38.4120
39.8640

46.3900 H
48.1210H
45.9990 C
45.2070 H
45.7380 H
45.8680 H
49.6980 C
50.0510 O
50.2910 N
50.0190 H
51.4590 C
51.4480 H
52.6010 C
52.3580 H
52.6100 H
53.9650 C
54.4820 O
54.4850 N
553270 H
53.8800 H
51.6310C
51.3600 O
52.0880 N
522950 H
51.9830C
51.4690 H
51.0060 C
51.3820 H
50.9890 H
49.5660 C
49.1850 H
49.6140 H
48.7630 C
49.3330 H
48.6270 H
474380 N
46.6690 H
47.0710 C
47.8860 N
48.8550 H
47.6530 H
45.8660 N
452220 H
45.5950 H
53.3300C
53.3940 O
543640 N
54.1130 H
55.6640 C
56.3350 H
55.5720 H
56.5290 C
57.1930 O
56.6220 N
55.9060 H
57.8960 C
58.6060 H
58.3960 C
59.4680 H
58.3650 H
57.9720 C
58.0860 H
58.8140 C
583520 H
59.8060 H
58.9380 H
56.5350 C
55.8360 H
56.1750 H
56.5610 H
57.9000 C
56.9550 O
58.9980 N
59.7110 H
59.1900 C
58.6730 H
585720 C
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32.9570
34.5870
33.7770
34.9230
34.0650
36.1480
36.8000
36.7870
36.2690
38.3100
38.5770
38.6540
39.1730
39.1990
38.4770
39.9440
39.8050
40.6890
41.2210
41.5280
40.6680
41.0730
39.9560
39.8330
36.6800
37.1290
36.4320
36.2870
36.7930
37.4990
35.4720
34.9340
35.5150
35.0420
37.4650
37.5540
37.8130
37.6480
38.5840
39.4430
39.1000
39.5430
38.1710
40.0290
40.6450
40.1110
40.7380
39.5780
37.8360
36.8530
38.2320
38.9750
37.6700
38.3430
37.4940
36.3890
35.8590
35.9240
36.5500
34.5850
34.1440
33.7620
34.2510
32.7810
33.4880
33.0200
34.4380
32.5120
32.9260
31.4730
32.4910
32.2190
33.5400
31.5800
31.5920
31.8920
30.6410

40.0040
40.6460
39.7590
38.6700
38.6780
39.0020
39.2060
39.1740
38.5540
38.8450
37.8280
39.5270
39.0890
38.1850
37.3820
38.3900
37.6880
39.5890
39.8670
40.7720
40.4940
41.4900
40.2480
41.0200
40.6250
41.5790
40.7010
39.8120
41.7970
42.5530
42.5050
41.6770
43.2130
42.7720
41.3330
40.1240
42.1520
43.1310
41.6720
41.1740
42.8650
43.5400
43.3290
42.4870
41.4530
43.2730
43.0500
44.1200
40.6070
40.9050
39.3530
39.1170
38.2540
37.4150
38.5340
37.6450
36.6650
38.1800
38.7970
38.1920
37.2910
39.4250
40.3410
39.3560
39.3920
38.4430
39.4370
40.4990
41.4510
40.3580
40.4350
39.4360
40.6670
41.4080
41.2120
42.3680
41.3620

59.1120 H
58.8820 H
57.4940 H
60.5770 C
61.5140 O
60.8190 N
60.0750 H
62.1560 C
62.8880 H
62.0210 C
61.7350 H
61.2440 H
63.2780 C
64.2940 C
64.2890 H
65.4910 C
66.3000 H
65.6480 C
66.8480 O
66.7490 H
64.5930 C
64.6940 H
63.4050 C
62.6600 H
62.7670 C
62.1180 O
64.1310 N
64.5880 H
65.0160 C
64.6720 H
65.2750 C
65.7370 H
66.1030 H
64.3100 H
66.3230 C
66.4590 O
67.3240 N
67.1370 H
68.5030 C
68.0550 H
69.2810 C
68.5490 H
69.6110 H
70.4290 C
70.3570 O
71.4930 N
72.2530 H
71.6220 H
69.3500 C
69.9440 O
69.2920 N
68.6500 H
70.0830 C
70.2620 H
71.1210 H
69.4060 C
69.9370 O
68.2850 N
67.7870 H
67.8090 C
68.2360 H
68.1880 C
67.8550 H
67.7200 H
69.7170 C
69.9790 H
70.2500 H
70.1300 C
69.7980 H
69.8350 H
71.6460 C
71.9840 H
71.8310 H
724340 N
73.4250 H
72.4020 H
72.0650 H
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34.5280
34.5820
34.4210
34.1610
34.1660
34.6910
34.5300
34.1780
33.8570
32.7730
34.0230
34.1850
36.0050
36.5850
36.2640
36.6740
36.4680
37.7490
36.2030
32.6000
31.7850
32.1790
32.7680
30.7860
30.1550
30.4940
31.0120
29.4670
30.7140
29.8650
29.0650
30.0360
29.3500
31.0610
31.1440
31.8920
32.7410
31.7400
32.4680
30.4910
31.2540
29.2780
28.6080
28.7580
29.1580
29.3290
29.1200
30.4000
28.9220
29.6660
28.8940
27.2550
27.5030
27.6520
28.2320
26.5280
27.2570
26.5050
26.7470
27.4030
25.2640
24.7240
249610
23.8980
25.1310
26.1510
24.9460
24.3490
25.7400
25.6450
24.6930
25.2340
23.6830
23.3710
22.9490
23.7290
22.0790

38.0400
38.9610
36.7500
36.0260
36.3750
37.0400
34.9540
34.3120
34.4610
34.3460
35.0820
33.4380
34.6170
34.9550
33.5610
35.2800
36.3480
35.1250
34.8700
36.6920
36.0400
37.5310
38.0370
37.6000
37.3710
39.1200
39.3530
39.1430
40.0730
39.8850
39.1600
40.6930
40.5610
41.6700
42.3820
41.8300
42.4970
40.9980
41.0210
36.7300
36.6180
36.1880
36.5050
35.4820
36.0670
34.0270
33.5490
34.2130
33.0500
32.2820
33.6470
32.4240
31.4300
32.1020
30.6270
30.9670
35.5160
35.5570
35.6270
35.5580
35.6100
35.8950
36.7270
36.5670
38.1190
38.2030
39.0330
38.1390
36.7970
36.0500
34.2430
33.6940
33.7030
34.0420
32.5750
31.8850
31.9110

66.2770 C
65.4550 O
65.8900 N
66.5440 H
64.4300 C
63.7440 H
64.1210 C
64.9290 H
62.8090 C
62.8180 H
61.9280 H
62.6200 H
63.8680 C
64.7270 H
63.9430 H
62.6240 C
62.5570 H
62.5390 H
61.7300 H
64.2780 C
65.0520 O
63.3470 N
62.7010 H
62.9520 C
63.8100 H
62.6150 C
61.6840 H
62.2520 H
63.7970 C
64.9400 C
64.9710 H
66.0410 C
66.8650 H
66.0410 C
66.8490 H
64.9170 C
64.9310 H
63.8190 C
63.0220 H
61.7330 C
60.8300 O
61.6180 N
62.3040 H
60.4000 C
59.5710 H
60.2900 C
59.3330 H
60.3720 H
61.3540 C
61.5630 H
62.2660 H
61.0700 S
59.5470 C
58.7030 H
59.6600 H
59.3950 H
60.1760 C
61.1550 O
58.9430 N
58.1780 H
58.7020 C
59.6040 H
57.7540 C
57.5760 H
58.4210 C
58.7960 H
57.8570 H
59.1810 H
56.5840 O
55.9880 H
58.1770 C
57.2110 0
58.8350 N
59.7340 H
582770 C
57.9540 H
59.3150C
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21.5800
22.8870
23.1360
22.2310
23.8070
21.1140
20.3590
22.0420
21.4190
21.9210
22.5100
20.8930
20.9840
21.0130
22.0730
20.6530
20.1920
19.1940
20.8460
20.3780
20.7300
21.9250
20.0570
19.3050
20.9900
19.6630
19.4450
18.6520
19.0850
19.7480
17.7300
17.0120
17.2950
16.2350
17.4070
17.9860
19.0130
17.4920
17.4970
16.4070
18.6020
19.5070
18.5000
18.8800
17.4350
19.1160
18.8060
19.8500
20.1410
20.4880
19.8470
20.7390
21.6460
21.0290
19.6750
18.8580
19.1070
20.1560
20.5080
19.8720
20.1840
19.5980
21.8780
22.6070
22.3590
21.6710
23.7400
24.4480
23.7870
23.7100
22.5940
21.7330
22.3450
22.8250
25.2330
25.1610
25.4220

31.1040
31.3020
32.1050
30.6420
30.7970
32.7910
32.2690
32.9790
34.0410
32.0600
31.2390
32.0790
32.9640
30.7970
30.6060
29.9790
30.8140
31.2340
31.6400
31.4500
32.7120
31.4860
29.4040
29.2670
29.0540
28.7380
32.0790
32.8190
31.4360
30.8280
31.7300
31.7930
30.6660
30.8910
29.7490
30.4580
31.1060
29.5020
33.1490
33.5660
33.9280
33.4880
35.3530
35.9080
35.5360
35.9640
37.1330
35.1670
34.2920
35.5600
36.2810
34.2730
33.7710
34.4710
33.1810
33.3990
33.0950
31.8210
31.5940
30.7070
29.7880
30.7930
36.2160
35.7300
37.1180
37.4580
37.5650
37.2270
39.0950
39.2330
39.8860
39.7870
39.4340
40.9320
39.6210
40.6890
39.2080

58.7790 H
60.5040 C
61.1970 H
61.0710 H
60.2100 H
59.9090 O
60.1890 H
57.0420 C
57.0750 O
56.1030 N
56.1080 H
55.0960 C
54.4650 H
542150 C
54.0470 H
54.8380 H
52.9510C
53.0800 H
51.8100 C
50.8450 H
51.9730 H
51.7860 H
52.4950 C
51.7180 H
52.0530 H
53.2620 H
55.6710C
55.0870 O
56.7970 N
57.2560 H
57.3580 C
56.5410 H
58.3690 C
58.4860 H
57.7900 H
59.6400 C
59.9640 O
60.3410 O
57.9900 C
58.3440 O
58.2980 N
582120 H
58.6040 C
57.7470 H
58.7490 H
59.8910 C
60.2570 O
60.6730 N
60.2610 H
61.9750 C
62.4830 H
62.7950 C
62.4600 H
63.8270 H
62.7860 C
63.4740 H
61.8590 H
63.2580 C
64.4220 O
62.5460 N
62.8280 H
61.5780 H
61.6850 C
60.7870 O
62.5860 N
63.2430 H
62.6910 C
61.9350 H
62.4090 C
61.3300 H
63.0200 C
62.3580 H
63.9800 H
63.2200 H
62.8700 C
63.0740 H
63.8600 H
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26.3510
26.5730
26.1730
27.2690
24.2000
23.7180
25.1900
25.6010
25.8480
25.2230
25.9790
26.6390
26.6820
27.7180
26.2640
26.8730
24.6480
23.8350
24.3970
24.3090
24.2830
23.3030
25.0590
27.2190
27.9290
27.5470
26.9680
28.8520
29.3980
28.9110
28.5900
28.1620
29.8640
29.4120
28.7060
30.5130
31.0320
31.3670
30.8740
31.7490
32.2900
32.4300
30.4920
29.6260
30.9550
31.5160
30.1230
31.5850
30.0480
30.7640
30.1070
28.9890
32.6900
33.2990
33.2040
32.5940
34.5400
34.6330
34.6310
34.0270
34.1010
35.9800
36.1320
36.8710
35.6700
35.8480
36.5050
36.2930
37.6190
37.1980
38.0960
38.4990
38.8310
37.2410
38.7010
39.5140
38.9040

39.1630
38.1040
39.5010
39.6640
37.0680
37.4380
36.1960
36.1000
35.4060
353510
33.8730
33.6900
33.1390
33.4770
33.2450
32.0900
33.3350
33.6850
33.8150
31.7950
31.3540
31.7590
31.3540
35.9790
36.5620
35.9590
35.3470
36.2610
36.4250
37.5240
38.3050
37.4870
37.6720
34.9390
34.2920
34.4690
35.0180
33.3810
32.8350
32.5230
33.1410
31.7200
31.8240
32.4460
31.2670
30.3340
31.1550
32.0640
30.7210
299110
31.0700
30.5660
33.9330
34.8930
33.1690
32.5000
33.4240
34.4990
32.7690
33.4020
31.8160
32.6690
31.9550
33.3730
32.9660
31.7990
33.9190
34.8140
33.6600
33.1310
35.0210
35.5800
35.0490
35.5970
32.7520
32.2090
32.7020

61.9870 C
62.1120 H
60.9660 H
62.2930 H
64.0740 C
65.1160 O
63.9440 N
63.0270 H
65.0230 C
65.9150 H
64.5990 C
63.7510 H
65.7700 C
65.7920 H
66.7710 H
65.5420 H
64.2240 C
64.8600 H
63.2780 H
64.1130 C
65.1090 H
63.6940 H
63.4560 H
65.3820 C
64.5570 O
66.7360 N
67.2930 H
67.2070 C
66.2780 H
68.0730 C
67.3840 H
68.8640 H
68.5820 H
67.7600 C
68.6030 O
67.2030 N
66.5320 H
67.6630 C
68.4680 H
66.4650 C
65.7480 H
66.7450 H
65.7450 C
65.5150 H
64.3960 C
64.3410 H
63.7000 H
64.0020 H
66.6380 C
66.5010 H
67.6690 H
66.4280 H
68.3160 C
67.8630 O
69.3100 N
69.7570 H
69.8840 C
70.0350 H
713220 C
71.9720 H
71.3350 H
71.8860 C
72.9390 O
71.4500 O
68.9260 C
68.5550 O
68.4630 N
68.8790 H
67.5320 C
66.6770 H
67.1470 C
67.9910 H
66.3420 H
66.7950 H
68.0450 C
67.2710 O
69.3570 N
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38.3400
39.8140
40.7720
40.3020
40.7510
39.5030
41.3000
42.0750
41.1840
41.9090
40.3340
39.2610
39.9900
37.9320
37.3880
37.4260
38.1740
37.3510
37.2370
38.4740
39.3990
38.5780
38.2380
36.1340
36.3520
36.1320
35.6610
35.5310
35.9080
34.3450
34.1450
34.4950
33.0790
32.1200
32.9570
33.7370
31.6870
31.0550
31.9990
32.7340
31.0880
32.6020
33.5380
32.8100
31.6390
30.6840
31.5490
32.2320
33.2000
32.2010
31.2810
30.4240
31.1800
31.6350
30.7540
31.2150
29.4380
29.1440
28.3710
28.5510
27.0870
26.8930
26.2500
27.0110
27.0720
27.7920
25.6100
25.0410
25.0120
28.5260
28.3670
28.7310
28.8250
28.7620
28.8500
29.9000
29.7520

33.2790
31.8050
31.7380
32.2930
33.2850
32.3260
31.3840
30.6830
31.1140
30.6150
31.4760
30.3570
29.3640
30.1620
31.0090
28.7610
28.0180
28.6080
27.5360
29.1100
28.5680
30.1950
28.8540
29.1770
30.1080
28.2450
27.1350
28.9730
29.8580
28.5140
29.2920
27.5480
28.4130
27.8190
29.0910
29.6620
29.1940
28.3110
29.3590
30.1620
29.7060
28.0850
27.7920
28.3160
26.8500
27.1650
26.4140
25.7690
25.4080
26.2820
24.7100
24.9250
24.2410
23.9480
30.2380
31.2180
30.0910
29.1630
31.0550
31.5690
30.2490
29.7600
30.9190
29.2620
29.9890
28.5040
28.5700
28.3260
28.3350
32.1220
31.8630
33.3720
33.4830
34.5310
34.3280
35.4850
35.6070

69.9640 H
69.9550 C
69.4380 H
71.3040 C
71.2540 H
72.0440 H
71.9850 C
71.4110 O
73.2090 N
73.7050 H
73.6160 H
70.1950 C
69.9550 O
70.3790 N
70.4620 H
70.7050 C
70.4300 H
722750 C
72.4370 H
73.0420 C
72.8440 H
73.0320 H
74.0750 H
72.7730 O
72.8680 H
70.0410 C
70.3510 O
69.0670 N
68.7580 H
68.3830 C
67.6460 H
67.9020 H
69.2240 C
68.7600 O
70.3950 N
70.6870 H
71.1570 C
71.0690 H
72.6310 C
72.6920 H
73.1190 H
73.2610 C
72.7840 H
74.3060 H
73.2100 C
73.6290 H
72.2150 H
74.1820 C
73.8350 H
75.1430 H
743340 N
74.8240 H
73.4450 H
74.8950 H
70.6390 C
70.1920 O
70.8260 N
71.0960 H
70.5680 C
69.6230 H
70.5140 C
71.4690 H
70.3130 H
69.3360 C
68.5270 H
69.3920 H
69.3220 C
68.2270 O
70.3670 O
71.6650 C
72.8530 O
71.2430 N
70.2440 H
72.1160 C
73.1830 H
71.6280 C
70.5550 H
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29.8230
31.3350
31.5440
32.2610
32.1570
33.3100
31.9340
31.6140
31.2210
32.6760
31.2530
27.3620
26.8450
26.8320
27.4510
25.3560
24.8490
25.0440
24.0230
25.0740
25.8060
26.9550
27.4950
27.4760
28.2640
26.6460
26.6190
27.3790
25.6060
25.6880
24.5970
23.9220
24.4890
23.6190
25.5600
24.8290
25.5170
23.5000
22.9610
22.6810
23.4300
22.1410
21.2930
21.7220
22.9810
23.9440
23.1360
22.2040
21.3480
21.9000
23.1830
24.0300
23.5160
22.5220
23.1700
21.6590
22.2960
21.5940
21.3070
21.0780
21.3890
20.0370
19.2060
20.6870
21.2050
21.4940
19.5840
20.1060
19.3060
18.1180
18.8450
19.3870
18.1460
19.6200
19.4830
20.1940
18.1910

36.4460
35.0150
34.1490
36.0670
36.9580
35.7750
36.2770
34.5870
33.5760
34.4850
35.3500
35.2590
35.5190
35.6010
35.4390
35.8680
35.1780
37.3520
37.5120
37.4710
38.4540
39.0470
38.7540
39.9140
40.5130
40.0880
41.0310
41.7760
40.9060
41.4810
39.9980
39.8450
39.1340
38.5060
39.1190
35.5630
35.2070
35.6370
35.8700
35.6470
35.8460
34.2480
34.1970
34.2380
32.9660
33.0890
32.9100
31.6890
31.5730
31.6940
30.5370
30.6890
30.6950
29.2000
28.4850
29.1560
29.0200
36.7120
37.2410
37.0720
36.6780
38.1260
38.0020
39.5290
39.5260
39.6550
40.6560
41.5430
40.7830
40.4490
40.3540
41.2700
40.0190
39.5870
38.0550
37.7990
38.2470

72.1370 H
71.9490 C
71.3210 H
71.4480 C
72.0680 H
71.3940 H
70.4300 H
73.4360 C
73.5430 H
73.6610 H
74.1250 H
72.1030 C
73.1730 O
70.9450 N
70.1650 H
70.8070 C
71.4810 H
71.1650 C
70.8170 H
72.2480 H
70.5450 C
71.0540 C
71.9430 H
70.1400 N
70.3440 H
69.0060 C
67.9420 C
67.7570 H
66.9760 C
66.0650 H
67.1720 C
66.3430 H
68.2800 C
68.3970 H
69.2430 C
69.3960 C
68.4880 O
69.2160 N
70.0380 H
67.9620 C
67.1960 H
67.6860 C
68.3690 H
66.6800 H
67.9880 C
67.4920 H
69.0660 H
67.6130 C
68.2780 H
66.5660 H
67.9400 C
67.2720 H
68.9660 H
67.7290 N
68.0260 H
68.2530 H
66.7610 H
67.9930 C
69.0620 O
66.8610 N
65.9850 H
66.6880 C
67.3820 H
66.9280 C
67.8870 H
66.2050 H
66.7970 C
67.1570 H
65.7510 H
67.7940 S
69.4630 C
69.6990 H
70.2300 H
69.4590 H
65.2980 C
64.2580 O
65.1510 N
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17.6510
17.4830
17.6220
16.0090
15.8640
15.8880
15.2030
15.3980
15.5030
13.6820
13.4600
13.4630
12.8520
11.8300
13.1820
13.0140
13.9710
12.8360
12.3780
17.8800
17.7670
18.1370
18.2760
17.9680
17.6310
19.3450
19.9890
19.8900
19.2450
19.0640
19.2360
19.2260
19.4520
19.9270
19.5240
19.9030
16.8580
16.0260
16.9980
17.5820
15.9800
15.4270
16.6150
17.6830
16.4310
16.1810
14.9740
15.0790
13.9030
13.8530
12.8450
13.2080
11.7370
12.1130
11.5500
10.5050
10.4950
9.6110

12.4220
11.8070
12.7590
13.3100
12.5080
12.9610
13.3420
14.3870
12.8040
13.5020
12.8430
11.7840
13.3930
12.4370
14.2250
13.7820
11.0040
10.6520
10.1500

38.3070 66.0020 H
38.3730 63.8520 C
37.4090 63.3630 H
38.4850 64.3270 C
37.8440 65.1970 H
39.5180 64.6540 H
38.0030 63.1890 C
38.6700 62.3490 H
36.9810 62.9570 H
38.1150 63.4330C
38.0040 64.4940 H
39.1110 63.0510 H
37.1640 62.6040 C
37.5390 62.6550 H
37.1940 61.5650 H
35.7400 63.0450 N
35.4630 62.8790 H
35.7540 64.0390 H
35.0950 62.5970 H
39.5510 63.0560 C
40.6610 63.6640 O
39.4720 61.7390 N
38.5860 61.2740 H
40.6070 60.8480 C
41.4570 61.4410H
40.8070 60.1750 C
41.3770 60.8450 H
39.9230 59.8420 H
41.6780 59.0320 C
43.0660 59.1480 N
43.5950 57.9280 C
44.6220 57.5960 H
42.6140 57.1120 N
42.7180 56.2270 H
41.4250 57.7280 C
40.5020 57.3150 H
40.2800 59.8050 C
41.1220 59.4980 O
39.1020 59.2110 N
38.3880 59.6220 H
38.5800 58.3290 C
39.4210 579130 H
38.0640 57.0400 C
38.2610 56.9540 H
36.9970 56.9090 H
38.5720 56.1780 H
37.6250 58.9200 C
37.1840 60.0200 O
37.2710 582350 N
37.6070 57.2840 H
36.3320 58.6310C
35.6980 59.4400 H
37.2860 59.1300 C
37.7210 60.0560 H
38.0190 58.3450 H
36.6040 59.5270 C
35.3270 59.6350 O
37.3400 59.9640 O
35.5930 57.3840C
36.1810 56.4760 O
343110 57.3780 N
33.9910 58.1610 H
33.4000 56.2250 C
33.8960 55.3660 H
32.1220 56.5110C
32.3950 56.6590 H
31.3770 57.7420 C
30.6340 58.1290 H
32.0820 58.5720 H
31.0510 57.5420 H
31.0300 55.4740 C
30.8840 54.9720 H
31.3060 54.8260 H
30.1150 55.9210 H
33.1410 55.9100 C
32.8090 54.7520 O
333110 56.8820 N
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10.5760
8.6580
8.3840
7.8980
6.8320
8.4790
9.4580
7.8080
8.5770
8.1450
9.0740
7.9930
6.7640
8.8130
9.7900
8.4240
7.3420
8.7290
9.7680
8.6610
7.8250
6.7730
7.8720
8.2760
9.2660
8.1440
7.2600
7.5250
6.2600
7.2180
6.5850
6.8850
8.1140
9.1210
8.8130
9.9050
9.9760
10.7420
10.8560
10.2250
12.1600
12.8520
12.5740
12.0840
13.9000
14.1640
13.7950
13.8530
14.6500
12.5390
12.3870
11.6600
12.8410
12.3070
13.6120
14.9630
14.7930
16.2060
16.3600
17.4430
17.1290
17.7030
18.7790
16.8660
17.0120
15.7900
17.2750
17.6480
16.7790
18.6160
18.6280
19.7350
19.6280
21.0610
21.0140
21.7460
21.9770

33.5400
33.2290
32.3430
33.1140
32.9380
31.9870
32.2640
31.6950
31.1010
34.1850
34.4180
34.4490
34.4890
35.3850
35.2700
36.4560
36.4360
37.7940
37.8300
38.6740
38.0390
38.1820
37.2720
39.3670
39.3610
40.1980
39.6890
40.6600
39.8120
38.7150
39.0870
37.8410
38.5590
36.3930
37.2110
35.4200
34.6720

35.3760

34.3270

35.7010

35.9410

35.8370

36.4470

36.3270

36.9870

37.7000

37.8670

37.3600

38.5410

38.8860

39.2620

38.3340

40.0110

41.0750

39.8190

35.9240

34.8350

36.3770

37.3160

35.5770

34.9330

34.7120

34.5470

33.4020

32.7830

33.5700

32.9010

35.4190

35.3730

36.5020

37.6630

35.8400

34.8510

36.4430

37.3310

36.9680

36.0660

57.7680 H
56.8140 C
56.2430 H
58.1900 C
58.0420 H
58.9880 C
59.3790 H
59.7950 H
58.3600 H
59.0310 O
59.0890 H
56.1240 C
55.9810 O
55.6390 N
55.8680 H
54.7390 C
54.6120 H
55.4030 C
55.7310 H
54.7630 H
56.6090 C
56.3640 H
57.3830 H
57.3120C
57.7680 H
56.6190 H
58.4960 C
58.9140 H
58.0790 H
59.6030 N
60.2960 H
59.2210 H
60.0420 H
53.3320C
52.5270 O
52.9310N
53.6070 H
51.7370 C
51.4620 H
50.8340 H
51.7750 C
50.8110 O
52.9260 N
53.8020 H
53.2390C
52.4590 H
545210 C
55.4840 H
54.4640 H
54.5770 C
53.5650 H
54.9070 H
55.4960 C
5523100
56.4460 O
53.4130C
53.9630 O
53.1480 N
52.8090 H
53.4260 C
54.2470 H
52.1810C
522350 H
52.0240 C
52.9100 H
52.0710 H
51.1470 H
50.9670 O
50.5610 H
53.8500 C
53.7340 O
542470 N
54.4220 H
54.1390 C
53.5090 H
55.4260 C
55.9940 H
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22.9770
23.2420
23.8140
22.8650
20.8570
20.7630
19.9130
21.2130
22.1080
20.3920
21.5060
21.9160
22.5420
22.0620
21.5570
23.1070
23.2840
22.5630
23.3380
21.3240
20.4870
21.1310
21.5090
22.1680
22.4390
24.4160
25.4500
24.5000
23.6440
25.6930
26.0690
25.3350
26.7780
26.8020
27.7090
27.6300
28.5510
28.1210
29.9380
30.3440
30.6610
29.8920
28.5170
28.1190
28.9830
29.4020
30.3200
28.6590
29.6190
30.5840
29.5790
28.4930
28.6160
27.6040
28.6610
27.7110
29.8000
30.7410
29.8250
29.0630
30.8660
31.8600
30.2850
30.4570
29.2170
30.9870
30.8860
32.4960
32.7650
32.8610
32.9570
30.2850
29.2310
30.5430
30.6010
31.1390
30.2280

37.9060
38.4320
37.2300
38.5630
37.7610
38.7090
37.2250
37.9280
38.5490
38.2670
36.9600
35.5590
34.6050
359510
36.7420
35.3520
343130
35.3080
34.8370
34.3280
34.6050
34.1220
33.3250
36.4660
36.3850
36.0810
35.6970
37.0480
37.4440
37.9710
38.0070
38.9500
37.4600
36.3450
38.3480
39.2020
38.3990
37.6990
37.9690
38.7750
37.8820
37.1330
39.7790
40.7980
39.9350
38.9530
38.4490
38.1610
39.6860
40.1930
38.9630
40.6910
41.4980
40.1000
41.1390
41.5330
42.2300
41.9370
43.3790
43.7430
44.4370
44.0690
45.3720
44.7280
45.5860
46.7400
47.2000
46.8220
46.6030
47.8400
46.1700
47.6890
47.4290
48.7220
47.4280
45.0600
45.2890

55.1520C
56.0690 H
54.9800 H
542910 H
56.3040 C
55.7760 H
56.3980 H
57.7650 C
57.8080 H
58.3970 H
58.1710 H
53.2510C
53.7460 O
51.9730 N
51.6010 H
51.0650 C
51.3420 H
49.5850 C
48.9820 H
49.3930 C
50.0330 H
48.3400 H
49.7760 H
49.0060 O
48.0890 H
51.2420 C
50.6840 O
52.1360 N
52.4960 H
52.2100 C
51.1870 H
525310 H
53.1630 C
53.7280 O
53.4560 N
52.9240 H
54.6670 C
55.3830 H
542510 C
53.6390 H
55.0610 H
53.5530 H
552970 C
54.6690 O
56.6120 N
57.6260 C
57.3230 H
57.7180 H
58.8970 C
58.8840 H
59.7120 H
58.8690 C
59.5910 H
59.0920 H
57.4330 C
57.0720 H
57.2040 C
56.4840 O
57.9100 N
58.4660 H
57.8590 C
57.6050 H
56.7050 C
55.8420 H
56.7410 H
56.7360 C
57.7190 H
56.4400 C
55.4060 H
56.5790 H
57.1820 H
55.6900 C
55.7790 H
55.9220 H
54.6800 H
59.2550 C
60.0190 O
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32.3680
33.0380
32.8310
31.9060
34.0960
34.8910
34.6740
33.9180
35.5210
34.9430
33.9030
34.8700
33.1990
33.5930
32.9970
33.6730
32.4770
31.9540
32.1870
32.9680
30.7680
30.1050
30.3830
31.2570
29.5440
30.1300
30.3450
30.7970
30.5430
29.2700
32.4170
31.4540
33.6440
34.4430
33.9870
35.0190
34.0480
33.0980
34.6590
34.7310
35.4370
339110
35.4250
36.1790
35.8940
34.3350
33.6130
33.8990
34.9290
35.5780
35.4610
34.2430
33.1760
33.1110
32.4230
32.2880
31.5500
32.1150
31.2760
30.8340
32.2260
30.4670
30.0080
30.4150
30.2090
29.3930
29.9760
30.7060
28.7610
28.3260
27.6890
28.1820
26.8870
27.2920
26.4910
28.1530
26.8880

45.2670
44.9600
45.6830
45.3970
44.9040
45.0890
45.4180
45.2720
44.7910
46.4520
43.3490
43.0170
43.2410
42.9630
47.2140
47.7540
47.8210
47.2210
49.2800
49.7480
49.5350
48.9110
51.0730
51.6860
51.4290
51.2830
49.1430
49.7720
48.0850
49.3190
49.6750
49.9530
49.7520
49.4710
50.0890
49.7730
51.6240
52.0770
51.6630
52.4160
51.8100
52.7610
53.7840
53.6450
54.1720
54.7300
54.7390
54.2130
55.9970
55.8460
56.4760
56.6870
49.1830
47.9570
49.7920
50.7920
49.1940
48.3700
50.3960
49.9660
50.7930
51.6660
52.3980
51.9030
48.6910
48.2990
48.5250
48.9150
47.8620
47.2460
48.8400
49.3230
48.3300
49.9000
49.5220
50.1480
51.1990

59.6680 N
58.9760 H
60.9790 C
61.4800 H
61.4350 C
60.7120 H
62.7300 C
63.5010 H
63.0100 H
62.5140 H
61.5820 C
61.9600 H
62.4070 H
60.6100 H
60.9880 C
60.1710 O
62.0020 N
62.6230 H
62.1010 C
61.5020 H
61.5400 C
62.1390 H
61.6730 C
61.4510 H
61.0760 H
62.7120 H
60.1640 C
59.3970 H
59.9890 H
60.1370 H
63.5400 C
64.2700 O
64.0330 N
63.4830 H
65.4470 C
65.6040 H
65.6550 C
65.9400 H
66.5560 H
64.5420 C
63.9750 H
639110 H
65.0060 C
65.7810 H
64.1020 H
65.5490 C
64.7320 H
66.4040 H
66.0390 N
66.7980 H
65.3270 H
66.3090 H
66.3860 C
66.3170 O
67.3460 N
67.3080 H
68.3300 C
68.7650 H
69.3420 C
70.2410 H
69.7010 H
68.9020 C
69.8080 O
67.6640 O
67.8230 C
68.6330 O
66.4980 N
65.9190 H
65.9390 C
66.7260 H
65.4390 C
64.5950 H
64.9050 H
66.4350 C
67.0700 H
67.0560 H
65.6850 C
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27.6920
25.9820
26.4560
25.9240
25.7950
27.6290
28.5650
27.9500
27.3070
29.2460
30.0660
28.6130
27.9610
28.5810
29.3930
28.6880
29.5510
27.4420
26.5480
27.5700
27.3780
28.9790
29.7280
29.3070
28.0860
27.4140
26.4470
27.5940
28.5070
26.6230
25.7670
27.2310
27.5370
28.1300
26.3380
25.4010
25.9330
25.2810
26.8120
25.2210
27.0520
27.2020
26.5320
28.0860
26.2950
27.1230
25.0070
24.4430
24.3470
25.1850
23.7450
229170
22.9810
23.6180
22.5390
22.2300
24.7880
24.5060
25.5850
25.1590
23.3630
22.4230
23.4460
24.2300
22.4390
21.8420
22.8230
21.4240
21.5370
20.2560
20.0760
19.2980
19.5130
17.9150
18.0650
17.2400
17.9930

51.6490
51.0660
52.2400
52.9910
51.8280
53.0370
52.6820
53.7420
53.4680
46.9200
47.3520
45.7910
45.5870
44.9980
45.3650
43.4630
43.3980
42.8230
43.0940
41.7460
43.2240
42.7360
43.2800
41.7050
42.6600
45.4610
46.0150
45.4140
45.1790
459130
46.3260
47.2030
47.8460
46.8690
48.0510
47.5050
49.4300
49.2170
49.9740
49.9460
48.2950
47.3650
49.0100
48.6080
44.9340
44.1110
45.0390
45.7300
43.9100
43.4860
42.7940
43.1790
41.7070
41.2040
40.9180
42.1910
42.0960
41.2420
41.6510
42.8300
44.4660
45.2480
44.0990
43.5220
44.3420
45.2470
44.3480
43.2130
42.1600
43.4190
44.2490
42.3960
41.6030
43.0210
43.5250
43.8570
44.6140

65.1020 H
65.0940 H
66.6500 C
66.0660 H
67.4130 H
67.2270 N
67.3600 H
66.5790 H
68.0820 H
64.8360 C
64.1050 O
64.6460 N
65.3890 H
63.4020 C
62.7740 H
63.6160 C
64.2780 H
64.2560 C
63.6950 H
64.1480 H
65.2680 H
62.3110C
61.7370 H
62.4400 H
61.6910 H
62.5520 C
63.1410 O
61.2220 N
60.8600 H
60.1530 C
60.6880 H
59.5180 C
60.3440 H
59.0010 H
58.5690 C
58.4590 H
59.2470 C
60.0940 H
59.5930 H
58.6030 H
57.2290 C
56.6810 H
56.5910 H
57.3690 H
59.1220 C
58.7410 O
58.6500 N
59.1240 H
57.9410 C
57.3880 H
58.9420 C
59.5370 H
58.1280 C
57.4010 H
58.7360 H
57.5030 H
59.7530 C
60.3690 H
59.1580 H
60.4690 H
56.9340 C
57.3190 O
55.6530N
55.3850 H
54.6240 C
54.7330 H
53.6030 H
545390 C
55.2050 O
53.8700 N
53.3240 H
53.6000 C
54.3160 H
53.8500 C
54.8040 H
52.6880 C
52.4700 H
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16.9830
16.2690
16.8870
17.1870
15.9810
16.7070
19.3260
19.7050
18.9340
18.8430
18.8130
19.2310
19.7210
19.5690
19.5820
21.0780
21.3270
17.3330
16.5370
16.9400
17.6050
15.5940
15.4380
14.8210
15.4020
16.3050
14.2870
13.5960
14.0040
14.7490
14.2990
12.5080
11.8220
12.0280
12.6980
10.8530
10.8830
10.9400
11.1270
9.9950
12.0050
11.8460
11.9210
13.4090
13.6990
14.2850
9.4990
8.4340
9.5600
10.4130
8.4490
7.4690
8.7830
8.0530
8.6840
10.1320
11.1880
10.9850
12.5130
13.3670
12.7510
13.7840
11.7040
11.8840
10.3640
9.6510
8.2070
7.4460
8.7020
9.3150
8.1000
7.9520
7.1510
8.9630
8.5180
10.2490
10.5680

43.2440
44.2540
41.9830
41.1960
42.3090
41.3040
41.7650
42.4340
40.5150
40.0940
39.7720
40.3040
38.5300
37.9180
37.9050
38.9850
39.0760
39.5220
39.1610
39.5020
39.6570
39.0780
38.0050
39.3690
39.4740
39.1410
40.0820
40.3450
40.2990
40.9600
39.4170
40.5770
40.9770
40.4260
40.1710
41.0830
42.1210
41.0590
40.0420
41.4070
42.0610
42.1990
43.0040
41.5990
40.4250
42.4890
40.5120
41.0830
39.4940
39.0130
38.9590
39.0830
37.5070
37.0860
37.0810
37.1840
36.8120
36.7610
36.5270
36.3800
36.7010
36.5640
36.9540
37.2130
37.1770
37.5520
39.7720
39.3700
41.0140
41.3520
42.0780
42.9880
41.6910
42.3620
42.9510
41.9800
41.4620

51.8240 H
52.9840 H
54.2280 C
54.9200 H
54.7390 H
53.3940 H
52.1770 C
51.2380 O
51.9910 N
52.9050 H
50.7900 C
49.9360 H
50.8150 C
51.7040 H
49.9330 H
50.9300 O
50.0070 H
50.5060 C
51.3850 O
49.2370 N
48.4930 H
48.7140 C
48.8250 H
49.4250 H
47.2240 C
46.4260 O
46.8470 N
47.5350 H
45.4200 C
449770 H
44.8530 H
45.1310C
46.1130 0
43.9560 N
43.2440 H
43.3360 C
43.6680 H
41.7630 C
41.4190 H
41.3470 H
41.3010 C
40.2320H
41.8410H
41.4750 C
41.6370 O
41.4360 O
43.8080 C
43.6550 O
44.6270 N
44.8740 H
45.4690 C
45.0090 H
45.7020 C
46.3930 H
44.7040 H
46.1980 C
45.3270 C
44.2680 H
45.8020 C
45.1570 H
47.1350C
474210 H
48.0420 C
49.0750 H
47.5560 C
48.2750 H
46.7330 C
47.5350 O
46.7850 N
46.0560 H
47.6560 C
47.0740 H
48.0270 H
48.9260 C
49.9390 O
48.9030 N
48.0960 H
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11.2660
10.9440
12.4340
13.0380
13.2460
12.6990
14.1290
13.4410
11.8800
11.0960
11.4110
12.7260
11.7770
12.2050
11.6390
11.3730
12.0230
12.2070
10.9070
9.9270
10.8160
11.1940
12.2130
11.1060
10.3150
9.2560
10.4780
10.6110
11.2400
10.2100
9.4480
9.4160
9.1650
10.4140
11.0130
10.0690
13.4180
13.6600
14.3150
14.0670
15.7120
16.1050
16.1910
15.9090
15.2180
16.8440
17.1770
17.1770
17.1230
16.0510
16.1630
15.0930
15.8350
15.9850
16.6460
14.6270
14.5790
13.6950
14.7830
15.1710
14.2180
13.2880
13.1080
12.7850
14.4940
15.1280
14.1360
18.5220
18.9960
19.0790
18.6820
20.3350
20.5840
21.6200
21.3780
22.8530
22.5290

42.3960 49.9090 C
42.2920 50.9450 H
41.3650 49.8910 C
41.3340 48.9840 H
41.5650 51.1850 C
41.1900 52.0490 H
40.9430 51.0370 H
42.6260 51.3420 H
39.8810 50.0430 C
39.8900 50.7990 H
39.5270 49.1250 H
39.2670 50.3530 H
43.7960 49.7320 C
44.1550 48.6360 O
44.5740 50.7830 N
44.1250 51.6480 H
46.0010 50.8310C
46.3200 49.8050 H
46.8180 51.4770 C
46.5760 51.0630 H
46.5230 52.5230 H
48.3550 51.3820C
48.5780 51.6980 H
48.7520 50.3700 H
49.0140 52.4830C
48.8790 52.2620 H
48.6190 53.4850 H
50.4290 52.4780 N
50.8100 51.7850 H
51.3520 53.3520C
51.0830 54.3690 N
50.1020 54.6060 H
51.8080 55.0120 H
52.5820 53.2150 N
52.9310 52.4810 H
53.1290 53.9910 H
46.1870 51.4090 C
45.8390 52.5270 O
46.8250 50.6530 N
47.2600 49.7760 H
46.9160 50.9370 C
45.9120 51.0970 H
47.3790 50.0740 H
47.8600 52.2180 C
48.8720 52.3760 O
47.3170 53.0830 N
46.3740 52.9410 H
47.9990 54.3640 C
49.0730 54.1860 H
47.7200 55.3560 C
48.3410 56.2450 H
48.0600 54.9640 H
46.3120 55.8240 C
45.6270 54.9890 H
46.1970 56.5430 H
45.9820 56.6710 C
46.6650 57.5190 H
46.1670 56.1370 H
44.5660 57.0630 N
44.2950 57.9560 H
43.4890 56.5560 C
43.5970 55.6440 N
44.5290 55.3000 H
42.7310 55.5100 H
42.3420 57.0800 N
42.2140 57.8550 H
41.4480 56.7740 H
47.5870 54.8590 C
46.4670 54.6130 O
48.3750 55.7590 N
49.2850 55.9440 H
48.0560 56.4770 C
47.0000 56.3730 H
48.8300 55.9810C
49.8870 55.8650 H
48.9130 56.9230 C
49.4260 57.8290 H
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23.1530
23.6530
22.0020
22.7030
22.5260
21.1570
20.0340
19.2190
20.7420
21.4620
20.7590
20.2850
20.2150
22.1520
23.0780
22.3670
21.5410
23.5760
24.2620
24.2950
23.5500
25.1050
24.7160
23.2620
22.2760
24.2910
25.2090
24.0970
23.1490
23.8700
24.7400
23.7600
22.6840
22.8580
23.8030
21.6810
21.7680
20.4580
19.2980
19.4760
20.3330
19.3930
21.4200
21.3250
25.2570
26.3870
25.0120
24.0680
26.0610
26.7860
25.4360
25.1410
24.5480
26.3200
25.8560
27.4950
26.8250
26.2810
28.1710
28.4540
29.1770
28.9730
30.6720
31.2470
30.8230
30.2290
31.8590
30.4560
31.1270
30.6540
30.7640
32.6520
32.9850
33.1570
32.8980
29.1350
29.4910

47.9360
49.4250
48.3690
49.0680
47.4140
48.2080
48.3070
49.1280
47.6470
47.0020
47.8320
48.8040
47.0720
47.7160
47.0680
48.2550
48.6170
47.9910
47.3570
49.3690
50.0740
49.3480
49.6260
47.3120
47.5920
46.6220
46.5030
45.7530
46.0550
44.2990
43.8930
43.6720
44.0320
44.1100
44.2500
44.0870
44.1520
43.7570
43.7840
43.6290
43.5800
43.3570
43.8170
43.9400
45.8180
45.5390
46.2160
46.4200
46.2870
47.0710
46.5990
47.6490
45.9770
46.2040
45.5690
46.5470
45.0250
43.9350
45.1530
46.1150
44.0480
43.3600
44.5890
43.6670
45.1700
46.0810
45.4410
44.4290
45.5960
46.5590
45.3670
45.7460
44.7960
45.9380
46.4330
43.2710
42.0830

57.3010 H
56.3890 H
54.6150 C
54.1590 H
54.6510 H
53.9470 H
57.9790 C
58.2960 O
58.8480 N
58.5560 H
60.3370 C
60.4720 H
60.8980 H
60.8890 C
60.3310 O
62.0790 N
62.5340 H
62.8390 C
62.2780 H
62.9940 C
63.3620 H
63.7240 H
62.0220 H
64.1880 C
64.7850 O
64.7240 N
64.3210 H
65.8330 C
66.2790 H
65.3470 C
64.8310 H
66.2320 H
64.4590 C
63.1160 C
62.6120 H
62.2960 C
61.2220 H
62.9030 C
62.1490 O
61.2180 H
64.3030 C
64.7840 H
65.1220 C
66.1910 H
66.7820 C
66.4180 O
68.0400 N
68.3350 H
69.0460 C
68.8310 H
70.4560 C
70.4410 H
70.5690 H
71.6530C
72.6720 O
71.6350 O
69.1830 C
69.3700 O
69.1130 N
68.9880 H
69.2780 C
68.4570 H
69.0940 C
69.1740 H
67.7290 C
67.6640 H
67.5240 H
67.0190 H
70.1540 C
69.9590 H
71.1560 H
70.3390 C
70.7570 H
69.3930 H
71.1480 H
70.5860 C
70.5990 O
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28.6170
28.3380
28.5730
29.4560
28.5920
27.6630
28.5900
29.7980
30.9420
29.5970
30.3120
28.6860
27.3530
27.3870
26.2450
26.2750
24.8850
24.9440
24.1750
23.2110
24.7900
25.1480
25.5490
24.0290
23.8690
24.7140
23.9720
22.9330
24.3290
25.2800
23.4090
23.9890
23.1090
22.1630
21.3360
22.0430
22.7140
21.0100
20.1090
21.1940
21.0840
22.1960
20.1570
18.9690
20.6130
19.9260
21.5770
20.9850
22.0270
19.7620
18.9610
19.5880
20.3710
18.2630
18.1230
17.4560
18.2270
18.4590
18.9910
16.8000
16.7880
16.4920
16.0030
16.2070
14.8440
14.0950
14.4970
13.2650
14.3930
14.9980
13.5920
19.7160
18.9290
20.6320
21.3260
20.7930
20.5460

43.7850
44.7530
43.1160
42.5430
44.2400
44.7590
43.9340
45.1890
44.7980
46.3930
47.0940
46.6260
42.1830
41.1750
42.6640
43.5560
42.1090
41.1580
42.9580
42.5230
43.2000
42.2440
43.9100
43.5560
44.2260
44.5700
41.9050
41.3200
42.4440
42.7200
42.2310
42.5270
41.1830
43.1420
43.0840
44.0930
44.1000
45.0840
44.4980
46.2100
45.7570
46.6380
47.3300
47.0840
48.5330
49.2550
48.7710
45.7490
46.1730
45.8430
45.3590
46.6480
46.4080
46.3120
45.2420
46.5810
47.1360
48.1870
46.9060
47.0310
47.1060
46.0330
48.0260
48.3780
48.4050
47.7820
46.9440
48.2680
49.5420
50.0560
49.9360
48.1200
48.5070
48.9260
48.5470
50.2880
50.2940

71.6980 N
71.6270 H
73.0230 C
73.3060 H
74.0540 C
73.8180 H
75.1000 H
73.9630 C
74.2080 O
73.4670 N
73.5920 H
73.0980 H
73.2040 C
73.8830 O
72.6840 N
722110 H
73.0230 C
73.5530 H
74.0840 C
74.3470 H
75.3810 C
75.7610 H
75.0510 H
76.0750 H
73.5170 O
73.2190 H
71.7830 C
71.9200 O
70.6150 N
70.4180 H
69.4060 C
68.5320 H
69.4060 H
69.4170 C
68.4470 O
70.3740 N
71.1290 H
70.2920 C
70.4730 H
713340 C
72.3190 H
71.3670 H
713740 C
71.2590 O
71.7050 N
71.8700 H
71.8880 H
68.8720 C
68.3330 O
68.2800 N
68.6600 H
67.0550 C
66.3360 H
66.2920 C
66.1400 H
66.9740 H
65.0050 C
65.1730 H
64.2620 H
64.4400 C
63.3530 H
64.7500 H
65.1250 N
66.0500 H
64.6910 C
63.7580 N
63.3630 H
63.4510 H
65.0860 N
65.7110 H
64.6140 H
67.4540 C
68.2620 O
66.9090 N
66.2810 H
67.3850 C
68.4460 H

OO OO OO OO0 D000 OO OO OO OO DD OO oo cococooCcooocoococo0



22.1920
22.3920
22.3860
21.6440
22.4600
23.3880
23.2570
23.0890
24.1960
23.2230
19.7570
19.1140
19.6240
20.1630
18.6920
17.7510
19.3080
18.7640
19.0550
20.7370
21.7150
21.5400
229110
23.7220
22.9200
23.9580
24.9590
23.5590
24.3190
22.2350
22.0220
21.2580
20.2140
21.5140
18.3860
19.0090
17.4980
16.9530
17.2180
18.0950
16.1020
16.3500
15.1720
15.7450
15.8410
16.5330
17.5530
16.3040
16.2660
14.2860
13.6700
13.9000
14.2040
16.9510
16.2760
17.4320
18.0410
17.2000
16.3830
18.4870
18.6660
19.3810
18.3310
16.8370
17.5310
15.8280
15.2480
15.2050
15.3700
13.6450
13.4540
13.3730
12.9700
12.3990
12.3620
11.7630
11.2930

50.9070
50.8840
52.3090
53.0780
52.2700
52.7010
50.0020
48.9540
50.3330
49.9470
51.1490
51.9310
50.9010
50.1630
51.5710
51.8150
52.9610
53.4100
53.5830
52.9040
53.3800
53.7930
53.4180
53.9510
52.7390
52.4870
52.8390
51.8560
51.7100
51.4940
50.8760
51.6740
51.4610
52.4080
50.7220
49.6360
51.1530
51.9120
50.5840
50.1020
49.5070
48.8010
50.0040
48.6700
49.2700
47.4320
47.8110
46.7890
46.8600
48.2370
49.1260
47.7420
47.5050
51.7460
52.7320
51.5250
50.7460
52.4400
53.1200
53.2820
53.9050
52.6690
53.9860
51.7640
50.8030
52.3090
52.8940
51.6460
50.5700
51.7840
52.7960
51.7380
50.7450
51.0050
52.0120
49.9540
50.2130

67.2410 C
66.1700 H
67.8360 C
67.6220 H
68.9230 H
67.6650 H
67.7840 C
67.5380 H
67.3410 H
68.8720 H
66.6010 C
67.2040 O
65.3350 N
64.9050 H
64.4680 C
64.9590 H
64.0870 C
63.2560 H
64.9460 H
63.8330 C
64.6200 C
65.6020 H
63.9650 N
64.2430 H
62.8140 C
61.9350 C
62.1390 H
60.7280 C
59.9760 H
60.5060 C
59.6460 H
61.4530 C
61.2800 H
62.6290 C
63.2430 C
63.1680 O
62.3320 N
62.7140 H
61.0110 C
60.5780 H
61.1580 C
61.9510 H
61.4340 H
59.8930 C
58.9880 H
59.7780 C
59.7060 H
60.6280 H
58.8900 H
60.0950 C
60.2350 H
59.2040 H
60.8990 H
59.9810 C
60.2890 O
58.7550 N
58.5480 H
57.6420 C
57.8860 H
57.5310C
58.4070 H
57.4100 H
56.7130 H
56.2640 C
55.8680 O
55.5790 N
56.1630 H
54.4220 C
54.4640 H
54.4160 C
54.7720 H
53.3610 H
55.2290 C
56.5400 C
56.9290 H
57.2690 C
58.2070 H
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11.8200
11.2110
11.1080
12.2980
12.2630
12.8760
13.3380
15.8840
16.6190
15.7020
15.2630
16.3940
17.3170
16.7790
15.9460
17.2090
17.8630
18.0530
15.6410
16.1610
14.4800
14.2950
13.5000
14.0150
12.9580
12.2760
13.7570
12.1200
11.2410
11.6730
12.8000
12.9020
13.3360
13.6530
13.1310
12.4010
12.2680
11.6560
11.9630
10.5270
9.7060

10.1620
10.7840
11.7130
10.1460
8.9100

9.3030

8.2900

8.1080

7.4650

7.4200

9.1330

9.4910

8.7490

10.2810
10.1610
11.6180
12.3680
11.9680
11.3090
13.2540
14.0990
13.5890
12.9490
14.5560
13.4640
13.3580
13.3900
13.2920
14.3500
12.1770
11.3090
12.0320
12.8270
10.6780
9.9960

10.3630

48.6480
47.6750
46.8840
48.4120
47.3900
49.4700
49.2180
52.2840
53.2730
51.6960
50.7880
52.0500
52.5940
50.8090
50.1250
51.0550
50.1330
49.4730
52.9770
53.3670
53.3650
53.0440
54.2710
55.1690
53.5640
54.2800
53.4100
52.2960
52.5540
52.0600
51.0910
50.9610
50.1690
49.3140
50.1800
54.7090
54.0620
55.7260
56.3360
56.2830
56.4150
55.6340
57.6140
58.3140
57.7710
57.1400
56.2670
56.8750
58.1310
57.6960
58.6450
59.1080
58.8030
60.1200
58.9550
59.8700
59.1490
58.2340
60.3960
61.1440
60.7250
60.2710
62.2380
62.8320
62.5040
62.8560
64.0820
62.1720
60.4300
60.4190
60.2070
60.4070
59.6000
59.9140
59.9850
59.8800
59.3160

56.7180 C
57.3910 O
56.8570 H
55.3900 C
55.0400 H
54.6810 C
53.7380 H
53.1710 C
53.2520 0
52.0030 N
52.0620 H
50.7410 C
50.9400 H
49.8770 C
49.7120 H
48.9060 H
50.4660 O
49.7950 H
49.8160 C
48.7900 O
50.2070 N
51.1470 H
49.4670 C
49.1280 H
48.2290 C
47.7730 H
47.5030 H
48.3530 C
48.9440 H
47.3870 H
49.0280 C
50.2440 O
48.2270 N
48.6600 H
47.2380 H
50.4940 C
51.5440 O
50.1480 N
49.4040 H
50.8680 C
50.1630 H
51.6630 H
51.6130C
51.2130 0
52.8170 N
53.2500 C
53.7700 H
52.3930 H
54.0850 C
54.8500 H
53.4130 H
54.6590 C
55.6420 H
54.7900 H
53.6150 C
53.0340 H
542330 C
54.4360 O
54.5260 N
543650 H
55.2020 C
54.6840 H
55.0670 C
55.7190 H
55.4940 H
53.6710C
53.6100 O
52.6390 O
56.7080 C
57.2470 O
573970 N
56.9200 H
58.7050 C
59.3810 H
59.2460 C
58.4020 H
60.0470 H
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10.7300
11.2650
9.7180

11.4700
12.4450
11.1650
12.1880
12.0610
12.4420
12.3980
12.6680
13.0740
11.3560
11.4610
10.6010
10.7940
10.9330
11.3030
9.3900

8.5380

9.2040

13.7390
14.3870
14.0600
13.2960
15.3910
15.5910
15.2960
14.8680
16.6550
17.0160
16.6750
17.3280
14.3830
14.5810
14.5910
13.2980
16.4870
17.6200
16.1540
15.1720
16.8840
16.1690
17.4530
18.1700
18.1170
16.4820
15.7060
17.1500
18.0500
16.4530
17.4640
15.6770
15.0710
14.8860
16.3770
17.9550
19.0560
17.6860
16.7330
18.5470
19.3690
17.6070
16.5710
17.7010
17.8960
18.9400
17.6940
18.0840
18.2060
16.6190
16.9920
17.1280
15.9680
17.1560
19.1270
18.4200

61.4120
62.0860
61.7990
61.3910
62.2360
60.7130
58.0660
57.4790
57.3660
57.7810
55.9290
55.7590
55.2410
54.1960
55.7220
55.2920
56.2400
54.6330
54.7690
55.4200
53.6080
55.3530
54.3490
56.1140
56.6280
56.1260
55.0670
56.8430
57.8070
56.8360
55.8250
57.4070
57.3510
56.1060
56.5330
55.0360
56.1910
56.6610
56.3780
57.5210
57.7210
58.3120
59.0110
57.3780
56.6710
57.9930
56.6440
56.2390
55.6330
55.9830
55.1590
54.7650
57.5590
58.3510
56.9750
57.9300
59.2370
58.7740
60.5450
60.7340
61.5190
61.0520
62.3500
62.0510
63.4250
62.1000
62.3720
60.6330
60.2830
60.0840
60.4520
62.9280
62.7710
62.7190
63.9870
62.4610
62.8770

59.8470 C
59.1780 H
59.9630 H
61.1640 C
61.2560 O
62.1980 O
58.7560 C
59.8210 O
57.5870 N
56.6670 H
57.5610 C
58.5580 H
57.4010 C
57.6920 H
58.0230 H
55.9910C
55.4720 H
55.2880 H
56.0130 C
56.5810 O
55.5850 O
56.6310 C
56.9830 O
55.5690 N
55.1560 H
54.9620 C
54.8000 H
53.6220 C
53.8970 H
52.9600 C
52.7710 H
52.0320 H
53.6450 H
52.7020 C
51.7190 H
52.6790 H
52.7570 H
55.9090 C
55.7150 O
56.9000 N
56.7810 H
57.8840 C
583190 H
58.9720 C
58.5540 H
59.5800 H
59.8400 C
59.1900 H
60.7480 C
61.2520 H
61.4390 H
60.1680 H
60.7960 C
60.3550 H
61.2660 H
61.5440 H
57.1820 C
56.7900 O
57.1560 N
57.4290 H
56.4190 C
55.8780 H
55.4390 C
55.6010 H
55.5950 H
53.8750 C
53.7160 H
53.5610C
52.6060 H
543520 H
53.5770 H
52.9550C
51.8850 H
53.2640 H
53.1540 H
57.5100 C
58.4350 O
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20.3990
20.9460
20.9470
20.5300
22.4810
22.5580
23.0370
23.0310
24.1890
22.3210
20.6500
20.2160
20.8730
21.1340
20.7770
19.7590
21.3220
22.3960
21.3010
20.8620
20.2190
21.5950
21.1790
22.8380
23.0590
23.8850
23.9020
25.1850
25.2280
25.9510
25.5120
25.7550
25.5050
23.5880
24.4510
22.4220
21.6770
22.0630
22.7280
20.6030
20.6130
19.8090
20.3490
21.1290
21.8450
20.9230
21.4280
19.9210
19.7920
19.1310
18.3410
19.4240
18.8060
22.2070
21.4760
23.1400
23.8500
23.4030
24.3510
22.3280
21.3210
22.5530
22.3220
23.0810
21.3730
21.3140
20.8030
23.5500
23.2630
24.0600
24.1640
24.2000
23.2410
24.5080
24.1780
23.9620
26.0380

62.8130
62.4890
63.8710
63.8490
63.6040
62.5440
63.8740
64.3040
64.0380
65.1160
65.2330
65.3520
66.2780
66.1290
67.6710
67.9700
68.5320
68.3610
69.5980
68.2190
68.9100
68.0260
68.8230
67.4570
66.9100
67.7170
68.7860
67.2330
66.1630
67.4800
68.1470
67.5810
69.4210
66.9550
67.0590
66.3070
66.4790
65.4070
64.5420
64.8600
64.4080
65.6060
63.6880
62.5350
62.4500
61.5440
60.5890
61.6790
60.8460
62.8750
62.9940
63.8670
64.7520
66.1620
67.1120
65.8480
65.1940
66.5160
66.1500
65.9870
66.3430
66.5360
64.5020
63.7510
64.0160
63.0130
64.5920
68.0630
68.7110
68.5620
67.8810
69.9850
70.4260
70.3390
71.3520
69.7110
70.1690

57.3300 N
56.5460 H
58.0630 C
59.0700 H
58.2620 C
58.5040 H
57.3640 H
59.5450 C
59.8940 O
60.1270 O
57.4030 C
56.2850 O
582180 N
59.1820 H
57.7400 C
57.4920 H
58.8990 C
58.9620 H
58.6770 H
60.1850 O
60.3610 H
56.5590 C
55.7700 O
56.4930 N
573120 H
55.5820C
55.3690 H
56.3040 C
56.5070 H
55.5680 H
57.5520C
58.6410 O
57.3510 0
54.2100 C
53.3210 0
54.0300 N
54.6890 H
52.8610 C
52.8610 H
53.0410 C
54.0340 H
53.0320 H
52.0280 C
52.1610 C
52.9650 H
51.1550 C
51.1700 H
50.1760 C
49.5010 H
50.1350 C
49.4090 H
51.0210C
51.0390 H
51.5300C
51.4000 O
50.6490 N
50.9460 H
49.2990 C
48.9070 H
48.3120C
48.5320H
473970 H
48.1700 C
48.7550 O
47.3990 N
47.2920 H
46.7960 H
49.3900 C
48.3870 O
50.4730 N
51.2110 H
50.6730 C
50.3980 H
52.1320C
52.3650 H
52.8360 H
52.4510C
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26.2340
26.6700
26.2820
26.1020
25.5660
27.6620
27.7250
28.3490
27.8710
28.2850
26.9590
28.3230
25.1810
24.9340
26.2160
26.3290
26.9550
27.0910
28.3290
28.0300
28.8730
29.2930
30.2390
29.4150
28.9370
28.2700
29.4190
26.2790
26.5690
25.3260
25.0660
24.7440
25.0400
25.3980
25.1150
25.1010
26.9180
27.5870
27.0290
28.9540
29.5220
29.6200
30.6810
28.9840
29.6380
27.6250
27.1610
23.2090
22.6020
22.5720
23.1100
23.6010
23.7300
21.9030
22.1880
21.5540
20.9120
21.1300
19.8920
21.1430
20.4680
20.8350
19.7620
21.7450
22.6510
21.4430
20.4980
22.4510
21.9610
22.4440
23.9010
23.8330
243110
249310
24.6370
26.2400
26.9690

69.1100
70.7600
70.6120
71.6870
70.1060
70.1910
69.1070
70.5100
70.8370
71.7580
71.0970
70.2010
70.6850
71.8250
69.9900
69.0240
70.6040
71.6670
69.8340
68.8100
70.1090
70.0020
69.5890
71.0730
69.3460
68.2740
69.8760
70.5040
71.3220
69.5700
68.9640
69.2150
70.0750
67.9000
67.0030
67.6360
67.9730
68.8850
69.4850
69.0930
69.8350
68.2460
68.3460
67.2590
66.8200
67.1400
66.4420
69.1610
68.1130
70.2840
71.6210
71.7050
72.0230
72.5660
73.3360
72.8320
71.6790
71.5170
72.0320
70.2820
70.0190
69.2420
68.6310
68.9950
69.4370
68.1960
68.6060
68.4350
68.0550
69.4740
67.8880
66.9270
67.6040
68.7550
69.6860
68.4210
68.9510

52.2830 H
51.7870 H
53.8930C
53.8880 H
54.5400 H
54.4030 C
54.4990 H
53.6200 H
55.6870 N
55.6760 H
56.0350 H
56.3290 H
49.6280 C
49.2850 O
49.1450 N
49.4150 H
48.0400 C
48.2400 H
47.7910 C
47.5680 H
46.8870 H
48.9300 C
48.5800 H
49.0900 H
50.2620 C
50.3690 O
51.3560 O
46.6560 C
45.7260 O
46.4360 N
47.2000 H
45.1270 C
44.5280 H
44.5670 C
45.1170 H
43.5520 H
44.5990 C
43.7820 C
43.0780 H
43.8570 C
433150 H
44.7770 C
44.9480 H
45.4200 C
46.1580 H
45.4350 C
46.1150 H
44.9490 C
45.0120 0
44.5850 N
44.4140 C
43.4450 H
45.2160 H
44.2960 C
43.5800 H
45.2940 H
43.5890 C
42.5330 H
43.7400 H
44.1610 C
44.9750 H
43.0230 C
43.0140 0
42.1070 N
42.1690 H
40.9360 C
40.5790 H
39.8530C
38.9560 H
39.5260 H
40.0400 C
40.5510H
39.0710 H
40.7650 C
41.5000 O
40.5710 N
41.0260 H
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26.3960
21.2290
20.3960
21.7450
22.4170
21.4150
21.5600
22.2790
22.0410
22.1560
23.7830
24.3570
25.6790
26.4570
25.9270
26.8740
24.7750
24.7120
20.0080
19.5730
19.3350
19.8410
18.1030
17.3430
17.7200
18.3940
19.5510
17.3490
16.5370
17.3630
18.3310
17.3490
16.1990
15.4850
15.9990
16.6440
16.6960
17.6830
15.7450
15.0150
16.3220
15.1480
14.2540
15.8320
14.9620
15.1940
13.5320
13.2020
12.6630
12.9480
11.2990
10.6610
10.8480
11.2510
10.1940
12.4260
13.2430
12.4830
11.7680
13.8580
14.6690
14.0170
13.9960
14.9230
13.2170
12.3720
11.8480
12.9910
13.4770
12.9400
13.2650
13.4850
11.4710
11.1200
10.6190
11.0050
9.1210

67.5920
66.6780
66.1170
66.0520
66.5130
64.6320
63.9310
64.2010
64.7930
63.1520
64.3520
65.2160
65.0370
65.4510
64.1590
63.8820
63.7260
63.0020
64.4690
63.3420
65.4930
66.3580
65.4810
66.1810
64.4700
65.7530
66.0010
65.5660
65.0680
65.9220
65.5640
67.0110
65.4310
64.4910
65.9980
67.2450
67.9860
67.1310
67.6300
68.4170
67.9800
66.2990
66.6290
65.6760
65.4960
64.4510
65.6180
66.6470
64.5280
63.8110
64.3710
63.7740
65.3510
63.5740
63.0930
63.5370
63.8870
62.9030
63.2650
63.2790
62.9460
62.7880
64.8250
65.0130
65.7370
61.3750
60.6770
60.8230
61.4380
59.3660
58.8270
59.1700
58.8280
57.6820
59.7500
60.6530
59.5210

40.0160 H
41.1670 C
40.5180 O
42.2350N
42.8310H
42.6110C
41.7890 H
43.7830 C
44.6670 H
44.0540 H
43.5860 C
42.6560 N
42.6730 C
42.0480 H
43.6360 N
43.8510 H
44.2930 C
45.0920 H
43.1070 C
43.3900 O
43.5290 N
43.4050 H
44.3090 C
43.9600 H
44.1700 H
45.7500 C
46.1730 O
46.5720 N
46.2370 H
47.9980 C
48.3470 H
47.9780 H
48.8380 C
48.4230 0
50.0290 N
50.5660 C
49.7680 H
50.8770 H
51.7310 C
51.5440 H
52.5870 H
52.2890 C
52.8170 H
52.8650 H
50.9360 C
51.1390 H
50.3670 C
49.7730 O
50.5220 N
51.1740 H
49.9370 C
50.5890 H
49.7830 H
48.6240 C
48.1160 O
47.9380 N
484170 H
46.5520C
45.8130 H
46.0010 C
46.6500 H
45.0410 H
45.6140 C
44.8410 O
45.9490 O
46.6630 C
45.8230 0
47.6650 N
48.3020 H
48.0180 C
47.1280 H
48.9410 H
48.2070 C
47.9640 O
48.6710 N
48.9060 H
48.5470 C
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8.9700
8.3370
8.1980
6.8660
6.2540
6.9660
6.3890
8.9720
9.8030
8.4400
7.5400
8.6280
9.1960
7.7130
6.7380
7.5340
8.5340
7.0170
6.8850
5.9580
7.3180
6.7270
6.2800
6.2010
8.1530
8.5960
8.7710
8.0340
7.6260
8.9860
7.5500
7.9470
7.0550
8.9880
9.7070
9.3070
8.8470
10.8070
11.0040
11.3760
11.2580
12.4430
10.7990
11.5130
11.5310
8.7140
9.4390
7.4830
6.9650
6.8040
7.2780
6.9180
6.5600
6.3870
8.3270
9.2220
9.0940
10.3040
11.0500
10.1490
10.9580
11.8900
10.5460
11.2930
9.3060
9.0400
8.5250
7.5770
8.8920
5.2920
4.8440
4.5910
5.1730
5.6020
5.8880
3.8970
3.7170

58.4670
60.2310
61.2350
59.7900
59.9970
58.7190
60.1780
60.3090
60.7840
59.8550
59.1190
61.0810
61.7410
61.6860
61.2350
63.2300
63.6570
63.6560
63.6060
63.0580
63.2200
65.1020
65.6010
65.3160
65.6340
65.0810
65.5780
67.0200
67.1540
67.3560
67.5990
61.3040
61.5080
60.5570
60.3260
60.0650
60.7710
60.1750
59.7850
61.5580
62.1460
61.4880
61.9650
59.3880
59.8750
58.6200
57.8970
58.3520
59.1550
57.0360
56.3750
56.4650
57.3010
55.5270
56.0490
56.7420
57.7090
55.9080
56.1710
54.6390
53.4700
53.3840
52.3420
51.5620
52.3670
51.5050
53.5130
53.5800
54.6770
57.1850
58.2890
56.1930
54.9520
54.3980
55.1140
54.1220
53.1880

48.7820 H
49.6730 C
49.2710 H
49.9240 C
49.0460 H
50.1030 H
50.8240 H
50.9200 O
50.8400 H
47.2060 C
46.8130 O
46.7090 N
47.2200 H
45.7430 C
45.9260 H
45.9390 C
45.8680 H
45.0800 H
47.2460 C
47.0770 H
48.1690 H
47.4330 C
46.5730 H
48.3640 H
47.6780 C
48.5070 H
46.7820 H
48.0360 N
48.9510 H
48.0480 H
47.3650 H
44.2720 C
43.4990 O
43.9780 N
44.6480 H
42.6100 C
419180 H
42.4670 C
41.4680 H
42.5160 C
434270 H
42.3060 H
41.6860 H
43.3650 O
44.1920 H
42.2220C
41.55100
42.5740 N
429010 H
42.6180 C
41.8920 H
44.0430C
44.6440 H
44.2060 H
445120 C
45.2440 C
45.7080 H
454920 N
46.1210 H
44.9710 C
44.8610C
454010 H
44.1550 C
44.1340 H
43.4980 C
42.9030 H
43.4650 C
42,9520 H
44.2460 C
42.3260 C
42.6600 O
41.7970 N
41.2800 C
42.1150 H
40.4730 H
40.7220 C
41.2540 H
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3.9980
2.7300
1.8330
2.5070
3.1950
2.7760
2.8330
2.6260
2.4060
2.6070
1.8710
1.3660
1.0090
2.8100
4.0330
2.3230
1.3160
3.1480
4.0220
2.3900
2.9980
2.2360
1.0400
0.4530
1.0060
0.2050
-1.0220
0.7130
3.7310
3.9120
4.0510
4.0230
4.5610
4.0300
4.3800
3.3210
4.6120
5.0850
6.1030
4.9500
4.4230
3.4090
5.2640
4.8430
6.0790
5.9880
6.4530
6.6840
6.2980
7.9260
8.6560
8.4570
9.2510
8.8430
7.5270
7.0080
7.1020
6.1510
5.5220
6.1780
5.4660
4.7180
5.8380
5.3300
6.9750
7.2080
7.5480
8.5140
7.1280
7.8750
8.8920
6.7040
5.9030
6.4680
7.1350
5.0730
4.3760

53.8550
55.0600
54.5050
55.4850
56.1120
57.0710
55.7950
54.6290
56.7940
57.7140
56.7770
57.6890
56.1200
56.2040
56.3820
55.4760
55.4520
54.8510
55.4740
54.6510
54.0970
55.6660
53.9670
54.6720
52.9850
53.9470
53.7020
54.0620
53.4750
52.5410
53.3410
54.1440
52.1440
51.3200
52.0350
51.8200
53.0300
50.8600
51.1590
49.9690
50.4940
50.9050
49.7790
49.5890
49.3030
51.8070
50.6590
52.7860
53.7070
52.4720
52.1490
53.8650
53.5980
54.5790
54.7160
55.8990
56.2470
56.3730
57.1310
55.7050
55.8190
56.5800
55.0610
55.1220
54.2100
53.5650
54.0420
53.5710
54.7220
51.4160
50.7310
51.2490
51.8160
50.2630
50.4730
50.3680
50.2080

39.6700 H
40.7880 C
41.0620 H
39.8090 H
41.7850 C
41.4800 H
43.2020 C
43.6820 O
43.9050 N
43.5410 H
45.3190 C
45.6370 H
45.1980 H
46.3910 C
46.2690 O
47.3960 N
47.4670 H
48.4750 C
48.6620 H
49.7960 C
50.5120 H
50.1610 H
49.6460 C
49.0580 H
49.1750 H
51.0070 C
51.0420 O
52.1470 O
48.0270 C
48.7610 O
46.7180 N
46.1060 H
46.1420 C
46.6180 H
44.6350 C
44.4890 H
442550 H
43.9040 C
43.6540 H
44.5160 H
42.5570 C
42.1280 O
41.7380 N
40.8390 H
42.0980 H
46.6460 C
46.6730 O
47.1910 N
47.3400 H
47.9030 C
47.1600 H
48.4810 C
49.1790 H
47.7530 H
49.2760 C
48.8030 C
47.7850 H
49.7990 N
49.5800 H
50.9690 C
52.1410 C
52.3030 H
53.2210C
54.1720 H
53.1270 C
53.9610 H
51.8550 C
51.7390 H
50.7410 C
48.9940 C
49.2200 O
49.5650 N
49.3270 H
50.6720 C
51.5090 H
51.3210C
50.4980 H
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4.8420
4.8710
5.6380
4.8750
3.4060
2.8150
3.0630
3.3530
3.9720
3.7590
2.0260
1.5300
2.0480
1.5080
6.7010
6.8240
6.9000
6.7660
7.2270
7.5630
6.0090
6.3270
5.3140
5.2650
5.8990
4.7300
4.1480
5.5420
4.1970
4.1420
3.2300
4.3640
3.9220
8.3790
8.6840
8.8960
8.6430
9.7020
9.1860
9.7370
11.1450
12.0450
11.4350
10.7320
12.7780
12.8610
13.1680
13.8650
13.7150
14.9820
14.9520
16.2310
16.8990
15.8720
17.1540
17.7630
17.2410
16.7700
17.9060
17.4060
17.7360
18.2770
18.2140
17.9280
17.8040
19.2840
16.3330
16.1760
19.4150
20.0090
20.0120
19.5260
21.2680
21.6370
20.9770
21.9020
19.9890

49.6080
51.6690
51.8370
52.5010
51.7300
51.9620
50.7950
52.7990
52.4010
53.7530
52.9510
52.0790
53.3760
53.5800
48.7900
47.9230
48.5790
49.3320
47.3160
46.5170
46.6460
45.7150
46.2880
47.4960
48.1270
46.4530
47.0380
46.0370
45.7180
48.3580
47.7720
48.8350
49.1100
47.4870
46.5810
48.6660
49.2440
49.3290
49.3270
50.3750
48.7900
49.5700
47.4790
46.8600
46.9370
45.8650
47.1480
47.4820
47.4640
47.8310
47.7180
48.4210
48.4260
49.3830
47.6510
48.2710
46.3500
45.9200
45.3670
45.3850
43.9420
43.9220
42.7600
42.8250
41.8800
42.5940
43.7080
43.4140
45.6530
46.3940
45.2200
44.5810
45.8780
46.5910
46.7620
47.1930
47.8660

52.0670 H
52.0230 C
52.7800 H
51.3180 H
52.5830C
51.6970 H
53.0260 H
53.6760 C
54.4800 H
53.3390 H
542270 N
54.3480 H
55.1430 H
53.6300 H
50.2810 C
51.1390 O
48.9630 N
48.3030 H
48.3250 C
48.9860 H
47.6970 C
47.2260 H
48.4560 H
46.6250 C
46.0020 H
45.6700 C
44.9580 H
45.0740 H
46.2730 H
47.1960 C
47.3060 H
48.1500 H
46.4380 H
47.2670 C
46.5420 O
472710 N
48.0590 H
46.2090 C
45.2480 H
46.5150 H
45.9350 C
45.5930 O
46.1650 N
46.5420 H
45.9240 C
46.0990 H
44.9280 H
46.8340 C
48.0220 O
46.1520 N
45.1490 H
46.6380 C
457770 H
47.0040 H
47.6740 C
48.5350 0
47.5670 N
46.7830 H
48.4000 C
49.3680 H
47.7770 C
46.8310 H
48.5760 C
49.6260 H
48.0800 H
48.4540 H
47.42300
46.5230 H
48.4610 C
47.6760 O
49.5910 N
50.2040 H
50.1260 C
49.3890 H
51.3410C
51.7250 H
50.9450 C
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19.0220
19.7120
20.3880
20.3110
20.0000
22.4200
23.3080
22.4160
21.6990
23.6350
24.2320
23.3860
23.0630
22.5470
24.4080
24.3480
23.5110
25.6220
25.8650
26.5370
27.9410
28.4530
28.5910
29.6660
27.8160
28.3300
26.3920
25.8220
25.7680
24.5350
24.0710
25.7760
26.0740
26.9510
27.0440
26.7640
28.1640
28.0150
29.4260
29.5790
30.5800
30.5030
31.9270
31.9300
32.8290
31.9590
31.6800
31.5310
31.8200
31.8060
32.0540
32.1740
31.9770
32.3530
32.4080
32.4760
32.5880
32.4120
32.4830
32.2130
30.4380
31.1520
29.5620
29.0310
29.5000
29.4000
28.2540
28.4380
27.5360
27.7250
26.3390
25.6930
25.8820
24.8770
26.6880
26.2620
26.9660

47.4340
48.4750
48.4420
45.8770
46.3090
44.9180
45.2950
43.6710
43.3120
42.8810
43.0480
41.3520
41.0750
41.2000
40.4730
39.6660
39.5960
39.3440
38.8550
39.8880
39.8700
39.5540
40.3760
40.3540
40.9560
41.4130
40.8990
41.1470
40.3810
43.2960
43.3580
43.5200
43.4530
43.6500
42.7910
44.5940
43.8320
43.8340
44.0240
43.9590
44.3820
43.9740
44.0000
44.5640
44.3850
42.5110
41.8850
42.5250
40.5750
39.9900
40.1250
38.8520
37.8960
38.7780
37.8300
39.9400
39.8640
41.1880
42.0450
41.3440
45.8200
46.7090
46.1140
453510
47.4060
48.2040
47.4550
48.1110
47.9290
46.1200
45.9070
46.6370
44.6710
44.4210
43.6030
42.3800
41.7500

50.6880 H
51.8060 H
50.1100 H
52.2350 O
53.0340 H
50.4510 C
51.2440 O
49.9530 N
49.3390 H
49.8270 C
50.7230 H
49.8140 C
50.8180 H
49.1360 H
49.4510 C
48.3100 C
47.6310 H
47.9990 N
47.1490 H
48.8840 C
48.9340 C
48.0370 H
50.0350 C
50.1400 H
51.0500 C
51.8830 H
51.0660 C
51.9490 H
49.9550 C
48.7050 C
47.5760 O
49.0240 N
49.9870 H
48.1870 C
47.5210H
47.6750 H
49.1030 C
50.3120 O
48.5960 N
47.6000 H
49.4510 C
50.4580 H
48.7260 C
47.7930 H
49.2020 H
48.4740 C
47.2690 C
46.4110H
47.2940 N
46.4710 H
48.5900 C
49.1620 C
48.7010 H
50.5930 C
51.1060 H
51.3420 C
52.4140 H
50.7030 C
51.3560 H
49.3310C
49.8710C
49.3640 O
50.8390 N
51.2360 H
51.5060 C
50.7710 H
52.4280 C
53.2790 H
51.7590 H
52.9610 C
52.8130 C
52.3490 H
53.2070 C
52,9020 H
53.8130C
54.2200 O
54.3900 H
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28.0660
28.7390
28.5630
29.5980
30.8750
31.6450
31.1480
30.4780
32.4490
32.9020
33.3580
34.2250
33.9000
32.9350
33.1390
32.3220
31.2600
33.4600
34.2060
33.6330
32.9600
33.3760
32.3270
34.0220
33.4890
32.6060
31.7740
32.6780
31.9410
33.5530
33.5430
32.9970
34.4850
35.0060
34.3500
34.9920
35.0640
36.0350
35.1770
34.3460
36.4220
37.3020
36.8130
37.2260
35.9780
37.8370
38.0500
38.6320
36.1920
352710
36.9510
37.9090
38.6400
37.3330
38.7140
39.5170
39.1250
37.6810
38.2080
36.9160
36.9660
359170
37.4970
37.1210
38.4190
38.5440
38.9210
39.2710
40.0460
40.4380
40.8700
39.6070
37.8280
37.8080
36.8240
36.9090
35.6410

43.9240
43.2460
45.1470
45.3930
47.6050
46.6430
48.8380
49.5890
49.1870
48.2870
49.7410
50.1350
48.9690
50.7810
50.6580
50.2480
50.9570
50.4490
49.8520
51.4380
52.2830
50.7240
50.4270
49.8510
51.6530
52.7230
52.8800
53.5510
54.3350
53.2920
54.0960
54.8800
52.1610
51.8100
51.2740
50.4070
52.1010
51.3780
53.4440
54.0010
54.2230
53.5800
55.2380
54.6250
55.8590
56.2720
57.1310
56.0340
54.9680
55.7580
54.5880
53.5180
53.4910
52.5930
53.5310
54.2640
52.5680
54.1090
54.4400
53.3710
55.1480
55.2160
56.6030
57.3530
56.9140
56.2640
58.2120
58.5000
58.2750
59.2860
57.5720
58.1350
59.2470
60.3620
58.8680
57.9920
59.6980

54.0030 C
54.5070 H
53.5200 C
53.7090 H
52.1220C
52.3160 O
52,5130 N
52.4240 H
53.1060 C
53.5220 H
52.0200 C
52.5480 H
51.4740 H
51.2030 O
50.2730 H
54.2080 C
54.3740 O
549210 N
54.5940 H
56.0000 C
55.8560 H
573190 C
57.3280 H
57.4070 H
58.5040 C
58.7370 C
58.0670 H
59.8960 C
59.9800 H
60.8740 C
61.9530 O
61.8610 H
60.7120 C
61.5910 H
59.5930C
59.5370 H
56.1250 C
56.1910 O
56.2820 N
56.1380 H
56.6350 C
56.6480 H
55.4890 C
54.6880 H
55.1630 H
55.8270 C
54.9900 O
56.7270 O
58.0190 C
58.1820 O
59.1100 N
59.1080 C
58.2990 H
59.0840 H
60.4210 C
60.3430 H
60.7250 H
61.3490 C
62.2440 H
61.5860 H
60.4560 C
60.7460 H
60.5490 C
61.4470 O
59.6360 N
58.8730 H
59.5610 C
60.5530 H
58.5890 C
58.4790 H
58.7140 H
57.6020 H
59.1090 C
59.6280 O
58.3760 N
57.8810 H
58.0100 C
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35.8990
35.1620
35.1620
34.2150
36.0380
37.0520
35.6580
36.3410
35.6950
34.6270
36.0720
36.5930
35.0430
36.3790
34.4730
33.5140
34.5600
35.2700
33.5330
33.9180
33.3600
34.3050
33.1630
32.3730
31.8530
32.1690
32.2310
31.2140
32.3100
33.2050
31.2440
30.3640
31.3200
32.3180
30.5880
31.0320
31.8210
31.2710
30.4420
31.1610
32.2080
29.6090
29.3830
29.4370
28.8190
31.2170
32.2490
30.0110
29.2120
29.7910
30.7200
29.1010
29.3040
29.5530
27.5850
27.2700
28.0070
25.9210
25.5410
24.9180
23.8630
25.2980
24.5600
26.6220
27.0220
28.8720
27.9360
29.0670
29.8080
28.6000
27.6910
29.6060
30.4020
29.0320
30.4660
31.6270
31.8610

60.7550
59.4200
58.3650
59.9390
60.1940
59.8310
59.9130
60.5150
58.8340
60.2390
61.7150
62.2350
62.0760
61.9630
59.3400
60.0880
58.1270
57.4760
57.4790
56.4660
57.9770
57.9600
59.0420
57.3210
58.0150
56.0840
57.4390
58.0070
56.8400
56.3990
56.7140
56.7830
57.8690
57.8130
57.6910
59.3250
59.5630
60.2160
59.9550
61.2760
60.0270
59.5670
59.3220
60.6340
59.1630
55.4180
54.8110
549170
55.5040
53.5820
53.1900
52.7170
51.6600
52.8600
52.8800
53.7210
54.2730
53.8850
54.5480
53.1490
53.2490
52.3470
51.7050
52.1240
51.3460
53.6460
54.4750
52.6810
52.0080
52.9030
53.5040
53.4800
52.8010
53.8750
54.6210
54.3580
53.3640

58.0810 H
56.5840 C
56.3120 H
56.4400 H
55.5870 C
55.7550 H
54.1320C
53.5310 H
53.9860 H
53.9980 H
55.7680 C
54.9640 H
55.7850 H
56.7840 H
58.9950 C
59.1970 O
59.5960 N
59.2930 H
60.3430 C
60.4500 H
61.7390 C
62.2830 H
61.6220 H
62.7040 C
63.6160 O
62.5260 O
59.4950 C
59.8330 0
583070 N
58.1510 H
57.2850 C
57.9250 H
56.2650 C
55.8320 H
55.4770 H
56.6910 C
57.4050 H
553940 C
54.7370 H
55.6250 H
54.8700 H
57.2260 C
582630 H
57.0810 H
56.5930 H
56.6190 C
56.4120 O
56.2960 N
56.4880 H
55.7820 C
55.3680 H
56.8850 C
56.7170 H
57.8670 H
57.1100 C
58.1720 C
58.7360 H
58.4970 C
59.2610 H
57.8290 C
58.0370 H
56.7440 C
56.2870 H
56.4070 C
55.7740 H
54.4930 C
54.3670 O
53.5980 N
53.7340 H
522040 C
522340 H
51.2780 C
50.9740 H
50.4400 H
51.7910 C
52.5380 C
52.8890 H
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32.3770
33.2930
32.0560
32.8440
32.4880
309110
30.5960
30.0830
29.1160
28.0200
28.5870
26.9710
26.4920
26.3120
27.0310
25.2890
24.8360
25.9020
24.1040
24.1280
25.0060
22.9200
23.0080
21.8040
20.6910
20.0010
21.7320
20.8760
22.9070
22.8800
25.6070
25.3250
25.2080
25.4350
24.2180
23.9320
24.5230
22.9210
22.8480
22.0110
22.3590
20.6330
20.4230
19.6760
18.6270
20.0420
19.2500
20.0930
20.9580
19.7190
19.1940
20.2430
20.6580
19.4660
19.3150
18.7410
19.5520
18.2250
18.3150
18.9200
16.8310
16.5820
17.7420
17.3570
17.1600
17.4130
16.1480
16.4180
16.1060
15.8770
17.0730
15.0420
15.0970
14.1910
13.5860
14.1180
14.8370

55.4390
55.2890
56.7810
57.8120
58.6810
57.0340
58.0260
55.9560
56.1130
51.5730
50.5190
51.6930
52.5730
50.6220
49.8400
49.9410
49.1040
49.6940
50.7740
51.3850
51.3650
52.0290
52.3240
52.0880
52.7000
52.0400
51.4810
51.5480
50.9080
50.5820
51.2050
52.4260
50.2770
49.3410
50.4980
51.5490
50.2000
49.7780
48.9190
49.9840
50.6450
49.4670
48.6890
50.6450
50.3490
51.2370
51.9640
50.4460
51.8230
51.6100
52.3100
48.8420
49.2600
47.7430
47.4040
47.0520
46.7600
45.6610
45.0470
45.2930
45.6360
44.7110
47.9360
49.0550
47.4320
46.4860
47.9940
49.0350
47.2740
47.9080
46.9220
46.1460
45.1760
46.1900
45.3860
46.9890
48.1700

53.0030 C
53.5560 H
52.5330C
52.8590 O
52.6600 H
51.7970 C
51.5080 H
51.4510C
50.9980 H
51.7360 C
51.9450 O
50.9390 N
50.8090 H
50.2460 C
50.0030 H
51.2650 C
50.7330 H
52.1320 H
51.6440 C
52.9060 C
53.5350 H
53.4040 C
54.4400 H
52.6330 C
53.0050 O
52.9070 H
51.3460 C
50.6900 H
50.8600 C
49.8310 H
48.9860 C
48.8600 O
48.1220 N
48.4240 H
47.0790 C
47.0200 H
46.0750 H
47.3190 C
48.1880 O
46.3820 N
45.7020 H
46.3430 C
47.0780 H
46.6200 C
46.6450 H
48.0180 C
48.1960 H
48.7670 H
47.9460 H
45.7210 0
46.1170 H
44.9850 C
43.8910 0
45.0200 N
45.9600 H
43.8930 C
43.2260 H
44.4060 C
43.5100 H
45.1610H
44.8010 O
447320 H
43.0510 C
43.5030 O
41.9050 N
41.6570 H
41.1440 C
40.9660 H
39.8230 C
38.9660 H
39.4630 H
39.7820 C
40.5340 O
38.8510 N
38.9320 H
38.2370 H
41.9800 C
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14.6010
13.8970
13.9980
14.0540
14.8290
12.6660
11.9460
12.7360
12.3050
11.2300
12.8770
12.7050
13.0310
11.6240
10.4390
11.9140
12.8810
10.8730
11.0110
9.9470
10.6790
11.5550
9.4930
8.8210
9.1550
9.3020
7.6620
7.0430
7.2540
7.2650
7.8940
6.2190
7.2660
6.3700
10.0400
10.3860
10.3720
9.9450
10.9310
11.8240
11.1800
10.2500
11.6650
11.9680
12.5550
12.6410
13.1530
13.7760
12.7110
12.8640
13.1210
12.5090
12.5660
12.0560
11.8690
11.8430
11.4110
12.1310
10.0200
10.6250
8.6810
8.2940
7.8020
8.0450
6.2590
6.0430
5.8890
5.3620
5.3190
4.6530
4.2720
4.8050
7.9750
7.6620
8.4650
8.9590
8.6670

47.5070
49.0690
49.7280
49.0360
50.4340
50.5410
49.8400
51.4780
50.8280
50.9480
51.6620
49.4550
49.7740
48.4100
48.7560
47.0860
46.8260
46.0700
45.2850
46.5940
45.4290
45.0040
45.3950
45.8630
44.7950
43.7190
44.9650
44.6690
46.4070
46.9830
46.7070
46.3870
44.2980
43.9580
453110
46.4600
44.4520
43.5370
44.7660
45.3570
43.5410
43.0870
43.8480
42.3420
42.3430
43.1790
41.1280
41.0150
40.2300
38.8750
38.3240
38.2510
37.1740
39.0300
38.5900
40.3690
40.9040
41.0250
45.7210
46.4360
45.6720
44.9160
46.6170
46.6040
46.1800
45.1250
46.3840
46.9540
48.1740
46.2370
46.6650
45.2410
48.0320
48.2550
48.9770
48.5850
50.3910

42.9790 O
41.5820 N
40.2160 C
39.3760 H
40.2340 H
40.1430 C
39.7190 H
39.5900 H
41.5860 C
41.7210 H
41.9940 H
42.2480 C
43.2380 H
42.3960 C
42.5300 O
423070 N
42.1750 H
42.4180 C
43.1610 H
42.6550 H
40.9780 C
40.3780 O
40.4640 N
41.0540 H
39.1410 C
39.2380 H
38.8590 C
39.7070 H
385540 C
39.4800 H
37.7240 H
38.2150 H
37.6630 O
37.7160 H
37.9290 C
37.7950 O
36.9380 N
36.9340 H
35.6360 C
35.8420 H
34.8090 C
34.4650 H
33.8830 H
35.5030C
36.7100 C
37.3880 H
36.9770 N
37.7640 H
36.0330 C
35.8790 C
36.7720 H
34.6680 C
34.6030 H
33.5690 C
32.6010 H
33.7640 C
32.9320 H
35.0060 C
34.7980 C
33.9720 0
34.9240 N
354710 H
34.2320 C
33.1700 H
343870 C
342180 H
35.3920 H
33.4560 C
33.4440 O
32.6270 N
31.7950 H
32.5650 H
347130 C
35.8750 O
33.8870 N
33.0980 H
342140 C
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8.9140
9.8090
9.4340
10.1360
10.5880
7.4320
7.2880
6.4960
6.5990
5.2250
5.4230
4.6310
5.1180
4.6430
3.0760
2.4970
2.5240
2.8090
1.6290
3.7290
4.3910
3.8400
4.4670
4.9880
3.7150
2.7190
3.7980
3.9030
4.6790
2.4630
1.7130
2.1520
2.4820
3.3320
1.4570
1.4920
0.6590
4.1700
3.4250
5.5520
6.0900
6.2970
5.7360
7.6060
8.2130
8.0930
7.6170
7.0730
7.1170
9.0650
9.6080
9.0040
9.7920
9.8200
10.5160
10.9530
10.7740
11.5980
11.0890
11.0670
11.6940
6.4160
7.2400
5.7000
5.1630
5.7290
6.7150
4.8290
5.1960
3.8120
4.8760
4.3590
5.9390
4.3530
4.5360
4.8820
2.9130

50.5000
50.7920
50.9650
51.7990
50.0600
51.3220
52.3850
50.8790
50.0160
51.5740
52.6340
50.9710
51.4550
49.8840
51.4060
50.8990
51.0570
52.9020
53.3000
53.6460
51.4760
52.4650
50.2900
49.5390
50.0190
50.3750
48.5110
47.8510
48.3270
48.1580
48.9050
47.1710
48.1420
48.7120
47.7890
47.8120
47.2830
51.0560
51.6320
51.2120
50.7200
52.2480
52.2560
51.6400
51.5540
52.3010
50.2810
50.4470
49.5720
49.7250
50.4610
48.7580
49.2940
48.2860
49.8640
51.0760
51.6550
51.3700
49.1180
48.1150
49.5530
53.7170
54.4850
54.0700
53.4150
55.4260
55.6670
55.5070
54.7770
55.2820
56.9700
57.6910
57.1810
57.0200
58.0220
56.2820
56.5780

35.2700 H
33.2310C
322220 H
33.4910 H
33.4450 H
33.9460 C
34.5880 O
33.1640 N
32.6500 H
33.0060 C
32.8470 H
31.7200 C
30.8740 H
31.8030 H
31.6300 C
30.8580 H
32.5020 H
31.3560 C
31.5790 O
30.9590 O
343610 C
34.7480 O
35.0090 N
34.5800 H
36.1630 C
35.8990 H
36.5510 C
35.6900 H
37.1660 H
37.2100 C
36.9500 H
36.8670 H
38.7300 C
39.3910 0
394130 N
40.4220 H
39.0550 H
37.2750 C
38.0390 O
37.2650 N
36.5650 H
38.1750 C
39.1100 H
38.5380 C
37.6370 H
39.2550 H
39.1440 C
40.0740 H
38.4850 H
39.4940 C
40.0870 H
39.9940 H
38.2820 N
38.2140 H
37.4040 C
37.4920 N
38.3010 H
36.7730 H
36.5190 N
36.6330 H
35.8370 H
37.7240 C
38.2880 O
36.6370 N
36.0880 H
36.1250 C
35.7270 H
349370 C
342160 H
352590 H
34.3000 C
349320 H
34.1830 H
32.8620 C
32.4740 H
322580 H
32.7340 C
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2.8090
2.2100
2.5810
2.8450
2.9250
1.5800
5.3210
4.2600
6.0950
6.9400
5.8490
5.2100
5.3100
7.0780
6.9410
8.2890
8.3280
9.5300
9.7370
9.5940
10.7350
10.6160
11.8070
11.7730
13.0980
13.3770
14.1830
13.7810
15.1580
14.3930
14.0950
14.9260
13.0620
14.0440
11.9290
11.1450
11.7890
10.7920
11.6940
12.6390
11.5380
10.6150
10.5640
9.6980
8.9850
9.7990
12.8700
13.6220
13.2250
12.7410
14.3740
15.3240
14.6860
13.7620
15.2130
15.4550
16.4490
14.9100
15.5500
14.5740
15.6300
16.8200
16.6490
17.7700
16.9910
16.1940
17.8570
17.0390
14.0770
12.9410
15.0640
14.8180
16.4800
16.8480
17.1720
16.7060
18.2470

55.6540
57.2930
56.1890
56.9450
55.3070
56.0890
56.4380
56.1930
57.4840
57.4900
58.6480
59.3670
58.2420
59.3370
60.0910
58.9590
58.0850
59.6270
60.3310
60.1620
58.6370
57.4380
59.2040
60.2090
58.4810
58.0950
59.4370
59.7560
58.9950
60.6500
60.5820
61.6720
57.1460
56.4510
56.8240
57.4530
55.6490
55.8260
54.2810
53.9990
53.5220
54.1000
53.0510
55.0110
54.6760
55.9630
55.6580
54.6590
56.7920
57.6530
56.9010
56.4900
58.3540
58.9170
58.3450
59.0480
58.6440
58.7390
60.5820
60.9580
60.6690
61.2380
62.3070
61.0980
60.8270
61.1460
61.2630
59.8280
56.2340
56.1910
55.5960
55.0880
55.5490
56.2450
56.0170
55.4840
55.8360

33.3030 H
33.1630 H
31.3390 N
30.7230 H
30.9860 H
31.2560 H
37.2130C
37.7950 O
37.4550 N
36.9020 H
383710 C
37.8590 H
39.2270 H
38.9440 C
39.9150 O
38.4210 N
37.9160 H
38.6260 C
37.8200 H
39.5730 H
38.6000 C
38.1630 O
39.0860 N
39.1790 H
39.2050 C
38.2240 H
39.7280 C
40.6890 H
39.9330 H
38.8450 C
37.6290 O
39.3750 O
40.0570 C
40.1050 O
40.7140 N
40.6150 H
41.6570 C
42.0600 H
40.9340 C
40.4680 H
41.7010 H
39.8870 C
39.3050 O
39.5650 N
38.9330 H
39.8860 H
42.7660 C
42.9140 O
43.3610N
43.1500 H
44.2400 C
43.8970 H
44.4300 C
44.5660 H
45.3840 H
43.2230C
43.4130 H
42.3300 H
43.3490 C
43.0430 H
444330 H
42.6720 C
42.7910 H
43.1890 H
41.2190 N
40.6870 H
40.9320 H
41.0790 H
45.5730 C
46.0790 O
46.2480 N
47.0850 H
45.9640 C
452110 H
47.2620 C
48.0910 H
47.2400 H

SRR R R R R R R R R R R R R R R R R R R R R e R R = R N N N I NN N SN R At A R R R R e A R Al A = A

17.0190
16.1360
15.5250
16.3250
15.7220
17.1800
17.4920
17.1330
18.3800
18.6530
18.8260
19.4100
18.5130
18.7660
17.6340
16.8680
17.7050
16.2650
15.5420
16.6990
16.9600
15.6060
15.9560
14.8030
15.1850
14.4980
18.0050
18.2780
18.7990
18.5410
20.0310
20.4900
19.5760
19.1290
20.4260
18.4230
19.2120
21.0080
21.4540
21.1310
20.6040
21.6470
22.2500
20.5730
19.9770
20.9730
21.7260
21.4590
20.1240
19.5720
19.3640
22.6900
22.4280
23.7960
23.8060
24.8610
24.8790
26.3040
26.3650
273110
27.0760
27.2590
28.3360
26.6850
25.7830
27.4210
27.0190
27.1210
28.0030
26.2620
24.4630
24.1370
24.5240
24.7190
24.2130
23.8850
23.1840

57.4340
57.9880
57.4150
59.3710
59.9850
59.7780
61.0320
61.8940
61.1690
62.1560
60.0450
60.0560
58.7630
57.8930
58.6080
54.1220
53.4770
53.6820
54.2650
52.4150
51.8150
51.8640
50.9660
51.5600
52.7620
53.3080
52.7280
53.8610
51.7180
50.7810
51.8910
50.9120
52.1330
53.1130
52.1550
50.8750
49.7970
53.0100
53.7640
53.1620
52.4930
54.3460
55.0180
55.1440
54.4750
56.3440
56.0520
57.1320
56.8620
55.6590
54.9270
54.0120
53.3400
54.7520
55.4960
54.7360
53.7600
55.0620
55.9920
55.0370
55.8610
54.1200
55.2250
54.0900
54.0160
54.5360
52.6570
52.1050
52.7120
52.2640
55.7060
56.8120
55.2920
54.3200
56.1070
57.1280
55.3100

47.6050 C
48.4720 C
49.1530 H
48.6000 N
49.1270 H
47.5950 C
47.1170 C
47.6600 H
46.0300 C
45.6880 H
45.4020 C
44.4930 H
45.8930 C
45.3050 H
46.9220 C
45.5570 C
46.1180 O
44.4440 N
44.0480 H
43.7320 C
44.6030 H
42.8420 C
42.3330 H
43.5130 H
41.8620 O
42.2510H
42.9550 C
42.6060 O
42.7090 N
42.9830 H
41.8840 C
42.0220 H
40.4220 C
40.2520 H
39.7400 H
39.8520 S
39.8880 H
42.4330 C
41.5970 O
43.7930 N
443370 H
44.4250 C
43.8140 H
45.2120 C
45.8320 H
46.0700 C
46.8020 H
45.4950 H
46.5160 H
44.4400 O
43.8550 H
45.4970 C
46.4410 O
45.4980 N
44.8150 H
46.5650 C
47.0500 H
46.1670 C
45.6020 H
47.3200 C
47.9940 H
47.9070 H
47.0010 H
45.0190 C
444110 H
44.3500 H
45.4610 C
44.5260 H
45.9270 H
46.1400 H
47.6670 C
47.3420 0
48.9300 N
49.1270 H
50.0770 C
49.8810 H
509130 C
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23.3350
23.4370
21.6760
21.1140
21.6760
19.7660
19.3500
18.9970
17.9460
19.6290
19.0110
20.8950
21.2850
25.5800
26.3610
25.8020
25.1250
26.8410
27.5680
27.7440
28.5050
28.1860
27.0700
26.2800
25.4490
26.6920
27.4640
25.8550
25.3290
24.9090
25.5610
24.5010
23.8430
23.2000
24.1730
23.0980
23.7900
22.8800
21.7980
21.7180
20.6520
20.3830
21.0050
19.4770
19.6600
19.9390
18.7220
26.8210
27.8350
26.3980
25.4870
27.0300
28.0910
26.7920
27.3070
27.3270
25.3090
24.7090
24.8860
25.2420
25.9820
24.2160
25.6760
25.8580
26.0570
25.9360
25.4960
25.8760
26.5730
26.6260
26.7120
26.5840
25.3300
27.4120
28.9090
29.3140
29.1330

54.2360
55.6540
55.5930
56.7400
57.2650
57.0540
57.8970
56.1940
56.4260
55.1430
54.6210
54.7880
54.0180
56.1920
55.2650
57.3320
58.0730
57.5590
56.7510
58.7190
58.9970
58.5290
59.5310
57.9130
58.8330
57.2240
56.5980
57.1990
58.1510
55.9510
55.1870
55.7650
56.0950
56.9370
56.2680
54.7170
54.0970
54.2710
54.8450
54.5560
55.3220
55.6830
55.5060
56.0830
55.3940
55.2360
55.6170
57.4550
56.7970
58.3210
58.7260
58.2630
58.1150
59.6480
59.7390
60.3620
60.0300
59.9380
59.4050
61.5050
61.9700
61.8520
61.6830
60.8750
62.8040
63.9810
63.8460
64.8330
62.8260
61.9750
63.7190
57.1210
56.9000
56.2650
56.1380
57.0330
55.8180

50.8020 H
51.9160 H
50.7320 C
51.3430 C
52.1010 H
51.0750 C
51.6060 H
50.1910 C
50.1070 H
49.5030 C
48.7880 H
49.8200 C
49.1710 H
50.9010 C
50.8840 O
51.6250 N
51.5100 H
52.6090 C
52.6770 H
52.0990 C
52.8270 H
51.1210 H
51.8250 H
53.9130C
53.9910 O
55.0060 N
54.8260 H
56.3760 C
56.2990 H
56.4490 C
56.0250 H
57.4420 H
553730 C
55.6300 H
54.3480 H
55.2400 C
54.6700 H
56.2100 H
54.5640 N
53.6000 H
55.0060 C
56.2370 N
57.0120 H
56.4380 H
54.1870 N
53.2290 H
54.4870 H
57.5540 C
57.6740 O
58.5380 N
58.3760 H
59.8860 C
59.6840 H
60.5360 C
61.4920 H
59.9090 H
60.8210 C
59.9160 H
61.6080 H
61.1950 C
60.5440 H
61.0730 H
62.5860 N
63.1650 H
63.1510 C
62.5090 N
61.6100 H
63.0470 H
64.3360 N
64.8770 H
64.7880 H
60.7840 C
60.7880 O
61.4440 N
61.3080 C
61.7780 H
60.2900 H
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29.2710
29.5280
30.1610
28.1020
28.2030
28.0630
26.9500
26.0390
26.4510
26.0580
26.4700
26.8240
25.8750
26.3100
26.3770
25.8920
27.4410
25.9190
25.6090
25.8250
24.2740
23.6660
23.7000
24.3280
22.2400
21.7300
21.8250
20.7930
22.0840
23.1630
21.7620
21.5360
22.7070
23.6140
21.9410
20.7640
22.9760
23.9210
22.7140
23.6340
21.9350
22.3200
21.9790
22.2820
22.7800
21.7000
20.7410
21.4920
22.3520
21.1490
20.3450
19.4500
20.6890
20.0000
20.0010
18.9650
20.8860
20.8380
21.9380
20.2800
20.1530
19.4160
20.9090
22.5080
23.7510
21.8980
20.8970
22.6430
23.5260
21.8430
22.4600
21.6340
20.9450
23.1330
22.3520
24.4120
24.7780

54.9840
55.3320
54.4420
54.0800
53.4120
53.4960
55.0550
54.7170
55.3070
54.2940
56.4910
57.3110
56.7740
55.9360
58.1160
58.3120
58.1960
59.3490
59.2490
60.4620
56.7430
56.2330
57.1450
57.2670
57.2150
56.6310
58.7510
58.8800
59.3660
59.4430
60.4070
58.7680
59.5770
59.4300
56.5970
56.6830
56.0970
56.0970
55.4270
54.9540
54.6700
56.5100
56.0560
57.8400
58.0730
58.8790
58.4820
60.1470
60.5410
60.9120
60.0170
59.7120
59.2970
61.2870
62.1070
61.2470
61.8030
60.9960
62.0200
63.0100
63.7840
62.7610
63.3120
59.0890
58.8990
59.3580
59.4700
59.6870
59.0490
59.4230
59.6480
58.3550
60.0340
61.1010
62.0360
61.2830
60.3710

62.1410 C
63.1410 H
61.8210 H
62.1670 C
63.0230 H
61.2470 H
62.1710 C
61.6790 H
63.5980 C
64.1620 O
64.1870 N
63.7160 H
65.5010 C
66.0450 H
66.0480 C
67.0040 H
66.2670 H
65.1820 C
63.9810 O
65.7050 O
65.5090 C
66.4600 O
64.4120 N
63.6310 H
64.1050 C
64.8710 H
64.2290 C
63.9040 H
65.6160 C
65.7520 H
65.6300 H
66.3450 H
63.4350 O
63.7160 H
62.7050 C
62.2580 O
61.9850 N
62.3410 H
60.6320 C
60.2870 H
60.7110 H
59.5940 C
58.4640 O
59.8480 N
60.6950 H
58.9830 C
58.6480 H
59.7440 C
60.2850 H
59.0470 H
60.7820 C
60.2400 H
61.5240 H
61.4770 C
60.7590 H
61.8150 H
62.6550 C
63.3870 H
62.4730 H
63.2510 N
62.6130 H
63.7110 H
63.9810 H
57.7250 C
57.7410 O
56.5910 N
56.6550 H
55.2910C
552550 H
53.9760 C
53.1060 H
54.0220 H
54.0670 H
55.3190 C
55.5180 0
54.9380 N
54.7030 H
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25.2330
24.9220
26.6960
26.6870
26.9780
27.7040
28.7020
27.8360
27.2550
26.2970
27.1690
28.1300
28.9180
28.0840
27.1480
26.3580
27.2270
28.9410
29.5050
28.9440
25.1000
24.8650
25.1960
25.4950
249310
24.2060
26.1360
25.8670
26.3580
27.4550
28.5480
28.6210
29.4990
30.3350
29.0560
29.6330
30.5710
28.9240
29.4080
27.6750
27.2170
27.0430
26.1380
27.6980
24.4440
24.6330
23.6160
23.3980
23.2550
23.9920
21.9550
22.0240
21.9880
21.0400
23.1560
22.8390
23.4950
23.6520
23.6120
22.9810
25.1100
25.3960
25.7650
25.4450
25.3980
25.3450
25.4820
25.4600
25.6740
25.8230
25.0780
25.7510
25.8840
25.6600
25.6800
23.1230
23.5630

62.4800
63.3320
62.2900
62.3330
61.2680
63.3010
63.0890
63.0740
64.7440
64.7670
64.8570
65.8420
65.9480
66.4440
66.2040
65.6110
66.6920
67.3930
67.5530
67.8410
62.8520
64.0090
61.8790
60.9700
61.9940
62.7700
62.5980
62.8730
63.5510
61.7160
61.7820
62.4440
60.9350
60.7450
60.0760
58.9510
58.4670
58.4380
57.6690
58.9150
58.5010
59.9840
60.3710
60.5750
60.7740
59.7060
60.8420
61.7610
59.7180
58.9310
58.9720
57.9790
58.9000
59.4280
60.2010
61.3760
59.3350
58.4140
59.5030
60.3330
59.8470
60.8550
59.1650
59.7850
60.9580
61.8850
60.8630
61.8140
59.6630
59.6150
60.0260
58.4590
57.4950
58.5690
57.6140
58.2310
57.1360

54.5520C
55.1570 H
55.0440 C
56.1330 H
54.7890 H
54.5690 C
549510 H
53.5120 H
54.8270 C
54.3090 H
55.9080 H
54.4140 N
55.0370 H
53.2740 C
52.4000 N
52.6130 H
51.5190 H
52.9780 N
53.8010 H
52.0730 H
53.0420 C
52.7250 O
52.1680 N
52.4900 H
50.7030 C
50.4590 H
49.9490 C
48.9290 H
50.4290 H
49.8120 C
50.6430 C
51.4940 H
50.2790 N
50.8150 H
49.2360 C
48.6310 C
48.8580 H
47.4980 C
46.9140 H
47.1200 C
46.2340 H
47.8210 C
47.3760 H
48.9010 C
50.1020 C
50.6020 O
49.0530 N
48.6960 H
48.2370 C
48.3920 H
48.7140 C
48.2680 H
49.8010 H
48.3370 H
46.7180 C
46.4680 O
45.7660 N
46.1490 H
44.2660 C
43.9480 H
43.8360 C
44.1370 H
443770 H
42.3130C
41.5440 C
42.0950 H
40.1650 C
39.6530 H
39.5380 C
38.1760 O
37.7320 H
40.2720 C
39.8030 H
41.6780 C
42.1810 H
43.5300 C
43.8660 O
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22.2800
21.9970
21.6390
21.6310
20.1430
19.8690
19.9480
19.2560
19.5580
19.5500
17.7450
17.3620
16.8730
15.8910
17.1580
22.3280
22.4450
22.7170
22.5510
23.2510
24.0750
23.7570
22.9980
23.9050
25.0230
25.4850
25.7170
24.5620
24.4300
23.9740
23.8700
25.3930
22.1410
22.4190
20.9230
20.7960
19.9430
20.2050
19.9280
19.2970
19.3230
19.6540
19.4770
18.2660
21.1390
20.9670
18.6160
17.7550
18.2890
19.1560
19.8360
19.6910
18.1990
18.1620
18.6030
16.9340
16.1580
16.8700
16.8960
16.5950
15.9290
16.2540
14.7860
14.5430
13.7470
13.1020
12.8720
12.6410
13.4390
11.5860
10.7900
11.0180
9.7070
8.8380
9.7140
8.7700
7.8480

58.3830
59.3070
57.2470
56.3200
57.5460
57.6900
58.4660
56.4140
56.3250
55.4460
56.7600
57.9060
55.8130
55.9980
54.8530
57.0620
57.9650
55.7990
55.2260
55.2340
55.8520
53.7650
53.2510
53.1200
53.8820
52.8950
54.6670
54.1780
52.4480
52.4820
51.8110
52.0190
55.2320
55.7150
54.7120
54.2120
54.4740
54.9410
52.9690
52.4500
52.5970
53.1960
51.5230
52.7800
523170
51.4380
54.9810
54.1760
56.3000
57.4540
57.2500
57.7660
58.5310
58.4150
59.4870
58.3120
58.8130
58.7830
56.7570
56.5620
56.0280
55.9520
55.5920
55.6130
54.8480
54.4730
55.7880
56.6230
56.0640
55.1610
54.2300
53.6370
54.0100
53.5760
54.7370
54.8780
54.3190

42.5000 N
42.2080 H
41.7590 C
42.3320H
41.6260 C
42.6710 H
41.0730 H
41.0170 C
39.9730 H
41.4220 H
41.0300 C
40.8800 O
41.0730 N
40.9240 H
41.2040 H
40.3890 C
39.5850 O
40.0910 N
40.9060 H
38.8160 C
38.4600 H
39.2470 C
39.8360 H
38.3800 H
40.1330 C
40.1180 H
39.8310 H
41.8790 S
42.5260 C
43.5160 H
41.8420H
42.8040 H
37.6920 C
36.6090 O
37.9580 N
38.8260 H
36.8780 C
35.9290 H
36.5470 C
37.2690 H
35.1700 C
343220 H
35.0570 H
353620 H
36.5560 O
36.9000 H
37.3530 C
37.7070 O
37.3680 N
37.0960 C
36.2700 H
37.9930 H
36.6880 C
35.6050 H
37.0230 H
37.5120 C
36.9340 H
38.4930 H
37.6330C
38.6620 H
36.6430 C
35.4360 O
37.1020 N
38.0830 H
36.3640 C
37.1580 H
355290 C
36.1910 H
34.6400 H
35.0140 C
35.6840 C
36.5570 H
34.8450 N
35.1180 H
33.6700 C
32.6310C
32,5730 H
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9.1710
8.5110
10.3090
10.5790
11.1030
12.0430
10.8710
14.2040
14.1920
14.7580
15.0570
15.1230
15.9810
15.5230
16.5640
15.0500
15.4240
16.1650
14.5710
13.9570
12.8040
14.2980
15.2130
13.3490
12.4400
13.0300
12.1940
12.7910
14.1080
14.7080
13.9210
13.3210
15.1020
15.5990
15.9160
15.4350
17.2780
17.8660
17.6900
17.2430
16.9820
16.8480
16.9630
16.8020
16.9350
16.9050
16.8900
17.0520
17.0950
17.1030
17.1380
17.1770
17.3200
17.1760
16.0350
16.4890
15.6940
15.3750
16.2920
16.0350
15.5350
14.4900
15.7400
15.8710
16.8780
15.1380
17.8750
18.5780
18.3880
17.7660
19.7330
20.3980
20.3950
19.8720
21.4280
20.4940
21.1460

55.6840
55.7540
56.4480
57.0670
56.3870
56.9180
55.5150
53.6270
53.6590
52.6200
52.6810
51.3490
51.3970
50.3900
50.6710
50.5750
48.9440
48.5140
48.2380
50.7850
50.7850
50.1370
50.2960
49.2840
49.2090
50.1640
49.7560
51.1810
50.2660
50.9670
47.9220
47.1720
47.6260
48.2690
46.4660
45.9830
46.8860
47.2140
45.9540
47.9680
47.7910
46.7810
49.0260
49.1460
50.0270
51.4800
51.9200
52.2990
53.3770
51.7430
52.4670
50.3480
49.9260
49.4130
45.4610
44.3670
45.8300
46.7670
45.2150
45.8530
43.9510
44.2590
43.1450
43.4580
43.8980
42.7600
45.1580
44.0980
46.3770
47.1160
46.6700
45.8060
47.8210
48.7630
47.8760
47.6580
46.5250

31.4650 C
30.6130 H
31.5200 C
30.6780 H
32.6860 C
32.6840 H
33.7940 C
35.6240 C
34.4030 O
36.2920 N
37.2550 H
35.6520 C
349810 H
36.7480 C
36.9130 H
37.7120 H
36.3850 C
35.4840 O
37.0100 O
34.8070 C
35.2930 O
33.6730 N
332770 H
32,9100 C
33.5070 H
31.6910 C
31.1240 H
32.0020 H
30.7390 O
31.0030 H
32.5270 C
31.7260 O
33.0410 N
33.6410 H
32.6610 C
31.8110 H
32.1280 C
32,9850 H
31.7410 H
31.0340 C
29.7360 C
29.3780 H
29.1550 N
28.1650 H
30.0480 C
29.8310 C
28.8450 H
30.9250 C
30.8620 H
32.1980 C
32.9980 H
32.4450 C
33.4290 H
31.3160 C
33.8520C
33.6280 O
34.9920 N
35.1930 H
36.1700 C
37.0160 H
36.5270 C
36.4930 H
35.8220 H
37.9790 C
38.6090 O
38.7120 O
36.2230 C
36.2730 O
36.2420 N
35.9490 H
36.8720 C
36.8380 H
36.0700 C
36.2370 H
36.4130 H
34.6130 C
34.0830 C

OOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOOO

21.4820
21.3270
21.6620
20.8320
21.0120
21.2460
20.2740
19.9410
20.0290
19.4100
19.7650
19.2700
20.2770
20.3040
20.5490
19.9650
20.2090
20.9310
20.3640
18.7820
17.7460
18.5450
219170
22.9360
22.0360
21.2240
23.2260
24.0200
22.9910
23.8510
24.0670
24.0810
23.8200
24.6880
25.1840
23.4500
22.8500
22.4840
23.0380
21.9150
21.7700
24.2070
23.5700
24.8090
24.9460
25.6580
25.3280
26.9140
27.1260
28.0420
27.6560
28.5710
28.8720
29.3690
27.6990
26.9910
27.8110
27.5000
28.5310
29.0920
29.2730
29.8810
29.9280
31.0000
30.6970
32.2340
32.8800
32.1000
33.1360
33.2630
34.1780
32.6790
31.4730
33.5630
31.2300
31.2040
31.4420

45.7800
46.3940
45.4310
47.4690
47.4560
46.5780
48.6470
49.3930
48.6700
49.4920
46.8860
47.8980
45.9230
44.9500
46.0020
46.8150
44.6430
43.9070
44.7000
44.1000
44.8410
42.9560
46.5330
45.7890
47.8510
48.4410
48.6230
48.3910
49.6790
48.4720
49.4770
47.2290
46.5090
46.8940
47.7860
46.6120
47.5060
45.5090
44.5830
45.5130
45.6500
46.2480
46.1730
453410
46.9990
45.6830
44.5130
45.9950
46.9810
45.0790
44.0610
453770
46.4050
44.6460
44.8080
43.8340
45.3370
44.8470
46.0360
45.1160
442120
46.1810
46.6900
46.5060
46.2570
45.7070
45.7900
44.6280
46.2730
47.3530
45.9900
45.8270
45.8380
45.4500
47.9750
48.5810
48.4760

34.7890 H
32.6540 C
32.3000 H
31.7960 C
30.4350 O
30.1260 H
323950 C
31.6890 H
33.7690 C
34.0980 H
38.4130C
38.8630 O
39.2290 N
38.9600 H
40.6320 C
41.0640 H
41.2830 C
40.9320 H
42.3600 H
41.0380 C
41.1390 O
40.5650 O
40.9150 C
40.8730 O
41.0760 N
40.9670 H
41.3070 C
40.5980 H
41.1770 H
42.7080 C
43.4170 O
43.1160 N
42.4580 H
44.4280 C
44.8110 H
45.4130 C
45.5840 H
45.1850 C
45.0330 H
46.1150 H
443720 H
46.6910 C
47.5720 H
46.6360 H
46.9690 H
44.2250 C
44.1000 O
44.2090 N
44.2650 H
43.8820 C
43.9210H
42.4700 C
42.2690 H
42.3390 H
41.3680 C
41.5030 O
40.1710 N
39.3440 H
40.0640 H
44.9900 C
45.8590 O
44.9260 N
44.0550 H
45.8830C
46.9000 H
45.4180 C
46.2920 H
45.3350 H
44.2870 C
44.2250 H
444370 H
42.8960 C
42.5840 O
42.1090 O
45.8860 C
44.8270 O
47.0940 N
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31.4120
31.8080
31.8800
30.7930
30.7650
31.1200
29.3340
28.7870
29.2410
28.4220
27.8740
27.5350
26.9980
28.7310
33.2420
33.5540
34.2640
34.0060
35.7340
35.9270
36.5730
36.7300
38.0440
38.6330
37.9970
38.6610
35.9550
36.1370
349160
36.3470
35.6580
36.3220
37.3980
36.0240
35.4990
36.8060
37.3020
37.2090
36.5870
36.8900
37.5710
37.1780
35.4170
35.2290
35.1810
359710
35.2170
34.2220
34.4110
34.4820
34.5990
33.4060
38.7200
39.5660
39.0760
38.3300
37.4650
38.1230
39.2400
38.9730
39.0340
40.5760
41.3270
40.8100
40.4070
41.0730
40.6410
39.7240
41.8580
42.6260
42.2880
41.4960
43.2430
44.0820
43.6570
42.6850
43.4630

47.8910
49.8890
50.3530
50.5160
50.0260
51.5360
50.5290
51.2640
50.9380
49.0030
48.8520
47.8820
49.4750
49.1690
49.9330
49.6620
50.1800
50.3270
50.1730
49.5860
49.7610
50.6680
49.3500
50.1450
48.5720
48.9950
48.6800
47.7280
48.9440
48.5880
47.9530
49.6360
48.3420
51.6030
52.5250
51.8140
51.0270
53.1160
53.8610
53.2540
52.5660
54.2590
53.0120
51.9650
53.3000
52.7820
54.3680
52.8850
53.7730
54.8490
53.6030
53.3940
53.3890
53.3430
53.4720
53.4140
54.0610
52.3590
54.0100
55.0660
53.4030
53.6380
54.2810
52.5940
53.9130
53.2300
55.3740
56.1590
55.7230
55.0690
57.1490
57.8860
57.4730
56.7780
58.4740
57.3220
57.7010

479170 H
47.3070 C
46.3230 H
48.1780 C
49.1510H
48.3810H
47.6280 C
48.2180 H
46.6220 H
47.7490 S
45.9910 C
45.6260 H
458170 H
45.3960 H
47.8860 C
49.0200 O
47.0100 N
46.0450 H
47.3070 C
48.2050 H
46.1360 C
45.5530 H
46.5750 C
47.0320 H
473370 H
45.7490 H
45.2430 C
45.7420 H
45.0470 H
43.7420 C
43.1840 H
43.4440 H
43.5910H
47.7330 C
47.0420 O
48.7920 N
49.1860 H
49.2990 C
48.8030 H
50.8560 C
51.3570 H
51.1660 H
51.1640 C
50.9260 H
52.6490 C
53.1930 H
52.8600 H
52.9600 H
50.3500 C
50.5110 H
49.2900 H
50.5310 H
49.0420 C
49.9260 O
477290 N
46.4530 C
46.5970 H
46.2800 H
45.3440 C
45.3660 H
444620 H
45.8710 C
454130 H
45.6660 H
47.3640 C
47.8910 H
47.6980 C
47.5100 O
48.0670 N
48.1090 H
47.8700 C
48.0040 H
49.0030 C
489730 H
48.8770 H
50.4680 C
51.4380 O
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41.7690
42.9050
43.4890
42.7860
42.1570
43.2890
43.9940
42.1820
41.4390
42.5210
41.3940
41.1130
40.0550
39.4280
40.2500
39.4320
42.0910
41.6020
42.2200
43.0660
43.9920
43.7200
44.9790
45.2160
45.7860
46.0810
47.1200
47.6920
47.8790
47.3220
48.7450
48.1950
46.9390
46.5180
45.0720
45.6470
43.7510
43.3600
42.8450
43.1680
41.3620
40.9590
40.5340
39.4610
40.9620
40.8180
40.9290
41.2850
41.1910
39.8410
43.2530
43.5390
43.2750
43.1510
43.6310
43.9150
42.4440
42.2590
42.8070
41.2290
41.6650
40.7350
40.1810
40.6980
39.4790
39.5620
39.3580
40.2300
38.3240
38.4370
37.6020
37.9400
449310
44.9870
45.9000
45.6860
47.2200

56.5520
57.3600
56.4130
58.5270
59.2200
58.8170
57.9990
58.7010
59.4870
58.9670
57.3330
57.0130
57.6810
58.4010
58.0430
56.7920
56.2740
55.3010
56.6680
56.1820
60.1650
61.0630
60.3590
59.5440
61.5440
62.0270
61.1460
62.0740
60.1550
59.2810
59.7480
60.7570
60.4830
61.0350
62.7090
63.5250
62.9420
62.2810
63.8330
63.7560
63.5440
64.2080
64.0070
63.9240
65.0090
63.4750
62.1150
61.3430
61.9310
62.0590
65.2860
65.6040
66.1430
65.6950
67.5580
67.8240
68.3660
68.1050
69.3930
68.1870
68.3930
67.2150
69.3130
70.2710
69.1930
69.0100
67.9390
69.4090
69.6770
70.6780
69.2840
69.4940
67.8940
68.8690
67.0120
66.2540
66.9820

50.8050 O
46.4140 C
45.8580 O
45.7960 N
46.1770 H
44.4360 C
44.2880 H
43.4270 C
43.5600 H
424250 H
43.2940 C
442970 H
42.6550 C
43.1810H
41.6450 H
42.5640 H
42.5090 C
42.5640 H
41.5020 H
42.9880 H
44.3340 C
45.10100
43.4410N
42.8920 H
43.2620 C
44.1930 H
42.6800 C
42.6560 H
43.6320 C
43.9680 H
43.1090 H
44.4840 H
41.4440 O
40.7810 H
42.4770 C
41.6390 O
42,7750 N
43.4310H
42.0390 C
41.0000 H
42.1430 C
42.9070 H
40.9350 C
41.1090 H
409120 H
40.0270 H
42.4800 C
41.7980 H
43.5230 H
42.4580 H
42.4130C
43.5660 O
41.3820 N
40.4860 H
41.4540C
40.4360 H
42.0050 C
43.0470 H
41.9760 H
41.0670 C
40.0900 H
41.0920 H
41.3310C
413860 H
40.5060 H
42.7420 C
42.7690 H
43.5050 H
429140 N
42.8440 H
423270 H
43.8310H
42.2390 C
43.0280 O
42.0110N
41.3790 H
42.6200 C
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47.8220
47.6220
47.2650
48.1730
46.3230
45.5240
46.5360
47.6080
45.9250
46.0700
46.4170
44.3700
43.9960
43.9320
43.9140
44.1880
44.3780
42.3860
42.2360
42.0130
41.6560
41.8010
41.9170
40.6580
45.8970
44.9590
46.3590
47.1180
45.8120
45.7900
46.7520
47.8190
46.6300
46.4330
45.3550
46.7760
47.0390
46.4160
47.0160
48.4980
49.0020
48.3230
49.3210
49.2820
50.2440
48.9120
44.3720
44.0810
43.3650
43.6010
42.0090
41.9240
41.3890
41.5440
39.8750
39.6490
39.3640
39.3270
41.9430
42.7620
41.2210
41.2030
40.4910
40.4950
39.6740
41.4010
40.2010
39.6810
41.0750
39.2930
38.2890
39.3820
39.7630
40.4490
38.4850
37.6630
38.3140

66.2740
67.9880
66.6820
67.1310
65.9980
65.7130
65.4090
65.2570
66.4340
66.0290
67.4010
66.5860
66.5210
65.7700
67.8990
67.9350
68.7520
68.1470
69.0810
68.3840
66.9710
66.1350
66.6880
67.1200
64.0330
63.7490
63.3550
63.7810
62.0670
61.4210
61.4240
61.4700
61.9370
59.9100
59.7530
59.2620
59.2260
59.3600
58.1410
59.7560
59.8160
60.7630
58.9700
58.0250
59.3380
58.9180
62.3070
62.2210
62.5130
62.6860
62.8050
63.5380
63.3480
62.6770
63.6080
64.1030
64.1720
62.6660
64.5950
64.3900
61.5050
60.6170
61.3050
62.2390
62.9540
62.8080
61.3770
61.9430
60.9020
60.3410
60.7610
59.4860
60.1170
59.2770
59.9380
60.8020
58.7220

42.0500 H
42.4990 H
44.0930 C
44.8090 O
44.7200 N
44.1730 H
46.0810 C
46.2080 H
47.0850 C
48.0860 H
46.9830 H
46.9670 C
45.9450 H
47.5420 H
47.5780 C
48.6320 H
47.0820 H
47.5800 C
48.1220 H
46.5840 H
48.0490 N
47.5000 H
48.9830 H
48.0820 H
46.2420 C
45.4640 O
47.2930 N
47.8050 H
47.7320 C
46.8540 H
48.7440 C
48.5300 H
49.6980 H
49.0150 C
49.0560 H
48.2080 H
50.2500 C
51.1340 H
50.1440 H
50.3910 C
49.4260 H
50.7690 H
513110 N
50.9560 H
51.4910 H
522330 H
48.3310C
49.5260 O
47.4580 N
46.4910 H
47.7320 C
48.5340 H
46.4300 C
45.5850 H
46.7020 C
47.6470 H
459210 H
46.7410 H
46.2030 O
45.7450 H
47.9870 C
47.1870 O
49.1310 N
50.2510 C
50.1960 H
50.4630 H
51.4820 C
52.2550 H
51.9280 H
50.9100 C
50.9790 H
51.5800 H
49.4450 C
49.3380 H
48.5250 C
48.4880 O
479810 N
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39.0440
37.1840
36.4850
37.5690
38.2850
36.7230
38.3500
39.3430
36.4690
36.7450
35.3270
35.0090
34.6800
35.2650
33.3850
33.7330
32.8180
32.4220
33.0640
31.5680
30.8140
32.1570
30.8790
31.4800
32.0330
30.6800
31.0980
34.3780
34.1030
34.6810
34.9360
34.3720
33.6970
35.6710
36.3290
35.2310
36.1240
34.6070
34.5400
36.4400
36.7960
37.3350
35.7580
33.4120
33.4210
32.5050
32.6240
31.4620
31.9040
30.1580
30.3330
29.9910
29.0010
28.8810
27.6390
27.1500
26.9750
26.0310
27.8860
27.7250
31.3920
31.2930
31.4230
31.4190
31.2630
31.2070
32.4680
32.4660
32.3480
33.8680
34.3310
33.7520
35.6760
36.1480
36.4510
37.4770
35.9450

58.0300
58.4480
59.2640
58.5570
57.7920
58.5810
60.1340
59.9940
57.0850
56.3120
56.9520
57.6480
55.6370
54.8490
55.8010
56.0810
56.6140
54.6080
53.7300
54.8230
54.0360
55.0510
55.6640
54.3560
53.8750
53.6620
553110
55.2370
56.1960
53.9210
53.2240
53.4540
54.1800
53.0810
52.2690
52.6690
52.4400
51.7770
53.3930
54.4100
54.6530
54.3820
55.1930
52.2730
51.6110
52.2130
52.9370
51.2060
50.3530
51.6490
51.6420
52.6610
50.8070
49.4360
49.1840
48.2430
50.3410
50.3890
51.3780
52.4440
50.8640
51.6910
49.5330
48.8620
49.0250
49.8050
48.2000
47.3330
47.8560
48.7730
49.4960
49.4420
49.9390
50.3580
49.8810
50.2200
49.2540

48.0810 H
47.0400 C
47.2260 H
45.5270 C
45.2250 H
44.8410 H
45.0910 S
459730 H
47.3400 C
48.2090 O
46.6150 N
45.9560 H
46.4750 C
46.9510 H
47.3050 C
48.2990 H
46.8510 H
47.3850 C
47.4430 H
48.6480 C
48.6490 H
49.5360 H
48.5800 H
46.2680 C
454610 H
46.5250 H
45.9070 H
45.0000 C
44.2650 O
44.6320 N
453170 H
43.3280 C
42.8750 H
42.4750 C
42.7840 H
41.0920 C
40.5110 H
41.1500 H
40.6590 H
424310 C
434330 H
41.8090 H
42.1000 H
43.4630 C
44.4910 0
42,4890 N
41.7950 H
42.2230 C
42,7370 H
42.8510 C
43.9270 H
42.4820 H
42.3640 C
423720 N
41.8920 C
41.6910 H
41.5880 N
41.2330 H
41.8600 C
41.7990 H
40.7280 C
39.8480 O
40.3980 N
41.1530 H
39.0170 C
38.2580 H
38.6740 C
39.3340 H
37.6470 H
38.7780 C
37.6360 C
36.7260 H
37.6160 C
36.7400 H
38.7720 C
38.7870 H
399170 C
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36.5930
34.6740
34.2990
29.8690
29.6680
28.8980
29.1950
27.5130
27.2510
26.7460
27.2700
26.7810
25.2680
24.4240
24.9640
27.0910
27.6560
26.1490
25.7750
25.4130
26.1660
24.3430
23.6340
23.7710
24.8470
25.6360
25.2900
23.7200
22.8400
23.3770
24.0930
24.6150
24.2490
23.8660
23.4100
24.2460
24.7870
24.7620
24.9220
24.8080
24.7340
24.4830
24.5880
24.0740
23.3070
23.4170
22.6900
22.8280
24.3480
25.5090
23.8990
24.5640
22.9850
25.2840
24.9750
26.5370
26.7770
27.6660
28.2730
27.3390
28.5940
29.6930
28.2740
27.3740
29.0930
29.7250
28.3710
27.5180
29.1440
27.7820
26.4570
25.9180
25.9130
24.9090
26.6070
26.1380
27.8660

49.0790
48.6500
48.0400
48.3950
47.2440
49.2190
50.1500
48.8530
48.4930
50.1400
50.9590
50.3730
50.0370
49.4670
50.4850
47.7700
47.6220
46.9380
47.0500
45.9460
45.3000
45.1890
45.8490
44.6870
44.0510
43.5160
44.5320
43.0790
43.6320
42.6440
42.0970
41.3270
42.2600
43.3740
44.1090
43.6510
41.3470
40.4190
41.3510
46.5530
45.8460
47.8600
48.3760
48.5580
48.0370
49.8670
50.1860
49.6580
51.0080
51.0910
52.1350
52.8290
52.1420
48.8330
49.3250
48.5440
48.1750
48.8260
47.9220
48.9150
49.9820
49.9990
51.0020
50.9770
52.2230
52.2960
53.6310
53.8410
54.3660
53.8150
53.3530
52.7480
53.4690
53.1400
54.2750
54.4520
54.8030

40.7630 H
39.9180 C
40.7260 H
38.8180 C
39.2190 O
38.4440 N
38.1880 H
38.5080 C
39.5030 H
38.2350 C
38.7260 H
37.1700 H
38.7750 C
38.0620 O
39.8690 O
37.4590 C
36.4380 O
37.8380 N
38.7690 H
36.9360 C
36.4850 H
37.6760 C
38.1770 H
36.8960 H
38.6810 C
38.1520 H
39.5540 H
39.0090 C
39.3370 H
38.0710 H
39.9610 N
39.5680 H
41.2710C
41.9220N
41.4000 H
42.8160 H
42.0140 N
41.6180 H
43.0150 H
35.6820 C
34.6970 O
35.6260 N
36.4880 H
34.4590 C
33.8860 H
349520 C
34.2050 H
35.8460 H
35.1820 C
34.8300 O
35.7810 N
36.0910 H
36.2100 H
33.4670 C
32.35200
33.8360 N
34.7450 H
32.9300 C
32,9820 H
31.8950 H
33.2430C
32.6750 O
34.0490 N
34.5070 H
34.2510C
33.3650 H
34.1020 C
34.7490 H
34.3260 H
32.7550 C
32.4740 C
33.1880 H
31.2050 C
30.9800 H
30.2900 C
29.3330 H
30.5810 C
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28.3880
28.4560
29.4610
29.9910
29.5560
31.2510
31.6890
32.0880
31.8230
33.1050
32.1270
32.9890
31.2310
30.6600
30.9730
30.7910
29.6840
29.8000
29.7140
28.5100
28.1290
28.5920
26.9830
26.6780
26.3180
253110
24.9290
26.7180
26.0160
27.8160
28.0610
32.0770
32.4340
32.7210
32.5720
33.7090
34.0380
34.9450
34.7970
36.0530
36.3350
36.9570
35.8270
35.4660
35.5010
34.7430
36.4630
33.1070
32.7360
33.0670
33.4160
32.4880
32.5090
31.0180
30.9420
30.8080
29.9530
30.3700
29.8090
30.7480
29.6180
29.1400
28.6480
27.9740
28.4540
28.5220
33.3700
34.0010
33.4620
33.1750
34.0660
35.0730
34.1410
34.6340
33.1560
34.9680
35.6670

55.4490
54.5850
54.9270
52.1560
51.6400
52.5590
52.8620
52.5960
51.7920
52.3200
53.9800
54.7460
54.2470
53.4500
55.5110
56.3050
55.3590
54.5100
56.3530
55.2250
53.9890
53.0770
53.8500
52.8730
54.9710
54.8080
55.6110
56.2660
57.0630
56.3910
57.3830
55.8450
55.1020
56.9920
57.4770
57.5890
56.8170
58.0640
59.0040
58.2790
57.2670
58.6330
58.8530
57.0160
56.0290
57.0990
57.2550
58.6530
59.6440
58.6520
57.8040
59.7710
60.6460
59.5920
58.8860
60.5000
59.3520
59.8110
57.8360
57.4290
57.2850
57.7130
60.0150
59.2240
60.1750
60.9790
60.2640
59.4630
61.6080
62.2420
62.1930
61.7770
63.7030
63.8740
64.1650
64.2190
65.2850

29.8910 H
31.7850 C
31.9790 H
355940 C
36.6730 O
35.5860 N
34.7280 H
36.7380 C
37.4240 H
36.4620 H
37.4320C
36.9930 O
38.4140 N
38.6580 H
39.0420 C
38.3180 H
39.8290 C
40.5020 H
40.2770 H
38.9040 C
38.4170 C
38.7640 H
37.5670 C
37.2250 H
37.0860 C
36.1400 O
35.7780 H
37.6050 C
37.4110 H
38.4800 C
38.8300 H
40.0830 C
40.9600 O
399150 N
39.0420 H
40.8180 C
41.5130 H
40.1210 C
39.5900 H
41.1750 C
41.4690 H
40.6800 H
42.0740 H
39.0910 C
39.5510 H
38.2800 H
38.7200 H
41.6460 C
41.0130 O
42,9470 N
43.3690 H
43.7870 C
43.1380 H
44.2380 C
45.0650 H
44.8020 H
43.1020 C
42.2060 H
42.8930 C
42.5140 H
43.8140 H
42.0410 H
43.4220 C
43.0940 H
44.4820 H
42.9290 H
44.9890 C
45.7390 O
45.1750 N
44.4430 H
46.4140 C
46.3890 H
46.2430 C
45.2860 H
46.3090 H
47.4390 C
47.4010 O
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34.9950
33.4250
32.2080
34.1480
35.0290
33.6130
32.6140
34.3420
33.5700
34.5870
35.6390
36.4820
35.5070
35.8830
35.0510
35.9630
37.0890
37.0300
38.2950
38.6120
37.9570
39.6130
39.3280
39.1890
40.1980
33.2410
32.5480
33.5350
34.0660
33.1320
33.0540
34.1870
34.3390
33.7400
355130
36.0010
35.2210
36.5750
37.5050
36.2390
36.9480
36.3940
37.8430
38.7480
38.8240
39.1210
37.7560
37.0150
38.2670
31.7640
30.9750
31.4560
32.2200
30.4080
29.7680
31.0250
30.1900
31.8650
32.6400
32.1990
31.3130
31.8590
32.1580
29.4480
28.4080
29.7810
30.5320
28.9830
29.1080
27.9550
29.2260
28.3790
30.2610
30.9360
30.6540
29.8900
31.8950

63.5660
61.6780
62.0270
60.7700
60.6330
60.0500
59.8100
58.7770
58.1960
58.2760
58.7710
59.0890
59.5110
573110
56.9330
56.6980
56.9950
56.9860
56.7550
56.4980
56.5590
56.5030
56.7620
56.8030
56.4480
60.8890
60.3410
62.1490
62.5040
63.1750
62.7050
64.3350
64.7560
65.0280
64.0920
65.0100
63.5730
63.1800
63.1220
62.1630
63.8110
63.6530
64.7630
65.1730
64.7420
66.0990
65.1940
65.0510
66.0360
63.7610
63.8980
64.1110
64.0470
65.0800
65.3000
66.4840
67.1520
67.0930
66.3270
68.0790
67.1340
66.3000
67.1950
64.7010
65.3030
63.5390
62.9530
62.9170
61.8410
63.1150
63.4720
63.2680
64.1760
64.2740
64.6560
65.3130
65.5550

48.4900 O
47.7260 C
479170 O
48.4540 N
47.9790 H
49.5810 C
49.2190 H
49.8860 C
50.3900 H
48.9490 H
50.7960 C
50.1820 H
51.5840 H
51.2310C
51.8250 H
50.3340 H
52.0910 N
53.0990 H
51.6210C
50.3810 N
49.6150 H
50.2450 H
52.4040 N
53.4030 H
51.9980 H
50.7790 C
51.6430 O
50.8250 N
50.0440 H
51.8050 C
52.7850 H
51.9050 C
509110 H
52.6190 H
52.5160 C
52.8420 H
53.4300 H
51.7750 C
523410 H
51.5750 H
50.4680 N
49.6380 H
50.2490 C
51.0660 N
51.9760 H
50.9120 H
49.0470 N
48.3750 H
48.8240 H
51.4630 C
52.4480 O
50.2150 N
49.5570 H
49.9440 C
50.7990 H
49.4990 C
49.2880 H
50.6490 C
50.6450 H
50.3270 H
51.5880 H
48.2850 O
48.1090 H
48.7810 C
48.6890 O
48.1170 N
48.4560 H
47.0010 C
46.8790 H
47.3060 H
45.6080 C
44.7210 0
453120 N
46.0570 H
44.0250 C
43.6080 H
44.1330 C
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31.7220
32.7780
32.2290
32.3530
31.5030
33.6390
34.4860
33.9440
34.9340
33.3020
30.9500
32.0080
30.1780
29.3260
30.5850
30.7760
29.2100
28.4510
28.9830
29.1350
28.1320
30.0410
31.0980
29.7550
29.7430
29.4300
28.6390
29.3290
30.4500
31.6890
31.5300
32.9220
32.9330
34.1150
34.1590
35.4190
35.1930
36.5700
36.3920
36.4230
37.4970
35.6410
36.0390
34.7110
36.6200
37.6860
36.4950
36.4230
34.0430
34.2440
33.6200
33.2810
33.5410
33.1200
35.0010
35.5640
35.3450
35.3030
36.3480
34.8170
34.7950
33.5990
35.5790
32.6270
32.2670
32.0650
32.3030
31.4230
32.0060
29.9780
29.4430
29.9470
29.4710
31.5040
31.0760
32.0840
32.4570

66.2090
65.0000
66.4410
65.7730
67.2040
67.0630
66.5790
68.1030
68.3000
68.4490
63.5310
62.9370
63.3240
63.8350
62.5240
61.4970
62.3000
62.1600
63.1860
61.1150
61.2310
61.3610
61.3120
60.6510
62.3580
59.6920
59.5300
58.9580
59.6280
62.9380
63.8870
62.4150
61.6450
62.7650
63.8440
62.4160
61.4340
62.4610
61.6360
63.3910
62.3220
63.3830
64.3490
63.5600
62.8270
62.9850
63.3560
61.7610
62.2690
62.9790
61.0130
60.4410
60.4050
61.1750
60.0640
60.9970
59.4810
59.3810
59.2780
58.4060
60.2120
60.1610
61.0730
59.1780
58.5640
58.8740
59.5010
57.6060
56.7590
57.4550
56.6630
57.2780
58.4060
57.3430
58.1080
56.1920
55.5690

44.9880 H
44.4500 H
42.8860 C
42.0340 H
42.6060 H
42.9910 C
43.7720 O
42.2280 N
42.2080 H
41.5300 H
43.0230 C
43.1430 0
41.9690 N
41.7860 H
40.8420 C
41.1550 H
40.0610 C
40.8310H
39.4700 H
39.0100 C
38.6000 H
37.8390 C
38.1000 H
37.0630 H
37.5150 H
39.5890 C
40.3210H
38.7900 H
39.9690 H
39.9270 C
39.1310 0
40.1920 N
40.8460 H
39.4990 C
39.3540 H
40.2600 C
40.6770 H
393170 C
38.6270 H
38.7690 H
39.8730 H
41.5080 C
41.1960 H
42.0470 H
42.6070 C
42.4420 H
43.5520H
42.7250 H
38.0380 C
37.0680 O
37.8930 N
38.6540 H
36.6050 C
35.9580 H
36.2830 C
36.2970 H
37.1370 H
34.9640 C
34.6740 H
35.0030 H
33.8050 C
33.5370 O
33.2890 O
36.5990 C
37.6200 O
354240 N
34.6690 H
349770 C
35.3380 H
35.4950 C
349720 H
36.5700 H
35.3320H
33.4690 C
32.6070 O
33.0980 N
33.8000 H
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32.2610
31.5560
33.7020
34.3580
33.8000
34.1810
34.1450
35.2080
33.3600
32.8690
33.0670
32.3840
33.3260
31.9050
31.7800
31.6280
31.2990
32.1880
30.8210
30.4060
30.8930
29.3730
30.3350
30.7740
29.2930
31.2680
30.5990
32.4620
33.3010
32.4680
31.6280
33.5920
34.4950
33.9410
349170
34.1060
32.8640
31.8730
31.8550
30.8660
30.1420
30.7980
29.9970
31.8850
31.7910
32.8590
33.6170
33.4780
34.3350
32.4190
31.9000
31.9780
32.9030
31.0920
30.7200
31.8570
32.7230
32.2070
31.1750
29.8920
29.1820
29.3380
30.2090
31.0880
30.9780
30.6150
30.8770
29.6240
29.9480
29.5600
30.4910
29.1920
28.5950
28.9830
29.9950
28.1020
28.4890

55.7350
56.2130
55.9880
55.4110
55.6620
57.4800
57.8820
57.4790
58.3530
57.9980
59.5840
60.1440
59.9360
54.2240
53.5690
53.6480
54.3310
54.5790
55.2810
53.3650
53.2200
53.7110
52.0600
51.1930
51.9670
52.2230
51.9410
51.2440
51.3280
50.3430
50.2630
49.3280
49.8050
49.1070
48.6240
50.0140
48.3340
49.0600
50.1390
48.2740
48.7560
46.9080
46.4240
46.1980
45.1230
46.8940
46.3290
48.0090
47.1470
47.9380
48.8010
46.8730
46.4730
45.8930
45.1560
45.0840
44.5830
45.6040
443610
46.6200
46.9180
45.8230
47.4800
47.5080
48.6590
46.7170
45.7410
47.2290
48.1690
46.2560
46.3270
45.2880
46.7010
47.7800
48.1480
48.3130
49.1750

31.7490 C
31.0690 H
31.3330C
31.9850 H
30.2980 H
31.1980 C
322110H
30.8330 H
30.2800 C
29.2090 O
30.5970 N
30.1080 H
31.5080 H
31.5830C
32.6190 O
30.3740 N
29.1110C
28.5310H
29.3510H
28.2970 C
27.3330 H
28.2500 H
29.1050 C
28.6110H
29.4110 H
30.3070 C
31.1200 H
30.4030 C
29.4740 O
31.3330 N
31.8880 H
31.5130C
31.1330 H
33.0170 C
33.0670 H
33.5990 H
33.7520C
34.5000 C
34.5430 H
35.1130C
35.7520 H
35.1580 C
35.6960 H
34.6400 C
34.6850 H
33.8720C
33.3500 H
30.6840 C
30.7790 O
29.8480 N
29.7610 H
29.0030 C
28.5880 H
29.7550 C
29.0430 H
30.7650 C
30.3320 H
31.6560 H
31.2120 H
30.4240 C
29.6520 H
30.9210 H
31.0140 H
27.8600 C
27.8240 O
26.8950 N
26.9140 H
25.9380 C
254910 H
24.8030 C
242410 H
25.1440 H
23.7240 C
22.8840 C
22.9640 H
21.9500 C
21.4270 H
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26.8210
25.9050
25.3240
26.4610
25.4660
27.3410
26.9550
28.2640
27.5930
27.8200
28.4760
26.5160
25.9460
26.6370
27.3410
25.2680
25.0900
24.5120
25.1370
27.2660
27.6260
26.5310
28.2070
25.7920
26.4680
24.4560
24.0650
23.5630
24.2130
23.5480
23.4900
24.5020
22.5000
21.8300
22.4860
21.8390
23.0750
22.2200
21.5820
21.8280
22.2560
20.7360
19.8570
20.3430
19.3300
20.3070
21.2620
22.3060
22.5860
22.9820
23.7160
22.4520
22.7710
23.7020
21.9740
22.1410
20.9490
20.3680
20.6110
19.7610
21.3300
20.9530
19.9960
22.1690
22.8060
22.5280
21.8470
224310
22.7800
21.3850
23.1050
23.9210
24.8380
24.1300
23.3820
25.4500
25.8370

47.7550
48.1980
47.4490
46.6310
46.2380
46.1090
45.3540
47.4080
46.4670
48.6250
49.2710
49.1690
48.3490
50.2370
51.0040
50.8750
51.5340
50.1390
51.6410
49.7590
50.6120
49.2070
49.2140
49.6670
50.1190
49.5980
49.2280
50.2000
51.0400
49.3690
50.0200
48.8470
48.3220
48.0790
47.5210
46.7600
47.5720
50.8560
51.5290
50.7020
49.9670
51.4440
51.3600
50.7180
50.9430
49.6600
50.8730
50.0250
49.1400
50.5710
50.1000
51.7320
52.4570
52.2000
53.5100
54.1720
53.8590
54.7270
53.1100
53.4640
51.9560
52.9260
53.6300
53.3480
52.6420
54.8070
55.1990
55.4180
56.4490
55.4270
54.8460
54.9580
54.1240
56.0730
56.7510
56.4930
55.6290

21.8380 C
20.9480 O
20.7990 H
22.6090 C
224610 H
23.5690 C
24.2390 H
26.5530 C
27.0370 O
26.5180 N
26.1030 H
26.9090 C
27.3450 H
27.9680 C
27.6420 H
28.2580 C
27.4090 H
28.5360 H
29.0230 H
29.3680 C
29.9430 H
29.9550 H
29.2950 H
25.6810 C
24.7650 O
25.6110 N
26.4650 H
24.5990 C
243510 H
23.3370 C
22.4640 H
23.2600 H
23.2830 C
24.2240 O
22.2680 N
224170 H
21.4500 H
25.0310 C
24.2400 O
26.2530 N
26.7980 H
26.9010 C
26.2630 H
28.1970 C
28.5330 H
27.9370 H
29.3900 C
29.6810 C
29.1300 H
30.7030 N
31.2130 H
31.1990 C
32.3200 C
32.8030 H
32.6700 C
33.5070 H
31.8320C
32.1060 H
30.6910 C
30.1260 H
30.3900 C
27.0330 C
26.8550 O
27.3910 N
27.7320 H
27.3030 C
26.5470 H
28.7220 C
28.6740 H
29.0310 H
29.3600 H
26.7310 C
26.7590 O
26.0690 N
26.0520 H
25.5440 C
25.0040 H
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25.4730
24.8070
25.1050
26.8170
26.6090
27.4250
27.3690
27.9830
26.5090
28.3240
28.2140
27.9120
29.7840
29.9740
30.4310
29.8560
26.3780
27.4990
26.0310
25.0600
26.8950
27.5560
27.7720
28.5870
28.2590
26.9290
25.9880
26.5680
27.7560
28.7810
27.3690
26.2150
25.0440
27.0630
28.0600
26.5330
25.4750
27.1400
28.1890
26.5040
25.4630
27.0090
26.4610
27.0100
27.8090
27.1830
25.5250
25.3450
25.4400
24.7850
26.7080
27.7350
25.5540
24.7010
25.4430
25.7400
24.0070
23.4730
23.7380
23.7920
23.9130
26.1680
25.8700
27.1560
27.4150
27.8540
28.0010
29.1790
29.0470
29.3700
30.3860
30.2110
31.1160
30.9750
31.0300
30.3230
32.4090

57.7660
57.5350
58.6880
58.1020
58.9030
58.5550
56.8790
56.3140
56.3490
57.3360
56.5420
58.2390
57.4620
56.7090
57.5740
58.3510
56.7250
56.2170
57.6100
57.8850
58.2160
57.4570
59.3190
59.5800
59.0530
60.5990
60.5750
60.9990
61.7350
62.0920
62.2240
58.7870
59.0670
59.1930
59.1680
59.8810
59.6590
59.3290
59.6200
59.9160
59.6550
59.5790
61.0010
57.7270
57.1860
57.4990
57.2330
57.4570
56.1790
57.6350
61.4280
62.0660
62.0240
61.4870
63.5080
63.7700
63.8920
63.3140
63.7250
65.2470
65.2570
64.3790
64.3240
65.2030
65.1610
66.2230
65.7210
66.6980
66.7670
67.7440
65.7870
64.7120
66.0070
66.1740
67.2400
65.7990
65.5660

24.5720 C
23.7410 H
25.0220 H
23.9310C
232220 H
24.7140 H
23.1580 C
23.8590 H
22.7500 H
21.9790 C
21.2400 H
21.5300 H
22.3440 N
229910 H
21.5770 H
22.8180 H
26.6930 C
26.6090 O
27.6500 N
27.6150 H
28.5800 C
28.9990 H
27.9500 C
28.6260 H
27.0120 H
27.6950 C
27.1460 H
28.6430 H
27.0410 C
27.6080 O
25.9880 O
29.8790 C
29.9140 O
30.8690 N
30.7110 H
32.0530C
32.1900 H
333070 C
33.2500 H
34.6060 C
34.7990 H
355110 H
345120 H
33.4910C
32,9850 H
34.5430 H
33.1700 C
32.1180 H
334340 H
33.8620 H
32.0130C
32.0390 O
31.7230 N
31.6620 H
31.4420 C
30.4260 H
31.5650 C
30.8110 H
32.6080 H
31.2300 O
30.2770 H
324730 C
33.6580 O
32.1120 N
31.1370 H
329770 C
33.9340 H
323630 C
31.2830 H
32.6000 H
32.6600 C
32.6620 H
31.8810 H
34.0730 C
34.2960 H
34.8610 H
34.2630 C
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32.3240
33.0330
33.0100
32.6170
33.0220
33.9640
26.9460
27.1640
25.8460
25.8200
24.8740
25.4010
23.9960
24.6830
23.4270
22.9800
22.4610
22.2300
23.5000
22.9370
24.6590
24.0800
23.8910
23.6420
23.8110
22.6480
22.5630
21.2810
21.3880
20.4940
20.8910
20.4450
20.7270
20.1480
20.9830
23.1610
22.3730
24.2960
24.8640
24.8640
25.7560
25.3460
24.5940
25.7830
26.5110
26.7300
27.3320
23.9380
23.7630
23.2890
23.5650
22.4570
229130
20.9450
20.3160
20.8780
20.4300
20.7300
20.8240
18.8810
18.3800
18.5230
18.5050
19.0070
17.3890
16.6460
16.8760
15.8450
17.0980
17.7780
16.1740
22.6020
23.4310
21.8990
21.1540
20.1230
21.5380

64.5850
66.1750
65.5740
66.2790
64.6860
65.8940
67.4270
68.1300
67.7360
67.1980
68.8280
69.7770
69.1130
69.3140
68.2240
70.2070
70.3890
69.9130
71.5990
72.3150
71.8710
68.4800
69.3800
67.1780
66.7280
66.6080
67.3870
66.4950
65.7450
66.2180
67.7220
68.7100
67.7780
68.5350
67.0280
65.4190
65.0350
64.8000
65.3170
63.7050
63.4430
64.1920
64.5550
63.2790
65.1910
65.9650
65.1650
62.4940
61.7070
62.2370
62.8520
60.9610
60.1000
61.3060
60.4340
61.7650
62.4370
63.3830
62.3670
62.4820
63.2190
61.5220
62.6720
63.3810
62.2830
61.4090
61.0060
61.0210
62.7320
63.3550
62.5820
60.4090
60.9640
59.3260
58.4590
58.8070
58.3950

33.7960 H
33.6090 H
35.6070 N
36.2150 H
36.0880 H
35.5260 H
333370 C
34.3450 O
32.6120 N
31.7580 H
329730 C
33.0730 H
31.6910 C
30.8690 H
31.4200 H
31.8620 C
30.9210 H
32.5960 H
323100 C
33.1850 O
31.9160 O
34.2700 C
35.1070 O
34.4230 N
33.5350 H
35.3340C
36.0920 H
34.6300 C
33.8460 H
353310 H
33.8510C
34.4280 O
32.5660 N
32.2320H
31.9390 H
36.1990 C
37.1040 O
359070 N
352510 H
36.7370 C
36.1680 H
38.1270 C
38.8280 H
38.5300 H
38.0960 C
39.0620 O
37.1710 O
36.6570 C
37.5930 0
354850 N
34.7330 H
35.2590 C
35.7490 H
35.6380 C
35.4620 H
36.6240 H
34.7610 C
35.2120H
33.7470 H
34.9000 C
342730 H
345270 H
36.3060 N
36.8210 H
36.8530 C
36.2970 N
35.4000 H
36.7750 H
38.0200 N
38.4300 H
38.4000 H
33.7980 C
33.1120 0
33.3230N
34.1360 C
34.0680 H
35.1540 H
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21.3990
20.7540
22.3890
21.5130
20.5180
22.1690
22.1630
23.2190
21.5730
20.4270
22.3580
23.3340
21.9390
21.0480
22.9660
23.8680
22.3540
21.5030
23.0370
22.0490
23.4170
22.5850
23.9380
23.9400
21.4630
22.2030
20.2260
19.6900
19.5810
20.2230
18.3310
17.5250
17.9310
18.4740
19.0830
18.9810
17.1540
17.0930
16.1210
19.3370
18.8670
19.1590
19.4690
18.5930
18.5520
19.3680
19.5580
18.6050
19.2060
17.6890
18.2410
20.7370
21.1230
20.6140
21.7870
22.7500
21.5970
21.7860
17.1020
16.8680
16.1070
16.1930
16.7390
16.7980
14.8270
14.5930
14.6730
13.9100
13.8540
12.9610
14.6800
14.5880
14.1020
13.1340
14.8180
15.5530
14.6610

57.1360
56.3280
56.7820
57.3430
57.4400
56.6030
58.7130
58.5380
59.4480
59.7860
59.5950
59.4800
60.0230
60.6370
60.7750
60.1760
61.1100
61.7660
61.6820
60.2170
62.0290
62.6680
61.6520
62.7190
58.7190
57.9790
58.2920
58.9980
57.1420
56.3030
56.8930
57.5830
55.9440
56.8240
55.9420
57.7360
56.7290
56.7450
56.4660
57.1360
58.1400
55.9250
55.0850
55.7180
56.6510
54.6880
53.7280
54.1860
53.5790
53.6260
55.0500
55.2480
545110
56.2080
55.5160
55.5770
56.3720
54.6080
55.2010
54.1540
55.9460
57.4000
57.5220
57.9270
58.0280
58.7690
58.5380
56.7980
56.5960
56.9940
55.6110
55.5620
54.3050
53.7660
53.8480
54.4100
52.5370

33.4660 C
33.8100 H
33.7540 H
31.9100C
31.4760 H
31.4520 H
31.9210C
31.7140 H
30.7510 C
30.7440 O
29.7220 N
29.9540 H
28.3740 C
28.5100 H
27.5430 C
27.4220 H
26.1960 C
26.3780 H
25.5680 H
25.6500 H
28.2760 C
28.5710 H
29.1560 H
27.6130 H
27.6540 C
27.0000 O
27.8870 N
28.3720 H
27.3580 C
27.6260 H
28.1160 C
27.8660 H
27.7590 H
29.6550 C
29.8520 H
29.9700 H
30.4320 C
31.6910 O
29.7570 O
25.8370 C
25.2770 O
25.2350 N
25.7020 H
23.8690 C
23.3070 H
23.0340 C
23.5130 H
21.7960 C
21.1190 H
21.9850 H
21.2400 H
22.5790 C
21.8740 H
22.0770 H
23.6650 C
23.1590 H
243120 H
24.2680 H
24.1070 C
24.7370 O
23.6430 N
23.3330 C
22.3980 H
24.0710 H
23.3240 C
22.5600 H
242750 H
23.1840 C
22.1140 H
23.6830 H
23.7770 C
24.8620 H
23.2160 C
23.7400 O
22.2320N
21.8280 H
21.5720 C
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13.6530
15.6070
15.6490
16.6130
15.0380
14.2680
14.5520
16.2010
17.2800
15.9990
14.8070
14.0330
15.7530
16.1290
16.3060
15.9740
17.8820
18.1220
18.2940
18.6640
18.5500
19.7320
18.3800
18.2560
17.4110
19.3030
19.5570
20.2350
18.6390
18.0670
18.0340
19.2750
15.7540
159120
15.0720
15.1110
14.1900
14.7350
13.9200
14.8370
13.6430
12.9350
12.0280
13.0400
12.6930
12.6320
11.7760
13.8150
14.5940
13.9260
13.0680
12.1890
13.2220
15.0090
15.7220
15.0740
12.9810
12.2150
12.7160
13.2360
11.6110
11.5820
11.8270
11.0760
13.1930
13.2690
13.1030
13.9860
11.6730
12.3810
10.1840
10.1230
9.2040
9.4410
7.8230
7.8270
7.5600

52.6220
52.3530
53.2260
52.0810
51.3070
50.7230
51.8110
50.3180
50.6030
49.1320
51.2900
50.3340
51.4050
52.3410
50.3630
49.3900
50.4400
51.4430
49.6370
50.2830
51.1710
50.1920
48.9610
48.0870
49.0940
48.7850
49.7980
48.3160
48.0250
47.2690
48.7030
47.7730
50.4230
49.4410
51.5040
52.2460
51.6750
51.0930
53.1520
53.6400
53.6570
53.2820
52.8630
52.6710
54.6570
55.4150
54.8200
55.0490
555130
54.6810
53.8600
53.6540
53.6780
54.9920
55.5490
54.7350
50.8710
51.2350
49.8490
49.7960
48.9250
48.6510
47.5950
46.8890
46.9050
46.1470
46.4480
47.6530
47.7620
47.3720
49.4930
50.4340
48.9910
48.3840
49.5200
50.1820
50.4500

21.1650 H
20.4160 C
19.7640 H
20.7360 H
19.4370 C
19.9410 H
18.6020 H
19.0230 C
18.4560 O
19.2970 O
22.4810C
22.3930 O
23.4290 N
23.4840 H
24.2580 C
23.8960 H
24.3920 C
24.7440 H
25.0040 H
23.0080 C
22.3860 H
23.2060 H
222180 C
22.8580 H
21.7370 H
20.9680 C
20.6550 H
21.2840 H
19.9230 N
20.2730 H
19.4820 H
19.1800 H
25.7170 C
26.4760 O
26.0750 N
25.3920 H
27.2530C
27.9960 H
27.5820 C
279140 H
26.6560 H
28.6740 C
28.2370 H
29.5710 H
29.2390 C
28.4580 H
29.8050 H
30.0970 N
29.6520 H
31.3990 C
31.9780 N
31.5240 H
32,9590 H
32.1670 N
31.7190 H
33.1410 H
26.9240 C
26.0060 O
27.7060 N
28.5700 H
27.5460 C
26.4920 H
28.2250 C
27.8730 H
27.9370 C
28.7160 H
26.9510 H
27.9060 H
29.6070 O
30.1250 H
27.8480 C
28.6320 O
27.0710 N
26.3000 H
27.1870 C
28.0530 H
25.9310C
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7.8450
6.5390
8.5460
8.3290
9.6090
8.3690
8.4430
7.4250
9.5650
9.2460
9.7970
10.8340
11.1200
10.7040
11.6040
6.7630
6.9570
5.6560
5.6380
4.3730
4.5640
3.4740
4.0060
3.4280
2.0730
1.4020
1.6390
2.0100
2.8560
1.0130
0.8790
0.2800
3.7910
3.6950
3.3720
3.5660
2.7110
2.3000
1.8030
3.3860
2.6610
4.6770
5.0810
5.5620
5.0780
5.7060
6.3160
4.3840
3.5910
4.0840
4.5710
6.4140
7.4170
6.5480
5.8260
6.9260
7.3770
7.6190
7.3490
8.9190
9.0430
9.0100
9.9960
8.2770
8.6880
9.6190
7.4620
10.0770
10.0770
11.0540
11.0510
12.3200
12.2180
12.6550
12.8930
13.8680
14.2090

49.8160
50.8300
51.5760
52.3420
51.3400
52.2220
51.4370
52.7640
53.1070
53.8480
53.7450
52.3780
51.7150
51.8640
53.0320
48.4290
47.2960
48.8160
49.7270
48.0620
47.2170
48.9980
49.2490
49.8490
48.4280
49.2810
47.8080
47.5980
46.7600
47.8710
47.2560
48.4720
47.4360
48.2070
46.1670
45.3900
45.5740
44.6090
46.1700
45.3580
45.0320
45.5530
45.9060
45.6430
45.1430
47.1230
47.0670
47.7110
46.9630
48.4640
48.2200
48.1340
47.8040
49.1400
48.1780
45.0190
44.8900
44.5870
44.8440
43.8960
43.5120
42.7040
42.2570
41.9790
42.9680
42.8460
43.0650
44.9570
45.7090
44.8970
44.1630
45.6670
46.3870
46.3680
45.5950
47.2610
47.7050

25.0910 H
25.9080 H
25.7890 C
26.5340 H
25.7480 H
244110 C
23.6590 H
243540 H
24.0530 C
233210 H
24.9060 H
23.7520 N
24.4580 H
22.8930 H
23.7600 H
27.2590 C
26.7980 O
27.8610 N
28.2960 H
28.0290 C
28.6890 H
28.7230 C
29.6400 H
28.0440 H
29.0950 C
29.1900 H
28.3100 H
30.3690 C
30.6210 O
31.2250 N
32.0160 H
30.8760 H
26.7090 C
25.7210 0
26.5410 N
27.1560 H
25.3390 C
25.6380 H
25.2450 H
23.9780 C
23.0070 O
23.9070 N
24.7620 H
22.7000 C
21.8610 H
22.2550 C
21.3530 H
21.8640 C
21.8540 H
22.5930 H
20.9180 H
23.1860 C
23.4560 H
22.7880 H
24.1030 H
22,9320 C
24.0480 O
21.8950 N
20.9570 H
22.0020 C
23.0150 H
21.0360 C
20.9040 H
21.3900 H
19.5500 C
18.6990 O
19.25100
21.8300 C
20.8820 O
22.7690 N
23.4620 H
22.6380 C
21.8260 H
23.9640 C
24.6950 H
23.9050 C
24.8400 H
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14.7440
13.7600
11.5440
11.0090
13.4480
13.5070
14.3310
14.4050
15.4950
15.5480
15.3230
15.3000
16.0050
13.9610
13.7250
13.2820
13.7060
14.3380
13.7870
12.2590
11.5520
11.9520
12.0440
11.0840
12.1030
12.6510
16.9320
17.1980
17.9190
17.6560
19.3400
20.0490
19.5360
19.6890
20.2580
19.1970
18.7190
19.5850
19.9260
18.5830
18.6260
18.9980
18.6640
18.5550
20.0560
17.1000
17.0840
16.8420
15.9860
16.2350
15.8110
15.0490
20.8160
21.0450
21.7840
21.6740
23.0910
22.9320
24.2300
24.5420
25.1060
23.9540
23.4640
23.4930
23.8700
24.3630
23.4860
24.9330
25.3910
25.2540
26.3820
24.9550
24.3740
25.8580
23.9970
24.3410
22.6380

46.7210
48.0410
47.0860
46.4120
44.7090
43.5340
45.1020
46.0530
44.1800
43.4620
43.5090
44.2030
42.6760
42.8930
42.3440
43.7440
42.0660
42.3960
40.9900
42.2600
41.7890
43.3050
41.6970
41.3960
42.4640
40.9010
44.6900
45.9020
43.8150
42.8440
44.1710
43.3440
44.7440
45.0270
46.0720
44.7500
43.8610
45.4740
46.4620
45.5090
44.4770
46.4090
47.4380
46.0490
46.2920
45.9020
46.9720
45.3480
45.5330
44.6160
46.3100
45.3360
44.8520
43.6070
45.6950
46.6470
45.3590
44.3740
45.2720
46.2770
44.8010
44.2700
46.3820
47.5390
46.0090
46.9040
47.2070
47.7350
46.2290
46.5210
46.4550
44.7300
44.3440
44.1430
44.6650
43.9960
44.1140

23.5460 H
23.1520 H
24.4160 O
24.8430 H
222140 C
22.7230 O
21.2820 N
20.9500 H
20.9040 C
21.7230 H
19.4910 C
18.6510 H
19.3170 H
19.4870 C
20.3980 H
19.4440 H
18.2720 C
17.4470 H
18.4210 H
17.8460 C
18.5290 H
17.7960 H
16.4600 N
16.3730 H
15.8060 H
16.3260 H
21.0390 C
20.9890 O
20.9880 N
21.0770 H
21.1550 C
21.1220 H
20.2480 H
22.3810C
22.0790 O
23.5830 N
23.6000 H
24.7930 C
244840 H
25.9560 C
26.3040 H
27.1300 C
27.0030 H
28.0580 H
27.3690 H
25.4970 C
25.2890 H
24.5950 H
26.4730 C
27.0070 H
272170 H
259530 H
25.4380 C
25.4300 O
25.8210 N
25.5010 H
26.3940 C
26.8340 H
25.3250 C
25.0390 H
25.7700 H
23.8450 S
27.5370 C
27.2730 O
28.7510 N
29.7300 C
30.3010 H
29.3150 H
30.6790 C
31.7200 H
30.2840 H
30.5390 C
31.3770 H
303710 H
29.2640 C
28.4750 H
29.6420 C
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21.6250
22.6400
23.4940
21.4700
20.6100
21.7540
20.7560
22.2800
22.5100
23.6090
21.8230
22.4090
20.8640
21.1880
22.0770
19.9260
19.2680
19.5400
19.6680
18.0740
17.6380
17.5290
17.7150
16.7810
20.4390
20.3670
21.4290
21.5920
22.4220
22.0040
22.9540
22.1210
23.5610
23.6700
24.4000
22.9830
24.4910
23.3100
23.1670
22.4090
23.6800
23.4610
24.0770
23.7150
23.1310
24.6020
23.9260
24.9440
25.8370
26.2900
26.5000
26.0090
27.8820
27.8560
28.2220
29.1030
30.1900
28.8250
27.9910
29.5990
29.8370
30.8130
31.4410
30.4820
31.8090
31.2660
32.5050
32.8000
33.5970
33.2880
32.0740
32.7190
31.1670
31.7570
31.0390
32.6360
31.4270

44.8000
42.7760
42.2660
41.9740
42.4160
40.5500
40.1220
40.4410
39.7650
40.1730
38.6680
37.9200
38.4930
42.1540
42.5100
41.8100
41.4160
41.7900
42.7770
41.3890
41.4760
42.1360
40.0910
39.9500
40.9320
41.0440
40.0960
39.8760
39.4750
39.1190
38.3000
37.6820
38.6650
37.4300
38.0320
37.0660
36.0830
34.7030
34.4560
35.0620
33.8100
40.4350
40.2210
41.4600
41.5480
42.6700
43.5020
42.8520
42.6640
41.6270
43.8460
44.6810
43.7300
43.1340
44.6540
43.2490
42.8430
43.2850
43.6890
42.5360
41.5320
43.3550
43.5090
44.2980
42.8160
42.3200
42.0790
43.8230
43.3460
44.3580
44.7960
45.6370
45.1820
44.0160
43.3060
43.7050
44.5190

29.7930 O
29.7360 N
29.5610 H
30.2120 C
29.7090 H
29.7850 C
29.6940 H
28.8360 H
30.7820 C
31.1600 O
31.2150 N
31.5570 H
309510 H
31.7710 C
32.5370 O
32.1360 N
31.4780 H
33.5840 C
34.0280 H
33.6580 C
34.6530 H
33.0810 H
33.1170 O
33.2920 H
34.5510C
35.7420 O
34.1050 N
33.1330 H
34.9700 C
359120 H
34.1790 C
33.8440 H
33.3510H
35.1770 C
35.7180 H
35.9410 H
34.3560 S
34.5050 C
35.5570 H
34.0070 H
34.0010 H
353390 C
36.3680 O
34.5430 N
33.7240 H
347310 C
345330 H
35.7500 H
33.8520C
33.3200 O
33.7380 N
34.0240 H
33.0620 C
32.1500 H
32.5960 H
33.8750 C
33.4200 O
35.2040 N
35.6050 H
36.1980 C
35.8450 H
36.5630 C
35.6860 H
36.9980 H
37.7010 C
38.5060 H
37.2990 H
38.2970 C
38.8690 H
37.4820 H
39.3350 C
39.5910 H
38.8700 H
40.5560 N
40.5340 H
40.9450 H
41.3670 H
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28.7320
28.0210
28.7140
29.2560
27.9530
27.0460
27.5340
27.3980
28.2580
26.2940
25.1690
26.4740
28.7760
29.8300
28.3260
27.5270
28.9210
29.0930
27.9820
28.6000
27.1770
27.3900
27.1280
26.4290
28.3060
29.1490
28.0450
28.3990
27.3770
30.3070
30.9200
30.9530
30.4570
32.3940
32.5430
32.7540
33.8440
32.5440
323270
32.2390
33.1110
30.9720
30.4340
30.4180
29.5830
30.7480
33.2470
33.1570
33.9650
34.2350
34.6720
33.3410
35.1540
36.1830
34.9890
34.7870
35.6750
33.8870
34.4840
33.6960
35.7580
36.7020
35.8980
35.1100
37.1280
37.3980
36.6790
359140
36.2830
37.5430
38.2630
38.1110
39.4770
39.5200
40.6620
40.5330
41.7130

42.4470
43.3700
413190
40.4870
41.0190
41.6220
39.5510
39.1730
38.8680
39.2920
39.7180
38.7540
41.3520
41.9890
41.0440
40.4300
41.4660
42.5390
41.3060
41.5050
42.0400
39.9090
39.9310
39.8110
38.7190
38.4960
37.8750
36.9520
38.1190
40.8590
41.1070
40.1310
40.0580
39.7060
39.0590
38.8590
38.8400
37.8050
39.2070
40.2880
38.9060
38.5310
38.9560
37.5610
37.1710
37.0840
41.0400
41.8140
41.2810
40.3800
39.4170
40.0550
41.1250
41.0310
40.7260
42.6020
43.1920
42.8240
42.5990
43.3360
42.9550
42.1170
44.2040
44.8210
44.7230
43.9390
45.7950
45.3800
46.6150
46.1420
45.0760
45.3340
45.1020
44.9530
45.4980
45.5590
44.3820

37.4670 C
37.8100 O
38.2010 N
38.0140 H
39.3530C
39.3240 H
39.3900 C
38.3770 H
39.8340 H
40.2050 C
39.7830 O
41.3190 O
40.5770 C
40.6460 O
41.8370 N
41.8990 H
43.1750 C
43.0800 H
44.3870 C
45.2630 H
443510 H
44.7450 C
45.8030 H
44.2380 H
44.4650 C
45.3240 0
43.5290 N
43.7340 H
42.8120 H
43.3630 C
44.3320 0
423790 N
41.5020 H
42.3980 C
43.2620 H
41.2200 C
41.2310 H
41.3970 H
39.8180 C
39.7100 H
39.1230 H
39.3600 C
38.3610 O
40.0970 N
39.6850 H
40.9240 H
42.4860 C
41.5500 O
43.6040 N
44.6310 C
44.3680 H
45.1630 H
45.7040 C
45.3570 H
46.7050 H
45.3840 C
45.6100 H
45.9580 H
43.8840 C
43.7340 H
43.0920 C
43.0100 O
42.6430 N
427710 H
41.9560 C
41.2490 H
40.9630 C
40.3070 H
41.5630 H
40.3950 H
42.9480 C
44.1300 O
423730 N
41.3750 H
43.0030 C
44.0830 H
42.9020 C
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42.6620
41.7050
41.4270
41.1150
40.6400
41.9000
42.0670
42.7680
42.7150
42.3060
41.2540
42.4040
42.9750
42.9770
42.3750
43.6090
43.4730
44.1190
44.5940
44.2220
44.5560
43.6750
43.6970
44.1630
44.4080
45.1030
44.8960
46.4740
46.5740
47.4990
47.4720
47.4780
48.7650
49.3810
46.8680
47.1110
47.0930
46.9170
47.7260
45.9230
46.9770
47.3560
46.0570
48.0940
49.0100
48.0380
47.7520
47.0170
49.0750
49.4620
49.8700
49.4810
51.2010
51.8400
51.7720
51.4550
51.3350
53.2800
53.4650
53.6800
53.7170
52.9460
54.8300
54.9360
55.4350
51.0970
51.9390
50.0560
49.3440
49.7870
50.7160
49.1980
48.9530
50.1460
49.9370
50.3460
51.1580

44.8610
43.8680
43.6430
46.9430
47.5100
47.5590
47.1020
48.7600
49.0220
49.8470
49.9710
49.5980
51.1600
51.8230
51.4730
53.0660
53.5040
53.7660
54.7340
53.0300
53.5550
51.7740
51.3020
48.4170
47.7710
48.9710
49.4240
49.0810
48.6160
48.3510
47.2690
48.5080
48.8180
48.0980
50.5440
51.2450
50.9600
50.3080
49.5970
49.9020
51.4080
51.0650
51.9880
52.2480
51.6880
53.2280
52.2330
53.0150
52.5060
53.7000
51.4750
50.5450
51.5440
52.1350
50.1570
49.5500
49.6890
50.2060
50.7310
50.7350
48.7370
47.8630
48.2930
47.2950
48.8500
52.1010
52.8600
51.6370
51.1980
51.9610
52.2290
50.7500
51.0720
49.5030
48.7770
49.0330
49.8030

42.6630 H
43.8630 H
42.1540 H
42.5620 C
41.5670 O
43.3880 N
442730 H
43.1590 C
42.1020H
44.0390 C
43.7820 H
45.0950 H
43.9380 C
42.7060 C
41.8810H
42.5260 C
41.5480 H
43.6440 C
43.5990 H
44.8530 C
45.7350 H
45.0370 C
46.0090 H
43.5830 C
44.5950 O
42.8220 N
41.9440 H
43.3290 C
443100 H
42.5110C
42.6360 H
41.4330H
42.9340 O
42.7800 H
43.5550 C
42.5540 O
447910 N
46.0710 C
46.2350 H
46.2590 H
47.1270 C
48.0900 H
47.1940 H
46.5470 C
46.7360 H
47.0220 H
45.0320 C
44.8430 H
44.2550 C
44.0100 O
43.9000 N
43.8310H
43.2860 C
43.9410H
43.2040C
44.0520 H
42.3220H
42,9020 C
41.9650 H
43.7670 H
42.7670 C
42.3030 0
43.2840 N
433970 H
43.8710 H
41.8480 C
41.38300
41.1760 N
41.7410H
39.7850 C
39.2820 H
39.0640 C
38.0520 H
39.0380 C
39.8240 H
38.0750 H
393130 H
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48.0100
47.7190
48.7470
48.8670
47.8570
47.9390
46.7420
46.3740
47.0200
45.4860
44.6120
45.4720
46.2850
44.5550
43.8880
45.3240
45.8780
44.6300
46.4030
47.1630
47.0640
46.9960
46.5480
48.1190
45.8120
46.5900
45.0000
45.6220
43.7200
44.1450
42.6510
42.4500
41.7250
42.0790
40.2330
39.9300
39.5520
39.9270
40.4840
41.1230
40.3430
40.6960
39.6910
39.5160
39.1630
38.5540
39.3070
39.0490
41.9520
42.4040
41.5680
41.0890
41.7380
41.9280
42.8630
42.5140
43.0470
44.1960
44.9410
44.6100
46.0880
46.5480
46.4400
47.4760
47.7570
45.6780
459130
44.5920
44.0010
40.3100
39.8300
39.6170
40.0730
38.1400
37.7380
37.5980
37.8290

50.4460
49.6520
53.2050
54.1140
53.2550
52.5330
54.1980
54.3860
55.1810
53.6090
54.3720
52.3350
51.7870
51.7060
52.4760
51.2320
50.3670
50.8660
52.2300
52.4450
51.7200
50.6340
52.1710
51.9910
53.5730
54.1570
53.4540
54.2160
50.5700
49.9700
50.2090
50.7510
49.1600
48.9360
49.6380
49.7240
48.8910
50.9520
52.1570
52.3730
53.2570
54.2500
53.0680
53.9050
51.8090
51.7110
50.7890
49.7780
47.7930
47.7740
46.7180
46.8370
45.3370
45.3070
44.6750
44.5640
43.6730
45.3860
45.1440
44.3760
45.8850
45.7140
47.0040
47.9250
47.7600
47.2560
48.0890
46.4580
46.7570
44.6460
44.4910
44.4200
44.5050
44.3780
44.3830
45.6890
45.7360

39.7060 O
39.2510 H
39.6670 C
38.8320 0
40.6760 N
41.3780 H
40.6540 C
41.6630 H
40.2760 H
39.8940 C
39.6310 O
39.4410 N
39.6840 H
38.5090 C
38.1200 H
37.3090 C
37.6740 H
36.5530 H
36.6900 C
37.4420 H
35.4090 C
35.3470 H
345610 H
35.4360 H
36.2950 C
35.8030 H
35.5780 H
37.1550 H
39.0810 C
40.0810 O
38.4110 N
37.5830 H
38.8670 C
39.8740 H
38.8390 C
37.7950 H
39.2470 H
39.6810 C
39.3090 C
38.4650 H
40.2830 C
40.0510 H
41.4700 C
42.1290 H
41.7500 C
42.6360 H
40.8650 C
41.1430 H
38.1630 C
37.0410 O
38.8300 N
39.7110 H
38.3640 C
37.2910 H
39.1410 C
40.1680 H
38.7530 H
38.9060 C
37.7590 C
37.0750 H
37.4380 C
36.4760 H
38.2540 C
37.9210 O
37.0180 H
39.3430 C
39.9890 H
39.7310 C
40.5830 H
38.5420 C
39.6720 O
37.4130N
36.5150 H
37.3470 C
38.3600 H
36.7450 C
35.6810 H
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36.1400
359110
35.7970
35.5660
38.2420
39.2520
37.8330
38.1270
37.6050
38.0470
36.9290
36.3570
35.8400
37.1960
35.4190
34.3790
35.5960
35.6060
34.6440
36.4100
36.1480
36.8510
34.9850
344310
34.6150
35.0320
33.3560
32.6640
33.6970
32.7800
34.5220
33.9650
35.5130
34.6740
34.3650
35.1800
32.6400
33.1540
31.3380
30.9660
30.4620
30.9340
29.2430
28.6230
28.6790
29.7780
30.6800
29.1410
29.4610
28.2500
30.1310
30.3460
29.6330
29.7880
29.3770
29.3610
30.6300
31.4430
30.8880
30.5860
29.8780
31.2600
31.1260
31.7630
28.0880
28.2210
26.9180
26.9880
25.6230
25.6330
25.2180
25.6140
24.1330
25.7890
25.2190
26.8280
25.4150

45.8680
45.8770
46.8020
45.0740
46.9650
47.1100
47.8660
47.1430
43.0670
42.7890
42.1320
42.3440
43.2620
42.1950
41.1080
41.4140
40.6580
40.0940
39.6330
39.3930
41.0150
40.4030
41.5980
42.6810
40.9490
40.0620
41.3230
41.7570
42.2920
42.7250
43.5510
44.1200
43.2070
44.2260
41.6900
413310
40.1160
39.0530
40.3050
41.2450
39.4320
38.4950
39.0680
39.9280
38.3340
38.4990
37.6360
38.7030
38.3240
39.1630
40.0830
41.3020
39.3920
38.3950
39.8970
40.9840
39.6620
40.0660
38.6030
40.3440
41.3320
39.7820
40.2140
38.9140
39.2780
38.3260
39.9290
40.9000
39.3440
38.7480
38.4140
38.8310
38.4170
36.9760
36.5190
36.8920
35.9150

36.9700 C
38.0360 H
36.5250 H
36.4920 H
37.3100 C
36.9270 H
36.8520 H
38.3790 H
36.6240 C
35.5440 O
37.3250 N
38.6440 C
38.9220 H
39.3240 H
38.8700 C
38.7560 H
39.8460 H
37.7300 C
37.5070 H
37.9560 H
36.6510 C
36.0860 H
35.8160 C
36.1510 O
34.6560 N
344110 H
33.8780 C
34.5990 H
32.7640 C
32.3650 H
33.1700 C
339150 H
33.4660 H
32.3280 H
31.6830 O
32.0430 H
33.2570C
32.9280 O
329550 N
32,9570 H
322280 C
31.9350 H
33.1200 C
333720 H
32.5440 H
34.4110C
34.5600 O
35.4950 N
36.3750 H
35.3660 H
30.8850 C
30.7280 O
29.8570 N
29.8960 H
28.4850 C
28.5600 H
27.6880 C
28.2910 H
27.6960 H
26.3140 C
26.1350 O
253010 N
24.3980 H
254140 H
27.7310 C
26.9890 O
28.0370 N
28.3040 H
27.6990 C
26.7860 H
28.7300 C
29.6560 H
28.8410 H
28.5140 C
27.7050 H
28.1950 H
29.9010 S
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26.9480
27.8550
26.9310
26.8850
24.6030
24.6310
23.6950
23.5370
22.6360
22.6370
23.0420
23.2220
22.2580
24.5650
21.2830
21.2180
20.2130
20.3090
18.8940
19.0460
18.4310
17.5300
19.1450
18.2720
19.1530
17.5940
17.5030
17.4900
16.8850
18.5100
17.1860
17.8170
17.8760
16.8240
16.9260
15.3880
15.6070
14.7080
14.7050
13.7080
15.4640
16.5390
14.9030
15.3720
13.9710
14.4850
14.7160
13.4890
13.3100
12.4520
12.3900
12.9800
13.8840
13.2110
12.1100
10.9560
10.5690
10.1680
9.1790
10.6030
9.8970
10.4690
11.7790
12.0130
12.5210
13.4270
11.0930
10.9340
10.0580
10.1500
8.6840
8.6920
8.1510
8.2740
7.0830
8.7570
8.5930

36.1300
36.0290
37.1430
35.4160
40.3490
41.3620
40.1790
39.2350
41.0540
41.9290
41.4600
40.5660
42.0390
42.3980
40.3070
39.1470
40.9850
41.9690
40.4010
39.3880
40.4170
39.8140
39.8120
41.7590
42.3930
42.3640
41.8720
43.5980
43.8270
43.8890
44.2650
41.0730
42.3130
40.2370
39.2770
40.6720
41.6670
39.8050
38.7600
40.1150
39.9520
40.4750
39.4920
39.7040
39.1040
40.8320
40.0770
41.7310
42.2350
41.9010
40.9740
43.1450
42.7110
43.9630
43.6030
44.3050
44.3240
44.7430
45.1650
44.6940
45.1630
45.5040
43.9860
43.8150
43.4200
42.8970
42.0380
42.5940
41.6520
41.0390
41.9700
42.7330
40.7100
39.8770
40.8630
40.2530
41.0880

31.0040 C
30.4080 H
31.4060 H
31.8250 H
27.4170 C
28.1140 O
26.5130 N
26.1920 H
26.0430 C
26.6920 H
24.6110 C
24.0130 H
24.1230 H
24.4840 S
26.0560 C
26.4350 O
25.6610 N
25.4570 H
25.8210C
25.4470 H
273110 C
27.4240 H
27.8710 H
27.9820 C
27.8680 H
27.3800 H
29.5600 S
30.0220 C
30.8990 H
30.2710 H
29.2160 H
24.9860 C
24.6680 O
24.6340 N
24.9280 H
24.2560 C
23.8690 H
23.1770 C
23.4860 H
22.8730 H
21.7750 C
21.6840 O
20.6810 N
19.8120 H
20.6410 H
25.5080 C
26.4510 0
25.4330 N
24.5760 H
26.4180 C
26.9890 H
27.1640 C
27.5920 H
26.4820 H
28.3030 C
28.0400 C
27.0320 H
29.1410 C
29.0350 H
30.4500 C
31.5260 O
32.2180 H
30.7020 C
31.7420 H
29.6350 C
29.9050 H
25.8120 C
24.6750 O
26.5310 N
27.3280 H
26.1540 C
253750 H
25.5750C
26.2680 H
25.4180 H
24.2860 C
23.6040 H
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9.8370
7.9640
6.7460
8.6100
7.8930
7.7810
7.4790
7.7300
6.6460
7.0390
6.5410
5.2170
4.6550
4.5980
5.1730
3.3710
2.8660
3.6630
4.3060
2.2960
2.5310
1.7780
1.6150
4.3730
4.5780
3.6830
5.3040
2.2950
2.6170
1.0620
0.8490
-0.0640
0.3080
-1.0580
-1.5120
-1.8390
-0.2560
0.5990
0.0970
-1.1520
-2.1580
-0.9270
-0.6560
-1.8440
0.1880
1.1460
-0.2330
-1.1600
0.7270
1.0180
1.6900
0.2190
-0.5870
0.1570
-1.7210
-2.3800
-2.1010
-2.0310
-3.4910
-3.6640
-4.6280
-4.3920
-5.5370
-4.6610
-3.5920
-3.1510
-1.1240
-0.5960
-0.8900
-1.5370
-0.1110
0.8970
-0.0730
0.2790
-1.0730
0.6710
2.0810

40.1100
39.0600
39.1860
38.0840
42.4510
41.7190
43.6930
44.2850
44.2970
44.0250
45.3770
43.7800
43.8920
43.3800
43.3410
42.6070
42.7060
41.0620
41.0960
40.3400
39.2770
40.5980
40.4120
40.4320
39.3680
40.4940
40.9150
43.2890
43.7260
43.3740
429510
44.0340
449310
44.4930
43.7220
45.1260
45.3850
45.8190
44.8970
46.5400
46.2770
47.7130
43.2470
43.4360
42.4180
42.5770
41.6730
41.1840
40.4750
39.9450
40.8660
39.8320
42.4950
43.3970
42.2720
41.5810
42.8510
43.9270
42.4040
42.7440
43.0410
42.9980
42.4580
44.0850
40.9770
40.7610
42.4010
41.3320
43.3570
44.1290
43.1680
43.0290
44.4790
45.2800
44.7870
44.4100
44.1000

242810 H
23.6420 C
23.3700 O
23.2170 O
27.3560 C
28.3200 O
27.3680 N
26.5890 H
28.4820 C
29.4610 H
28.3780 H
28.3050 C
27.2230 O
29.4130 N
30.2430 H
29.4080 C
28.4470 H
29.7770 C
30.6570 H
30.0200 C
30.0620 H
30.9440 H
29.1720 H
28.5310 C
28.6550 H
27.6890 H
28.2320H
30.3540 C
31.4810 0
29.8460 N
28.9540 H
30.3990 C
30.8930 H
29.3590 C
28.7360 H
29.7820 H
28.3360 C
28.8550 H
27.4280 H
27.8850 C
27.1480 O
28.2160 O
31.6920 C
32.0580 O
32.3610N
32.0850 H
33.5150C
332170 H
33.8000 C
32.8930 H
34.1280 H
34.5190 H
34.7470 C
35.0940 O
354510 N
35.1210 H
36.7740 C
36.6150 H
37.2520C
38.2730 H
36.4060 C
353430 H
36.5530 H
36.7170 H
37.2950 O
38.1190 H
37.8430 C
37.6650 O
38.7740 N
38.6950 H
40.0430 C
39.6510 H
40.8310 C
40.1810 H
41.1340 H
42.1430 C
42.1630 C
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2.4900
2.8370
3.8720
2.1740
2.8320
3.7250
0.7810
0.2850
0.0230
-1.0550
-0.5510
-1.7490
0.3420
1.2330
0.1210
-0.7920
0.0490
-0.5480
1.3490
1.8710
1.9820
1.0800
-0.4570
-1.2670
1.2530
2.3760
0.9800
0.0400
1.9160
2.7750
1.0920
0.8840
0.1310
1.6470
2.5590
2.1200
3.6330
3.9910
4.3380
5.0720
3.6020
5.0900
5.8400
4.8930
4.1410
5.5920
6.4320
4.5680
5.0130
4.2850
3.7070
6.1400
5.5260
7.2770
8.0430
7.3590
8.6070
9.0360
8.7000
9.9950
9.2370
9.4800
9.9940
7.8630
8.0310
6.9630
6.9710
6.1730
6.2060
5.4540
5.0530
4.3470
3.5240
4.6950
3.7690
2.8730
2.4920

43.8340
44.0120
43.7470
44.0990
43.8610
43.6010
44.1970
44.1580
44.4690
44.5160
41.9460
41.6030
41.3600
41.8020
40.2350
40.3770
38.8940
38.9940
38.2980
38.9140
38.1310
37.3630
37.8950
38.2030
40.1390
40.6050
39.5960
39.2660
39.6080
40.2620
40.2920
41.3340
39.7790
40.4240
38.2520
37.2590
38.1320
38.9680
36.9860
37.4340
36.3920
36.0090
35.0310
36.2950
36.9540
35.7530
35.1390
34.9280
34.3760
34.0910
35.5600
36.8990
37.9870
36.7330
35.5010
34.7510
35.2260
35.8810
35.6580
35.3880
37.3810
37.8300
37.5150
37.8270
38.6580
383110
37.7090
39.3170
39.6940
40.0120
39.2260
40.9590
40.2730
41.5800
41.8480
41.2700
40.2620

41.1990 H
43.3290 C
43.1720 H
44.5860 C
45.7190 O
45.4800 H
44.5620 C
45.5200 H
43.4040 C
43.4560 H
40.9300 C
40.9490 O
41.7230 N
41.8980 H
42.6420 C
43.2200 H
41.9420 C
41.0350 H
41.4420 C
40.7100 H
423140 H
40.9500 H
42.8520 0
43.2650 H
43.6640 C
43.3590 O
44.8240 N
44.9900 H
46.0000 C
45.8510 H
47.1790 C
46.9390 H
47.2040 H
48.1080 H
46.1770 C
45.6130 O
46.9920 N
47.4300 H
47.4700 C
48.1390 H
48.0120 H
46.4810 C
46.8350 O
45.1920 N
45.0480 H
43.9860 C
443130 H
43.3390 C
425110 H
439770 H
43.1220 H
43.1710 C
43.1380 O
424130 N
42.1060 C
41.7090 H
42,9970 H
41.0240 C
40.0110 H
41.1880 H
41.1910C
40.2280 H
41.9640 H
41.6970 C
423810 H
40.5400 C
39.4420 O
40.7440 N
41.6810 H
39.6770 C
39.0370 H
40.2490 C
40.4490 H
41.0750 H
39.1780 C
38.3050 C
38.3800 H
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2.4400
1.7160
2.8010
2.3460
1.5150
3.5740
3.7600
4.0390
4.6310
6.5620
7.1330
6.8780
6.3190
7.7750
8.2010
8.9700
9.6650
9.7870
9.9880
9.2900
10.7370
8.5750
8.4010
7.6640
9.4010
7.0500
7.6330
5.8120
5.4410
5.0340
4.1920
4.7560
5.7860
5.6740
6.7230
6.8690
7.5330
6.9120
8.7610
9.3280
8.3780
9.2140
7.8150
7.5680
8.4390
8.3790
9.2930
9.3250
8.6620
7.6070
8.8400
9.3880
9.3530
10.0230
10.2700
10.2130
10.7260
10.9090
11.8230
11.7850
13.1610
13.1020
13.9790
13.8790
15.4710
15.9370
15.5750
15.9800
13.6250
14.1690
12.5670
14.0390
13.8660
13.6400
14.7590
14.8650
15.6290

42.0810
41.6710
43.4480
44.2040
43.8310
44.0220
45.0850
43.1980
43.6650
40.8510
41.8390
40.4720
39.7360
41.2010
41.9930
40.3170
40.8550
40.0680
41.0610
39.4800
39.5520
39.0520
38.2730
39.1080
38.7150
41.8760
42.8280
41.5230
40.8060
42.1670
41.5090
43.1010
42.2620
43.2240
41.3220
40.6530
41.1940
41.6590
42.0160
41.9090
43.0190
41.6460
39.7280
38.8990
39.4030
40.0550
38.2040
37.5340
37.3520
37.1580
37.8390
35.9640
35.0350
35.7160
34.7390
36.4550
38.5910
39.7080
37.8870
37.1170
38.2350
39.0120
38.6930
38.0110
38.9530
37.9830
39.5380
39.2810
39.9710
40.7720
40.2340
39.9790
36.9410
35.8040
37.2230
38.2090
36.1550

37.2230C
36.5340 H
37.1210 C
36.0950 O
35.7940 H
38.1570 C
38.1060 H
39.1390 C
399120 H
39.0040 C
39.5200 O
37.7270 N
37.3200 H
36.7500 C
37.3660 H
36.3610 C
35.7150 H
37.6330 C
38.0350 H
38.4050 H
37.4960 H
35.6180 C
36.3610 H
35.0220 H
349920 H
35.5230C
349150 O
35.2080 N
35.8140 H
34.1250 C
339110H
34.6120 H
32.7580 C
31.9890 O
324270 N
33.1700 H
31.2130C
30.4470 H
31.3660 C
30.4410 H
31.5560 H
32.2860 H
30.8560 C
31.7250 O
29.7180 N
28.9490 H
29.5440 C
30.4030 H
28.4190 C
28.6100 H
27.4600 H
28.2830 C
29.0630 O
27.1320 N
27.0590 H
26.4690 H
29.0400 C
28.5270 O
29.2730 N
29.9260 H
28.8190 C
28.0560 H
30.0480 C
30.8920 H
29.7220 C
29.5470 H
28.8080 H
30.6280 H
30.7130 C
30.2140 H
30.6800 H
31.7210 H
28.2050 C
28.5270 O
27.2480 N
27.0600 H
26.7550 C
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15.6510
15.1310
14.2100
14.8170
16.0870
16.9790
16.5790
17.2930
17.1870
15.7500
15.3580
15.9430
14.4190
15.2400
17.0720
17.2300
18.0780
17.7680
19.5600
19.5940
20.2660
21.2700
19.7210
20.4330
19.4900
20.8690
21.5690
20.3120
19.4040
20.7030
20.0580
20.2990
19.7970
21.3460
21.5480
22.2580
22.3190
21.7030
22.5800
21.2220
20.9760
19.5770
18.8820
19.0310
17.9540
19.8070
19.2070
18.2860
21.1770
21.8110
21.7810
22.8560
23.5510
23.7040
24.6030
24.5230
25.9720
26.3960
26.7810
27.8110
26.4540
26.5770
27.4120
26.0340
25.1000
27.2170
27.9590
27.4790
26.7460
28.4630
27.2470
27.2180
27.2150
27.3140
27.0810
27.0030
28.4620

35.3390
35.6660
35.1810
36.5580
34.6700
35.2130
33.4450
32.9100
33.8010
32.8090
34.1380
33.3150
33.7060
34.8810
36.6480
37.5570
36.2210
35.5880
36.4910
37.5630
36.2610
36.6600
36.8430
34.8140
34.2880
34.2880
34.5680
34.9240
34.3450
34.8040
35.9820
35.6810
34.5370
36.1950
37.1530
35.7590
34.6780
35.9030
35.7860
34.9670
37.1380
373170
36.5290
38.5120
38.4800
39.6290
40.8420
40.6700
39.5300
40.4040
38.2500
38.1540
36.5320
37.4550
36.1790
35.4050
36.7610
36.6610
35.9980
36.1690
34.9830
36.2960
36.6720
38.2660
39.0210
38.8860
38.3410
40.3380
40.9200
40.6310
40.9370
40.2320
42.3010
42.7170
43.1560
44.1930
43.1920

274770 H
25.4050 C
25.7290 H
24.8630 H
24.6510 C
243380 H
25.4860 C
24.8590 H
26.3180 H
25.7960 H
23.4570 C
23.0470 H
23.8030 H
22.6680 H
26.6390 C
25.7840 O
27.4080 N
28.1310 H
27.3390 C
27.1460 H
28.6260 C
28.4830 H
29.3690 H
29.0870 C
29.2330 H
28.2380 H
30.5020 S
31.7340 C
31.5660 H
32.7440 H
31.7970 H
26.2490 C
25.9740 O
25.7100 N
25.9590 H
24.7420 C
24.8640 H
233120 C
22.6750 H
23.0290 H
22.8450 C
22.9510C
23.2020 H
22.6290 C
22.5560 H
22.3460 C
22.1110 0
21.9010 H
22.3390 C
223110H
22.5810C
22.5480 H
24.9560 C
25.8010 O
24.1940 N
23.5500 H
24.2450 C
25.2440 H
23.2330C
23.5470 H
23.4570 H
21.8700 O
21.5820 H
23.8230C
23.5400 O
239160 N
243310 H
23.7760 C
243350 H
24.1430 H
22.3530C
21.3530 0
223430 N
23.2580 H
21.1790 C
21.5040 H
20.4220 C
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29.2040
28.6600
28.6000
29.6110
29.3980
30.0220
28.2970
27.8770
27.6960
26.7480
25.8940
25.9960
24.7230
24.7980
23.4630
22.7480
22.7660
23.3280
21.7890
22.5520
21.7240
22.2610
23.8560
24.1630
24.3940
23.4840
22.5350
24.5010
25.1080
24.7090
24.7780
23.7740
25.8570
26.0240
26.6600
26.4770
27.7720
27.3080
28.0390
28.0210
28.9880
26.9040
27.0070
25.8750
27.1300
28.1490
26.3890
27.1160
27.5090
27.7560
25.7270
25.1150
25.8800
25.3760
28.9770
29.7390
29.1540
28.5020
30.1940
31.0790
30.4030
29.4020
31.0370
30.8090
30.8960
31.0990
29.9950
28.8910
31.0110
31.8980
31.0350
30.0390
31.7610
31.4120
32.8260
31.5440
30.4540

43.2360
42.2240
44.3400
44.3880
45.4600
45.8070
46.1270
46.9460
45.3470
45.5700
42.8290
42.7050
42.7780
43.0040
422310
42.0240
432110
43.1710
42.8330
44.7050
45.0510
44.6900
45.5880
45.8300
46.1130
40.7480
40.2800
40.0110
40.5170
38.5730
38.1580
38.2300
38.2290
37.0470
39.1990
40.1790
39.0110
38.3400
40.3740
41.1540
40.3540
40.7280
39.9660
40.6530
42.0740
42.2000
42.2080
43.2770
43.0320
44.0510
43.8390
43.2390
44.5610
44.2570
38.4380
37.8610
38.5030
39.0540
37.8620
38.0220
38.6070
38.6440
38.1620
40.1040
40.7300
40.6620
36.3900
35.8330
35.7620
36.2420
34.3490
33.9600
33.4030
33.5590
33.6340
31.9080
31.4830

21.2190 H
19.9610 H
19.5000 C
18.5590 N
17.7620 C
16.9520 H
18.1740 N
17.7580 H
19.2360 C
19.7020 H
20.3530 C
19.0850 O
209170 N
21.8990 H
20.3020 C
21.0990 H
19.2840 C
18.3510 H
18.9820 H
19.7230 C
19.1030 H
20.7740 H
19.4490 C
18.2580 O
20.45100
19.8420 C
19.1880 O
20.2420 N
20.8720 H
20.0140 C
21.0200 H
19.5690 H
19.0680 C
18.8420 O
18.5660 N
18.7230 H
17.5610 C
16.8390 H
16.9330 C
17.6940 H
16.3980 H
15.9820 C
15.2090 H
16.3310 H
152810 C
14.9140 H
14.4930 H
16.2590 C
17.2450 H
15.8360 H
16.4180 N
16.9510 H
17.1070 H
15.5680 H
18.1820 C
17.4520 O
19.4840 N
20.0240 H
20.2780 C
19.6620 H
21.5800 C
22.0100 H
22.3470 H
21.4500 C
20.3640 O
22.5170 O
20.5980 C
20.4640 O
21.1080 N
21.0690 H
21.6510 C
21.8620 H
20.6520 C
19.6320 H
20.6570 H
20.9990 C
21.4830 0
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32.5300
31.7020
31.1730
32.7110
33.0430
33.3210
33.6850
34.6540
34.3610
35.0370
35.7980
36.4580
36.1840
37.6240
38.2410
38.0600
39.3160
39.5030
37.3520
37.7990
36.2250
35.7300
32.4290
32.0800
31.9850
32.1650
30.9030
30.1540
29.9740
30.6460
29.3850
29.0550
27.8840
27.6370
26.9740
26.0210
27.3330
26.5080
27.0790
28.5600
28.8110
29.3640
30.3300
31.3180
30.5560
32.6520
33.2490
33.1840
32.5930
33.2000
34.6170
35.1480
35.1930
34.5780
36.6190
37.1470
36.8420
36.6560
36.0920
37.8710
37.0770
36.2090
38.3340
38.7710
39.0050
38.3380
39.7930
38.9890
40.1260
40.9340
42.2770
42.5340
43.3260
44.3370
43.0100
43.8320
41.6560

31.1220
34.2480
33.4630
35.0190
35.6520
35.1560
34.1580
35.9780
36.9560
36.0460
35.4910
36.4520
37.4910
36.0620
36.7240
34.6830
34.2280
34.5280
33.7470
32.8190
34.1720
33.4380
35.7410
36.9210
349110
33.9200
35.3210
35.9070
34.1620
33.3970
34.5000
33.5600
34.2840
35.2210
33.6920
34.1460
32.5750
32.1560
31.6350
31.8810
30.9970
32.3970
31.9380
36.1870
36.6470
36.4760
35.9090
37.4670
38.3730
36.9890
37.9680
37.6090
38.7410
39.0350
39.1700
38.2810
40.3940
39.9260
41.1840
40.7300
39.6020
40.0640
39.5230
39.4020
40.2430
40.7770
39.2270
38.6490
38.3810
39.7860
39.4110
38.8150
39.7750
39.4160
40.7000
41.0380
41.0780

20.9360 O
23.0610 C
23.9220 0
234180 N
22.7040 H
24.7760 C
25.0230 H
24.6980 C
243150 H
25.7160 H
23.8660 C
22.9890 C
22.8760 H
22.3380 C
21.7470 H
22.4200 C
22.0240 O
21.1320H
23.1770 C
23.5010 H
23.9020 C
24.5210 H
25.9340 C
25.8380 O
26.9020 N
26.8210 H
27.7780 C
27.2450 H
28.2170 C
28.6050 H
29.0700 H
27.1580 C
26.7460 C
27.2240 H
25.8210C
25.5950 H
25.1130C
24.1700 O
23.6000 H
25.4420 C
24.8750 H
26.4790 C
26.6290 H
28.9590 C
29.7760 O
29.0240 N
28.4410 H
29.9440 C
30.0730 H
30.9240 H
29.6240 C
28.5530 O
30.5640 N
31.3100 H
30.5760 C
30.2310 H
29.6190 C
28.6520 H
29.6630 H
29.7430 H
31.9830C
32.7360 O
32.2000 N
31.2970 H
333170 C
33.9940 H
342390 C
34.6940 H
33.6370 H
35.1770 C
349710 C
34.1070 H
35.8550 C
35.7270 H
36.8640 C
37.4770 H
37.1230 C
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41.4050
40.6720
39.6320
39.8380
40.5500
39.7930
39.0590
40.4890
41.2270
39.5130
40.1440
38.6150
38.1370
39.2060
37.8700
38.6930
38.2660
39.4050
37.4410
37.1430
37.7420
36.6020
41.3860
41.0700
42.2270
42.3730
42.7140
423670
442310
44.4330
44.5760
44.8650
44.6720
42.0830
41.8070
41.7960
42.0540
41.0480
41.2460
39.5420
39.5520
39.3650
38.5030
37.9480
38.2600
36.7630
36.2520
36.2590
35.2790
35.0730
36.7660
36.3720
37.9490
38.4160
41.2400
41.0240
41.8530
41.7410
41.9210
42.4690
42.7750
43.7650
42.3760
42.8980
42.9430
43.0440
40.5580
40.0610
39.7810
40.0750
38.4850
37.7110
37.8280
37.9380
38.4630
36.7760
38.5080

41.7820
40.6770
40.9330
41.3740
41.1720
42.6330
42.7890
43.7920
43.5420
44.7600
45.3930
44.0580
44.6560
43.3130
43.4030
45.6020
45.0100
46.2130
46.2890
47.0920
46.8790
45.6110
44.4950
44.3480
45.4250
45.4180
46.5530
46.4680
46.5140
45.5570
46.6270
47.8600
47.5240
47.8880
48.0030
48.9070
48.8680
50.0410
50.3850
49.5570
48.6620
49.1830
50.6430
50.6620
49.9370
51.4100
51.4710
52.2070
53.0210
53.7330
52.0790
52.6660
51.3250
51.3690
51.2000
51.1880
52.2150
523110
53.5520
53.5610
54.5630
54.1250
54.6700
55.8920
55.9320
56.9080
54.2800
55.0300
53.9480
53.0680
54.4750
54.2970
53.8980
52.8170
54.2500
54.1590
56.0240

37.9030 H
36.2380 C
36.3760 H
32.6830 C
31.7330 O
33.2350 N
339110 H
32.6470 C
31.8850 H
31.8990 C
31.2760 H
30.8760 C
30.1000 H
30.3420 H
31.3280 H
32.8590 C
33.6680 H
334130 H
32.3530C
33.0260 H
31.4870 H
32.1950 H
33.7090 C
34.9760 O
33.2460 N
32.2470 H
33.9920 C
35.0220 H
34.0260 C
34.5070 H
32.9980 H
35.0700 S
36.3490 H
33.4530C
32.2220 0
343430 N
353190 H
33.9390 C
32,9240 H
34.0240 C
33.4020 H
35.0320 H
33.6730 C
32.4360 C
31.7000 H
32.1550C
31.2060 H
33.2280 C
32.8630 O
334730 H
34.5950 C
354110 H
34.7370 C
35.7100 H
34.8370 C
36.0400 O
34.2940 N
33.2950 H
34.8860 C
35.8280 H
34.0250 C
33.8950 H
33.0160 H
34.7280 C
35.9840 O
34.0250 O
35.1190 C
34.2730 O
36.1870 N
36.5880 H
36.5370 C
35.7900 H
37.8370 C
37.7630 H
38.6500 H
37.9590 H
36.6920 C
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37.4060
39.6550
40.5000
39.8030
38.9680
41.1710
41.2100
42.0220
41.4450
41.6250
40.3020
39.4200
40.1260
40.6570
42.6400
43.5090
42.9280
42.4500
39.5400
38.8240
39.9160
40.4650
39.3810
38.8850
40.4720
40.7540
39.9550
41.6540
41.4330
42.3530
42.4480
41.8930
43.3500
42.8200
43.4660
41.8450
43.6490
44.5120
43.9640
43.2310
38.3490
37.6760
38.2000
38.6670
37.2660
37.2180
36.2350
37.6080
36.7030
38.8560
39.4920
39.5040
38.7360
40.6020
41.3120
41.0340
39.9190
39.1010
39.4800
40.8620
40.3570
41.7270
41.1960
41.3570
40.3020
42.3160
42.3930
422170
43.1360
40.1730
40.9180
40.1040
39.5630
40.8860
40.6330
40.4060
40.2380

56.5680
56.5750
56.0420
58.0100
58.3370
58.2510
57.5900
57.9100
59.6610
60.2560
60.3320
60.3630
59.6440
61.3140
59.7040
59.2430
60.6950
59.2300
58.8820
59.9060
58.3530
57.5100
58.9810
59.9260
59.3320
58.4140
59.9260
60.0550
60.5310
59.2280
61.1010
62.0340
61.1980
60.5370
59.6590
60.4270
61.5320
61.7690
61.2150
62.4490
58.0780
58.5100
56.7950
56.5080
55.7620
54.9970
56.1050
55.0950
54.8230
54.6150
54.8930
54.0000
53.7360
55.0170
55.1710
54.4500
56.3150
56.0670
56.9160
57.1340
58.0770
57.3270
56.5450
55.4740
56.6640
57.1960
56.8270
58.1740
57.1560
52.7000
52.6130
51.6420
51.7880
50.4110
49.9490
49.4170
49.9580

36.5830 O
37.0660 N
372110 H
37.2970 C
37.9180 H
38.0000 C
38.8660 H
37.4110 H
38.4200 C
37.5250 H
39.1960 C
38.5570 H
40.0230 H
39.5100 H
39.2990 C
38.8300 H
39.6480 H
40.2620 H
36.0420 C
36.0600 O
34.8030 N
34.7080 H
33.5330C
33.7550 H
32.5800 C
32.0640 H
31.8270 H
33.1600 C
34.1150 H
33.2880 H
323570 C
32.2600 H
32.9620 H
30.9290 C
30.9290 H
30.4540 H
303110 N
30.7790 H
29.4060 H
30.2410 H
32.9510C
32.0310 0
33.3800 N
342280 H
32.8610 C
33.6370 H
32.7740 H
31.5380C
30.7640 O
31.3710 N
32.1040 H
30.2540 C
29.5270 H
29.6820 C
30.4950 H
28.8570 H
29.1890 C
28.5120 H
29.9850 H
28.3740 C
28.1650 H
29.0090 H
26.9270 C
27.0420 H
26.3150 H
26.2820 N
25.3450 H
26.0510 H
26.8710 H
30.6060 C
31.5810 0
29.7480 N
28.9070 H
29.8110 C
30.7650 H
28.7530C
27.8210 H
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41.1910
39.1670
39.3700
38.4150
38.6760
38.7400
39.3200
37.3760
36.8980
36.7730
37.3010
38.1500
37.0110
35.6630
353770
35.1660
42.3490
42.8430
43.1260
42.6340
44.5590
45.0070
45.2230
44.6490
46.7170
47.1410
46.7760
47.3780
45.2100
45.6400
45.6880
44.1710
44.9070
45.7760
44.3470
43.8140
44.4620
44.2790
45.8210
45.8720
46.6050
46.2200
47.2300
47.8960
47.2880
47.9430
46.4370
46.1660
46.6750
45.0700
44.8330
44.2800
43.4160
44.6110
44.0400
45.7220
43.3230
42.5810
43.0470
43.7280
41.9080
41.6240
40.7190
39.7980
40.5380
40.9480
41.9870
40.7140
40.2000
39.2440
40.5420
42.1630
42.7310
41.8470
41.5100
41.9910
42.4970

48.6890
48.6410
48.1370
49.4110
47.5620
47.9730
46.7000
47.1190
47.7510
46.0640
45.4150
45.6850
44.5390
45.7120
46.1360
45.0040
50.5540
51.4270
49.6270
48.9690
49.3980
50.2570
49.4500
48.7360
48.9490
49.2840
47.8640
49.2900
50.8280
50.6670
51.5860
51.1070
48.1220
48.1180
46.8960
46.7740
45.6960
45.8650
45.0160
44.0550
45.6800
44.7060
45.3800
46.1270
45.0260
45.4300
44.0170
43.3480
43.6100
42.4840
42.0910
42.2480
41.6220
42.8380
42.7570
43.7970
44.7900
45.1040
43.7420
43.4570
42.7950
42.8940
43.4080
42.8590
44.4020
43.4600
43.7080
42.5090
44.6180
44.3230
45.8150
41.3370
41.0900
40.3330
40.5720
38.9510
38.7970

28.5450 H
29.2070 C
30.1510 H
29.3790 H
28.1860 C
27.1780 H
28.3550 H
28.5820 N
29.2080 H
28.1770 C
27.1930 N
26.7180 H
26.7830 H
28.6800 N
29.5520 H
28.1590 H
29.7050 C
29.0020 O
30.2750 N
30.8630 H
30.2220 C
29.7230 H
31.6440 C
32.2340 H
31.6820 C
32.6290 H
31.7710 H
30.8860 H
32.2630 C
33.2510H
31.6410 H
32,4420 H
29.3890 C
28.4980 O
29.7450 N
30.5940 H
28.9500 C
27.8890 H
29.1540 C
28.6400 H
28.7900 H
30.6080 C
31.1700 C
30.7650 H
32.4760 N
33.1300 H
32.8170 C
34.0350 C
349510 H
34.1160 C
35.0940 H
33.0110C
33.1760 H
31.7930 C
30.8800 H
31.6400 C
29.2820 C
30.2040 O
28.5800 N
27.8910 H
28.8060 C
29.8540 H
28.0500 C
28.2470 H
28.4600 H
26.5030 C
26.2860 H
26.0240 H
25.8690 C
25.1570 O
26.1110 0
28.3910 C
27.3250 O
29.2230 N
30.1450 H
28.8990 C
27.9460 H
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42.7040
42.1560
42.7540
41.7900
43.5880
42.8910
44.1540
44.7210
44.1500
44.8280
44.9720
45.8080
44.3360
40.5060
39.7290
40.0740
40.7210
38.7200
37.9590
38.3040
39.0470
37.3550
38.1940
39.2650
38.8880
39.4380
37.6110
37.0610
37.1660
36.2060
38.6550
39.6280
37.4390
36.5980
37.1630
37.9610
36.9700
36.1410
36.6080
38.2030
38.5490
37.9760
39.3550
39.1290
40.5360
35.9850
35.0880
36.0240
36.8920
34.8160
34.6230
35.2300
35.6690
34.4050
36.1900
37.4200
37.8870
38.8560
36.9450
37.0010
35.9520
34.9860
33.5890
32.4630
33.7420
34.6920
32.6320
31.7080
32.7950
33.7260
32.0450
32.7900
31.6540
30.7030
31.7090
30.8300
32.9450

38.1620
38.3880
36.6060
36.1700
36.4480
36.1460
38.7640
38.3960
39.8470
38.3860
37.3110
38.8620
38.8240
38.6120
38.7400
38.1900
38.1590
37.5830
38.1950
37.6700
37.0950
37.1420
39.0400
39.6760
40.9350
41.6530
41.0690
41.9070
39.9130
39.8040
36.1830
35.4600
35.7380
36.2850
34.4040
33.6760
34.5570
35.2510
33.6430
35.0950
36.0050
35.3090
34.1110
32.9280
34.3490
33.7260
34.4040
32.4020
31.9230
31.7090
32.1240
30.2770
29.9320
29.5820
30.0100
29.3520
29.3380
28.9320
29.9210
29.9460
30.4450
30.8090
31.7080
31.5260
32.0110
32.0460
32.1900
32.0490
31.0250
31.1320
31.0690
29.6520
29.1070
29.6150
27.8830
27.4140
27.2170

29.9600 C
30.8750 H
29.8290 C
29.5670 H
29.1450 H
30.8080 H
30.0650 C
29.2100 H
29.9380 H
31.3120C
31.4280 H
31.2740 H
32.1800 H
28.7730 C
29.7590 O
27.5940 N
26.8190 H
27.4290 C
279120 H
25.9630 C
25.4100 H
25.8630 H
25.3380 C
24.7570 N
24.5190 C
23.9300 H
24.8460 N
24.7240 H
25.3780 C
25.8600 H
28.0680 C
28.2230 O
28.3300 N
28.2110 H
28.8240 C
28.6790 H
30.3980 C
30.5370 H
30.8690 H
31.2250 C
30.7360 H
32.2690 H
313410 C
30.9370 O
31.6840 O
28.1060 C
27.6600 O
27.9920 N
28.1810 H
27.3390 C
26.3500 H
27.2470 C
28.1840 H
27.0930 H
26.1280 C
26.2340 N
24.9690 C
24.7190 H
24.1360 N
23.1280 H
24.8820 C
24.5660 H
28.3030 C
27.7730 O
29.6010 N
29.9410 H
30.5430 C
29.9820 H
31.5360 C
32.0930 H
32.3260 H
30.8340 C
30.3720 C
30.4270 H
29.8320 C
29.4150 H
29.6360 C
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33.0350
34.1380
35.0550
34.0160
34.8660
32.6480
33.6540
31.5140
30.2360
30.2720
29.6470
29.5190
29.8400
28.4400
29.9950
29.9960
29.3660
31.4620
31.5390
32.5230
32.7510
33.1220
32.6290
34.0630
34.5220
35.1730
34.8080
36.3590
36.1270
36.7730
37.2270
35.7740
36.6430
36.0640
35.0780
33.2390
32.9080
33.0510
33.5040
32.3050
31.8570
31.1920
30.8950
31.7490
30.0110
29.8750
30.6080
28.6330
28.1760
27.9740
26.7690
26.2020
26.2900
25.2990
27.0240
26.5670
28.3040
28.7720
28.7870
33.2610
32.8000
34.5420
349160
35.5130
35.0050
36.6540
36.2860
36.9030
37.7960
37.6090
36.0310
36.1950
36.3310
36.1550
36.8260
36.4910
36.4750

26.3000
27.7830
27.2370
28.9520
29.4000
33.5260
34.2180
33.9100
33.2290
32.1400
33.5590
33.4930
32.7530
33.4830
34.9100
35.1160
35.6280
35.0430
36.0410
34.8590
33.7520
35.9490
36.8120
35.9440
34.9580
36.9830
38.0100
36.8010
36.9940
35.8080
37.3960
36.7970
37.4190
35.7710
37.1330
36.1210
37.2580
35.0360
34.1700
35.0330
36.0250
33.9150
33.7290
33.0080
34.2290
34.0890
33.6080
34.5160
34.4170
35.1120
35.8010
36.0700
36.2230
36.6330
35.8710
36.1140
35.2820
35.1020
34.8340
35.0530
34.9510
35.3850
35.4240
35.5280
35.2980
34.5290
33.5410
34.6280
34.7680
34.2400
36.9560
37.6730
37.4450
36.7910
38.8580
39.6370
39.1020

29.0710 H
30.0590 C
29.8950 H
30.7760 C
31.2680 H
31.3590 C
31.4130 0
31.9730N
31.8790 C
31.8390 H
31.0240 H
33.1920C
33.9260 H
33.0350 H
33.5130C
34.5840 H
32.9870 H
32.9560 C
32.5230 H
34.0400 C
34.4530 O
345070 N
34.3280 H
35.6410C
35.7110 H
35.2860 C
35.3080 H
36.1630 C
37.2100 H
35.9860 H
35.8800 H
33.8830C
33.6660 H
33.6560 H
33.1140 H
36.8650 C
37.1600 O
37.6040 N
37.3480 H
38.8620 C
38.9240 H
38.8320C
37.8000 H
39.0680 H
39.6230 C
40.9750 C
41.6060 H
41.3810 N
42.2760 H
40.3570 C
40.2870 C
41.1670 H
39.0330C
38.9120 H
37.8700 C
36.9220 H
37.9380 C
36.9820 H
39.1910 C
40.0740 C
41.2020 O
39.8930 N
38.9550 H
40.9810C
419170 H
40.7770 C
41.0550 H
39.7200 H
41.5770 O
423570 H
41.0500 C
40.0770 O
42.2820 N
43.0320 H
42.5810 C
41.8970 H
43.5840 H
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38.4030
38.9750
39.1110
38.5420
38.2080
37.7070
39.6020
39.4850
39.6530
40.9170
41.1630
41.6730
40.5800
41.0170
41.3750
40.7770
42.5800
42.9150
43.4940
42.9290
43.7660
42.8400
44.4290
43.7430
45.3690
44.6650
44.5650
44.0120
44.5770
45.5360
44.7880
45.1160
45.5190
45.3520
46.6470
46.8920
46.2730
45.3960
45.6820
45.0220
46.4560
45.0780
47.3800
47.8610
46.8370
48.0400
47.7880
47.5810
49.0690
49.1720
50.3000
50.0400
51.0700
51.9510
50.3990
51.0770
50.2300
49.4660
51.5760
50.8330
51.3350
51.4620
52.0170
51.7340
53.1750
52.7110
53.7960
54.5310
53.0150
54.2380
54.2390
54.8960
54.3490
53.8060
55.1710
56.2060
54.9810

38.8260
38.1680
39.5440
40.1620
41.1730
39.5900
40.1660
41.0430
39.2280
40.2060
41.2590
39.7150
39.4660
38.4680
40.0720
40.8190
39.6640
38.9860
40.4080
41.2560
39.4350
39.1090
38.1170
37.5870
38.3460
37.5080
40.0180
40.8300
39.1950
40.3120
40.8410
40.3180
41.8470
42.0960
42.5620
41.8870
43.7660
43.5070
44.9630
44.5620
45.5390
45.5670
44.2860
43.4930
44.9050
44.7410
42.8190
43.3190
42.5510
42.3170
42.5240
42.8070
41.2600
41.4370
39.9990
39.1630
40.2420
39.9330
41.0790
41.2390
43.6120
43.9780
44.1310
43.8240
45.0950
46.0090
45.3160
46.0940
45.6150
44.4140
44.5160
45.2530
43.1280
42.6500
42.1750
42.5070
41.1950

42.5860 C
43.4940 O
41.6310N
40.4430 C
40.6790 H
40.0420 H
39.3590 C
38.7220 H
38.8070 H
40.2120 C
40.3510H
39.6000 H
41.4930 C
41.4760 H
42.6590 C
43.4390 O
42.9480 N
42.2790 H
43.8510C
44.2380 H
44.9730 C
45.4470 H
44.5730 C
439120 H
44.0720 H
45.4460 H
46.1240 C
46.5960 H
46.8380 H
45.7250 H
43.1110 C
42.0680 O
43.6550 N
44.6200 H
42.9600 C
42.1400 H
42.1190 C
41.5260 H
42.9350 C
43.7040 H
43.4420 H
42.2580 H
41.2570 C
40.6830 H
40.5440 H
41.9950 H
43.9640 C
45.0880 O
43.5510N
42.5740 H
44.3320 C
453520 H
44.2790 C
44.8950 H
44.7590 C
44.5870 H
45.8080 H
44.2000 H
43.0090 O
424230 H
43.9510C
42.7880 O
45.0290 N
45.9490 H
447870 C
444140 H
46.1050 C
459010 H
46.8040 H
46.5270 H
43.8450 C
43.1290 O
43.8180 N
44.5220H
43.0580 C
43.1380 H
43.4970 H
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54.8480
55.5640
53.9120
53.2850
53.5070
52.9500
54.3650
52.5550
52.5620
51.8700
51.8830
50.9620
51.0050
51.3830
51.3080
50.7170
52.7810
53.5090
53.2870
54.2180
53.5770
52.4220
52.7470
52.5470
53.7760
52.0850
49.5250
49.2610
48.5880
48.8830
47.1040
46.9700
46.3030
45.3330
46.9330
46.2340
46.6930
47.1250
45.7450
45.6030
45.2930
45.6640
45.9100
45.7970
453610
47.4560
48.3540
47.9410
49.7300
50.3270
50.2580
51.2880
49.4140
49.8330
48.0700
47.4030
43.7610
43.1110
43.1710
43.6910
41.7340
41.2350
41.0900
40.0050
41.2730
41.5130
42.8040
43.4440
43.2510
44.2430
42.3260
42.6990
41.9600
41.0290
40.2520
40.6660
39.7050

42.1960
41.5150
42.9970
43.4180
43.1050
44.0060
43.2970
42.0400
41.9240
41.2690
41.5190
40.1870
40.0760
38.9140
38.9700
38.0960
38.5060
39.3090
37.3110
36.9320
37.7790
36.6650
38.0020
38.7650
37.7530
37.1740
40.5310
41.1820
40.0430
39.5420
40.0040
40.1780
41.0220
41.1430
41.9090
40.7670
38.5070
37.7320
38.0750
38.6600
36.6770
36.0150
36.1710
36.9100
35.3000
35.9480
36.9560
37.9020
36.6860
37.4540
35.3920
35.1440
34.3890
33.4000
34.7050
33.9020
36.6110
37.4460
35.6540
35.0350
35.4990
35.6330
36.4180
36.3220
37.4880
36.2440
36.5970
37.3050
36.1800
36.4010
35.5950
353170
34.9840
35.2730
34.8470
35.5810
35.2390

41.5760 C
40.8210 O
41.1080 N
41.7790 H
39.6990 C
39.4400 H
39.0550 H
39.1660 C
37.9230 O
40.0130 N
40.9920 H
39.6480 C
38.5640 H
40.2500 C
41.3360 H
39.9750 H
39.8990 C
40.0060 H
40.6870 C
40.2650 H
41.6280 H
40.8380 H
38.4040 C
37.6520 H
38.1480 H
38.1520 H
40.1400 C
41.1460 O
39.3360 N
38.5100 H
39.5040 C
40.5720 H
38.6340 C
39.1160 H
38.6950 H
37.5770 H
39.3760 C
38.4980 O
40.2310N
41.0420 H
40.4180 C
39.6360 H
41.7370 C
42.5310H
42.0930 H
41.7130 C
42.1680 C
42.4880 H
42.3920 C
42.8620 H
42.3200 C
42.5290 H
41.9200 C
41.8010 H
41.6290 C
41.3540 H
40.3530 C
41.0020 O
39.6290 N
39.0230 H
39.5470 C
40.5070 H
38.5030 C
38.5460 H
38.5990 H
37.0480 C
36.5940 C
37.1000 H
35.3260 C
349610 H
343850 C
33.1580 O
32.6440 H
34.7860 C
34.1680 H
36.1240 C
36.4800 H
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41.3590
42.0760
40.1240
39.5380
39.6110
40.4040
39.2380
38.4370
37.7110
38.2760
39.0010
37.3250
36.8370
38.1080
37.4200
39.0360
38.5480
39.9190
39.3300
38.8120
39.6460
36.2680
36.5480
35.1290
35.0870
34.1640
34.0250
32.8720
33.1100
32.3850
32.0050
32.5980
31.8170
30.3660
29.9300
30.6840
29.7300
28.9740
34.7590
34.2140
35.8010
36.1110
36.5510
35.9290
37.5120
37.1030
38.4440
37.8950
37.2940
38.8520
37.4390
38.1910
37.3550
36.7750
38.2390
37.7690
38.2970
39.6430
40.3370
40.1250
39.6220
41.5160
42.1370
41.9660
41.2760
42.8860
42.1610
41.2210
40.2080
41.8580
41.3000
43.1280
44.1720
44.2270
45.4000
46.2310
45.5950

34.0780
33.2810
33.6710
34.2580
32.3030
31.6600
31.8350
32.2920
33.2920
31.1400
30.4870
30.9500
31.9190
30.6900
30.5880
31.7900
32.7310
31.6970
31.6530
29.4920
29.6280
29.8740
28.8090
30.1640
30.9390
29.0410
28.6340
29.5370
30.2230
28.6310
30.3440
30.5180
31.3110
29.5730
30.6230
30.6570
31.5810
30.2520
27.9190
26.8360
28.1040
29.0620
27.0710
26.3820
27.7250
28.6460
27.9910
26.8150
25.6900
27.2050
26.2370
25.3960
26.3720
27.1370
25.6830
25.8340
24.6130
26.2270
25.7150
27.1880
27.5780
27.5540
26.7860
28.0330
28.7750
28.5990
26.9390
26.4750
26.8280
25.4970
24.8330
25.2120
24.3920
23.8630
24.4830
23.9070
25.2320

38.9470 C
38.3560 O
39.2480 N
39.8240 H
38.9100 C
38.5260 H
39.8210 H
37.8700 C
37.6690 O
37.2040 N
37.4670 H
36.1390 C
36.0340 H
34.8790 C
34.0400 H
34.4530C
34.7080 H
35.0860 H
33.4130 H
35.0030 O
35.4580 H
36.3600 C
36.9270 O
35.7090 N
35.0630 H
35.6790 C
36.6800 H
35.0540C
342410 H
34.6940 H
36.0450 C
36.9430 H
35.5780 H
36.4050 S
37.8270 C
38.6140 H
37.3480 H
38.1970 H
34.9090 C
35.0270 O
34.1160 N
34.0340 H
33.3950C
32.8240 H
32.3610C
31.9440 H
32.8590 H
31.1680 C
31.0330 0
30.4430 O
342740 C
33.8420 0
355770 N
35.8920 H
36.5660 C
37.5380 H
36.3680 H
36.7210 C
37.6030 O
35.9980 N
352130 H
36.0530 C
36.5160 H
34.6780 C
34.2760 H
34.8250 H
33.6850 C
32.7840 C
32.6600 H
31.9780 N
31.4590 H
32.4330C
31.9790 C
31.0400 H
32.6650 C
32.2860 H
33.8680 C

RNl - R-N-R=-N-loNoNeloN=oleNe e oSN X - RN NNl NNl o N X=-N-R-NoNN-N= s lol oo RN o el - e Fo N - N e N =R N NN - =N e - N NN NN N N R N X=}

46.5430
44.4530
44.6740
43.2620
41.7720
41.1010
42.4530
42.9320
43.0300
42.2370
43.3240
42.3890
44.0010
43.8090
43.2230
42.5020
43.5600
42.9820
44.5240
44.7810
45.1150
45.7390
44.7650
45.1900
44.2630
45.1640
44.2410
43.4970
45.0750
45.8590
44.2540
43.3930
44.8340
43.7810
44.7020
43.1000
42.9530
42.1270
43.6170
42.3230
43.0090
41.6320
41.7170
41.4470
40.8470
423210
45.7830
45.2500
46.9700
47.3740
47.8200
47.1980
48.7970
48.3650
49.6030
49.2350
48.5260
49.1620
48.5880
48.1710
48.8390
49.1830
47.5130
46.9870
47.7380
46.8780
48.4570
48.0790
46.5870
46.3880
45.6250
47.0840
49.9590
49.9450
50.8410
50.6390
51.8360

25.1610
25.9950
26.7550
26.0610
28.7630
29.8140
28.6850
27.8080
29.7780
30.5240
29.3270
28.9610
28.4790
30.4270
31.6470
31.9100
32.6530
33.5660
32.3590
33.1210
31.0550
30.7390
30.1210
29.1300
30.1740
29.3910
31.4970
32.0820
32.2030
31.5760
32.8140
33.2320
33.4710
31.7370
31.3010
31.0850
32.2890
32.8690
32.9090
31.1180
30.3530
30.5390
31.7600
31.0940
322110
32.4070
33.3520
33.9390
33.6790
33.1140
34.7640
35.3780
34.0860
33.2330
33.6270
34.7570
35.5550
34.9590
36.9080
37.2530
37.8560
37.3380
38.5760
39.0020
39.6600
40.2880
40.4230
39.2790
37.4710
36.5980
379170
37.0630
38.8780
39.4930
39.1450
38.6250
40.1720

343810 H
34.3200 C
35.0540 H
33.5950C
36.9550 C
36.7640 O
38.0350 N
38.1800 H
38.7170 C
38.7840 H
40.1640 C
40.5880 H
40.2610 H
41.1270 C
41.1790 C
40.4190 H
42.0810 C
42.0850 H
43.1230C
43.8450 H
43.1280 C
439510 H
42.1160 C
42.1830H
37.9070 C
37.5910 0
37.5440 N
37.8970 H
36.5050 C
36.0820 H
35.3670 C
35.8890 H
34.7200 H
34.4010 C
34.0140 H
34.9470 H
33.2530 C
33.6670 H
32.6500 H
324010 C
32.0380 H
33.0130 H
31.2490 N
30.5400 H
31.4930 H
30.7610 H
37.2940 C
38.2880 O
36.8370 N
36.1040 H
37.3290 C
37.9810 H
38.3020 C
38.8250 H
37.7290 H
39.0410 H
36.2050 C
35.3560 O
36.3000 N
37.1530 H
352250 C
34.3300 H
34.7740 C
35.6280 H
33.7620 C
335310 H
34.0610 H
32.7990 H
34.1470 C
34.7680 H
33.8940 H
33.2670 H
35.5830 C
36.6480 O
34.6010 N
33.7590 H
34.7360 C
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52.3420
53.0090
53.5610
52.6910
53.9560
53.8820
54.7360
51.1540
50.6950
50.9620
51.5700
50.1070
49.1090
49.8710
49.1370
49.0390
48.5950
48.2200
49.6120
51.1210
51.9340
51.4500
50.8950
50.1140
50.6370
51.8250
50.5920
49.7420
51.9230
52.5600
52.4340
51.6980
53.8010
54.4050
54.2320
53.7730
53.0220
53.5460
55.0810
55.2250
54.7400
56.3240
56.5670
57.1230
56.4160
56.4330
55.5770
57.1930
52.4810
52.9400
52.0090
51.6950
51.9020
51.9830
52.9850
52.7780
54.3700
54.5460
55.0770
54.5810
52.7650
53.5120
50.6170
50.3930
49.7610
50.0430
48.5200
47.8940
48.0480
48.6650
47.7150
49.8900
50.6860
50.1980
49.6330
51.7130
52.2890

40.2120
39.8400
39.0740
39.3740
41.0030
42.0280
40.9360
41.5370
41.7880
42.4580
42.3520
43.6500
43.3360
44.2460
45.0130
43.2510
43.7430
42.8250
42.4020
44.9560
44.2430
45.7270
45.7070
46.4660
44.9150
46.2000
44.6790
45.3170
44.8120
44.2380
45.8070
46.6100
46.3690
45.4640
47.0000
47.1130
47.9020
46.4690
47.8620
48.7170
48.1790
46.9810
46.5510
47.6780
45.8750
46.3200
45.3200
45.2450
45.2460
45.9460
44.0010
43.4650
43.3810
44.2010
42.2990
41.8140
42.9230
43.7610
42.1360
43.1160
41.2920
41.3400
42.6480
42.4140
42.3920
42.5640
41.6590
41.6040
42.1650
40.1780
39.6470
39.5700
40.0050
38.1500
37.8520
38.0340
38.3380

35.7000 H
33.8490 C
34.3950 H
32,9160 H
33.7450 C
34.4910 O
32.7910 O
34.4700 C
33.3700 O
354970 N
36.2960 H
35.3530C
35.0450 H
36.7450 C
36.4970 H
37.5860 C
38.4520 H
37.0060 H
37.9600 H
37.3280 C
37.4640 H
36.6330 H
38.6290 C
38.6690 H
39.3320H
38.9140 H
34.3660 C
33.7720 O
34.1430 N
34.6760 H
33.1780 C
33.2090 H
33.6990 C
33.7590 H
329210 H
35.0490 C
35.0030 H
35.8990 H
353610 C
347010 H
36.3470 H
35.3330C
343610 H
35.5840 H
36.3030 N
37.2090 H
36.3940 H
36.1610 H
31.7340 C
30.8500 O
31.4870 N
322830 H
30.1730 C
29.4600 H
29.8830 C
28.9290 H
29.6530 C
30.3280 H
299150 H
28.6010 H
30.8810 O
31.4830 H
29.8810 C
28.7420 O
30.8410 N
31.7950 H
30.5880 C
31.4790 H
29.7460 H
30.1970 C
29.5990 O
30.3950 N
30.8380 H
30.0050 C
29.1220 H
29.6490 C
30.5230 H
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52.0520
52.1490
52.0050
53.2260
51.3800
51.5820
50.3050
51.7230
51.0950
52.7640
51.4610
50.5880
51.4630
52.0980
49.9280
50.3960
49.1810
48.8370
49.0520
48.8760
47.7970
47.8530
47.8000
46.8300
48.5180
48.0000
46.4770
46.2450
46.4220
45.6740
50.4100
50.5490
51.2120
50.9100
52.4250
53.0250
53.2850
52.8230
543110
53.3780
52.3980
54.4240
54.0840
54.6070
55.4070
53.6800
52.8600
53.9720
54.5340
52.1700
52.7870
51.1690
50.5290
50.7530
51.1870
51.3730
52.4450
50.8960
51.1010
51.8060
52.7550
51.2240
51.5700
50.0410
48.9980
49.1500
47.8610
47.2180
47.7200
46.7870
48.7590
48.7310
49.8990
49.2640
48.3260
48.9700
49.7080

37.0140
38.9190
39.9860
38.7730
38.6830
37.6890
38.8000
39.7760
40.6600
40.0820
39.3110
38.8050
40.0440
38.5380
37.2220
37.4770
36.1360
35.8900
35.0000
35.5940
34.0900
33.7910
32.9730
32.4760
32.2020
33.3620
34.7890
34.8610
35.8090
34.2820
34.2340
33.3660
34.5110
35.1980
33.7080
33.6570
34.4800
34.2080
34.1120
36.0180
36.4840
36.5100
37.4740
35.8110
36.7920
36.4670
36.2130
37.5160
35.8630
32.3260
31.3150
32.1730
32.9370
30.9180
30.0720
30.9720
31.1610
31.8690
29.8290
28.7490
28.6450
27.7940
26.8670
28.2870
27.7540
26.7770
28.5590
27.9950
29.8150
30.3490
30.3300
31.3040
29.5250
30.6340
31.4510
29.3050
28.6160

29.4680 H
28.4130 C
28.5840 H
28.3300 H
27.0710 C
26.6730 H
272120 H
26.0990 C
26.2120 H
26.2050 H
24.7100 N
24.6650 H
24.0150 H
24.5750 H
31.1820C
32.2520 0
30.9560 N
30.0380 H
31.9610 C
32.8570 H
31.6620 C
30.6160 H
32.7120 C
32.6900 H
32.4310 H
33.7110 H
31.9600 C
33.0230 H
31.5780 H
31.4250 H
32.0820 C
31.2690 O
33.1000 N
33.7760 H
33.4070 C
32.4990 H
344350 C
35.3840 H
34.4260 H
34.3880 C
34.4930 H
35.3830C
35.7610 H
36.1990 H
35.0060 H
32.9080 C
32.2360 H
32.8560 H
32.6000 H
33.9380C
33.5760 O
34.8200 N
34.9860 H
35.5040 C
349710 H
36.9620 C
36.9060 H
37.3570 H
37.8750 C
37.9460 C
37.4400 H
38.8020 N
39.0050 H
39.3010 C
39.9830 C
40.4170 H
40.3180 C
40.9780 H
39.7250 C
39.8300 H
38.9220 C
38.4560 H
38.6610 C
35.4520C
35.5620 O
353610 N
353580 H
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47.5980
47.1150
46.8670
45.8010
47.0460
47.2190
48.2220
47.2760
46.2500
45.5260
46.0750
45.2360
46.5130
47.5160
48.3680
46.5860
46.1220
46.3610
46.8430
47.0720
48.0270
46.6080
47.3480
46.3780
47.8970
48.2710
49.2470
48.0600
48.6780
47.1220
44.8600
44.0770
44.4270
45.1240
43.0100
42.3770
42.9630
43.4240
43.5600
41.5490
41.7300
40.8900
40.7400
40.6390
41.2970
39.4720
39.6800
39.0010
38.7370
38.5250
39.3300
37.8170
42.5810
43.1520
41.6090
41.1760
40.8960
41.5050
40.4340
39.8930
39.7000
41.5440
42.0800
42.5380
43.2230
41.9780
42.9020
40.8270
41.5760
40.0800
40.2560
39.7870
39.3330
39.2250
39.7000
38.3270
38.5680

28.7730
29.3480
29.1890
29.0520
30.2350
28.3560
28.6040
27.2870
28.6520
29.5870
27.7800
27.9350
26.8730
27.2950
26.4780
26.9470
27.6670
25.5270
24.8850
25.2150
25.7380
25.7490
23.7160
23.2390
23.1860
23.4920
24.1130
22.3970
22.3250
22.0240
25.3290
26.2230
24.0980
23.3670
23.6340
24.5130
22.8200
23.4120
21.9400
22.3380
21.4030
22.2160
23.2690
24.2580
23.2340
22.5200
21.4570
22.6500
23.0300
24.0070
229170
22.6470
229310
21.9530
23.5050
24.2580
23.0300
22.3600
24.2460
24.9800
23.9220
24.9630
24.2270
25.7190
24.9560
26.0500
26.5980
25.9430
26.6980
26.4910
25.4110
22.0870
22.2010
21.2880
21.0880
20.2760
19.8330

355250 C
36.3140 H
34.2440 C
344240 H
33.9930 H
32.9630 C
32.6160 H
33.1690 H
31.8200 C
31.7840 O
30.8250 N
30.2850 H
30.9080 H
35.9290 C
35.5090 O
36.8600 N
37.3940 H
37.2770 C
36.5400 H
38.5850 C
38.5250 H
39.4140 H
38.9530 C
39.0960 H
38.1750 H
40.1090 C
40.4020 O
40.8350 N
41.6300 H
40.8180 H
37.3590 C
37.5650 O
37.0490 N
37.0500 H
36.9330 C
36.8080 H
35.6800 C
34.8890 H
35.9200 H
35.2810C
347510 H
36.1400 H
34.2920 C
34.7390 H
33.3560 H
34.0530 C
33.9360 H
35.0270 H
32.8860 N
33.0240 H
32.0760 H
32.7230 H
38.2640 C
38.7590 O
38.9370 N
384210 H
40.1560 C
40.7630 H
40.9470 C
40.3500 H
41.6840 H
41.6910 C
42.2900 H
40.7760 C
40.4080 H
39.9010 H
41.3070 H
42.6410 C
42.8810H
42.0680 H
43.4020 H
39.6970 C
38.5250 O
40.6310 N
41.5000 H
40.2100 C
39.2440 H
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38.3580
36.8340
36.0840
36.5040
37.2280
35.2020
34.6800
34.3260
34.1970
34.7540
33.0670
32.5560
35.2420
35.9960
34.3770
33.8400
34.3740
35.1130
33.4220
34.5630
33.8510
35.5180
35.9720
35.7850
35.6620
37.2600
37.3500
37.5680
37.5830
38.5090
36.7660
38.1920
38.2310
37.8210
39.6640
40.1160
40.3660
39.8030
34.7560
34.7960
33.7020
33.5000
33.1740
33.1930
31.7360
31.3710
30.8580
29.8980
30.7160
31.1840
31.6460
32.1380
32.3180
30.2630
29.7230
29.6770
30.4350
34.1280
34.9180
34.0810
33.3100
34.8680
34.2460
35.3700
35.9390
36.2840
36.4170
35.9340
37.3270
37.5210
36.6040
36.4530
37.2280
35.2570
34.9270
34.5590
33.5880

19.4710
20.7500
20.0000
21.9410
22.4060
22.5140
22.0430
22.4250
21.3640
22.9540
22.8990
22.2910
23.9870
24.6940
24.4540
23.7390
25.8670
25.9710
26.1910
26.8820
26.8980
27.8410
28.0050
28.9530
28.5200
29.4760
29.9860
30.5020
30.0190
30.9950
31.2260
28.2890
27.9920
27.4820
28.5140
29.0380
27.6840
29.0960
30.0340
31.0620
29.8240
28.8670
30.8570
31.8590
30.4530
31.3410
30.1790
29.8760
31.1020
29.3320
29.2260
28.3770
29.4970
28.9160
29.8310
28.3920
28.3550
30.9810
30.0700
32.1400
32.7240
32.6360
33.1760
31.8530
33.6650
33.7390
34.4150
34.1260
35.5630
35.8150
36.7300
36.3310
37.6100
37.1550
36.9600
37.8410
38.0670

40.9440 H
40.0900 C
39.4550 O
40.6380 N
41.1680 H
40.4720 C
39.6390 H
41.6730 C
41.8860 H
42.5250 H
41.3970 O
40.8580 H
40.0740 C
40.6800 O
39.1240 N
38.6530 H
38.5810 C
37.7860 H
38.1590 H
39.7450 C
40.7790 O
39.6500 N
38.7630 H
40.6230 C
41.6150 H
40.6130 C
39.6540 H
41.7660 C
42.7430 H
41.5220 H
419120 H
40.6570 C
41.7050 H
40.0250 H
40.2940 C
41.1360 H
40.2280 H
39.3830 H
40.5150 C
39.8030 O
41.3440 N
41.5940 H
42.2750 C
41.8470 H
42.7020 C
43.2180 H
41.4700 C
41.8890 H
40.9070 H
40.8660 H
43.6800 C
43.2060 H
44.4940 H
44.2550 C
44.5000 H
43.5000 H
45.1740 H
43.4880 C
43.8060 O
44.1500 N
43.8580 H
45.3140 C
46.0280 H
45.8830 H
44.9010 C
43.7170 O
45.8690 N
46.7070 H
45.8200 C
447770 H
46.6160 C
47.6190 H
46.7680 H
46.1250 C
44.9650 O
46.9390 N
46.7760 H
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34.9290
38.7420
38.8570
39.9020
39.9680
39.2470
39.8260
41.3980
41.6580
41.5560
42.0720
43.1210
41.9460
41.2430
41.1870
41.9740
41.7860
42.9060
43.0290
43.6200
43.4230
43.2050
43.5020
41.6760
41.3700
41.2260
41.2050
43.6540
42.9040
44.6790
43.5900
42.5530
44.0410
44.1360
45.0920
45.4440
45.9470
45.6000
47.3250
47.3190
48.3470
48.0020
48.3250
48.8750
48.7540
47.3610
49.7160
49.6890
47.8710
47.3190
48.8470
49.3880
49.1360
49.0940
48.0240
48.1230
47.1120
47.8130
47.0860
46.6190
46.8270
46.3640
47.2430
46.9020
48.1190
48.5010
48.4110
48.8910
50.5220
51.2330
51.0170
50.5120
52.1850
52.7970
53.0650
52.4140
53.8650

38.1220
35.3480
35.1560
35.3420
35.1650
35.7350
34.1030
35.4630
36.5190
35.0650
34.6470
349110
33.5700
35.0340
34.1240
35.9800
37.1910
35.4490
34.4510
36.1900
37.2600
35.7730
36.6080
35.8320
36.6670
34.9340
35.9550
34.4860
33.7060
34.2050
34.7270
34.7820
33.9290
35.6330
35.8670
34.8020
36.6140
37.5170
36.2570
35.1700
36.6350
36.2190
38.1680
38.6880
38.3650
38.6740
36.3050
35.3800
36.8050
37.8470
36.1440
35.4290
36.1880
37.2020
35.4870
35.8650
35.9980
33.9610
33.4010
34.0630
32.0380
31.5610
31.1920
30.1840
31.7620
31.2210
33.1800
33.5980
35.6120
34.9330
35.9510
36.5760
35.3630
34.8530
36.4860
37.0380
36.0240

47.8360 H
46.3660 C
47.5890 O
45.6210 N
44.1490 C
43.5630 H
439510 H
43.7650 C
43.8470 H
42.7620 H
44.9090 C
45.0460 H
44.8010 H
46.1350 C
46.7330 H
47.1150 C
47.1710 O
47.9440 N
47.8430 H
49.0160 C
48.9510H
50.4540 C
51.0890 H
50.4130 C
49.7840 H
49.9900 H
51.3880 H
51.1420 C
51.0080 H
50.9010 H
52.6980 C
53.0280 H
53.2880 H
52.9610 H
48.8770 C
48.3530 O
49.4920 N
49.7830 H
49.8280 C
49.9060 H
48.6560 C
47.7090 H
48.4440 C
49.2280 H
474610 H
48.4140 H
48.9970 O
49.2530 H
51.1930 C
51.6210 O
51.7910 N
51.3260 H
53.2390C
53.6360 H
53.9770 C
54.9950 H
53.6700 H
53.9460 C
52.8700 C
52.1560 H
52.8460 C
51.9950 H
53.9280 C
54.1100 H
54.9260 C
55.7800 H
54.9440 C
55.8160 H
53.5490 C
52.8030 O
547170 N
55.3300 H
55.2980 C
54.5540 H
55.8720 C
56.5500 H
56.4490 H
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53.6850
52.8560
54.6030
55.1280
54.1350
55.4340
54.3570
54.9470
54.9550
53.6450
51.9050
50.8820
52.7280
53.3800
52.5990
51.6090
52.7280
53.6070
54.4820
53.5830
52.5890
52.3770
51.7140
53.1490
53.5560
52.3770
54.2810
55.1580
53.9720
54.6500
54.6050
56.0690
57.0400
56.2620
55.5050
57.5420
58.2870
57.5530
56.7850
58.4410
57.5120
58.1770
56.8420
57.9310
59.1090
57.0640
56.2630
57.0040
56.0310
58.1270
59.1210
583170
57.7510
58.5210
56.7690
57.8020
56.8760
58.5670
57.9730
58.8910
57.1420
57.8340
57.5740
57.1140
58.7050
56.8590
57.1290
56.4780
55.8600
56.3360
57.1660
56.3430
57.3130
55.5900
56.3250
55.3930
57.1820

37.4530
38.0320
38.4990
39.0860
39.2380
37.9730
36.7700
37.4180
35.9270
36.2590
34.2890
34.3950
33.2170
32.9950
32.1610
32.0790
31.2290
323670
33.2400
31.6490
30.6120
29.8400
31.1850
29.8440
28.9310
29.6530
30.6980
30.0780
31.1330
31.7420
32.7060
31.4620
32.0470
30.7970
30.3820
30.7350
30.4300
29.5850
29.6990
29.6120
28.1650
27.8090
27.3550
32.0180
32.1570
32.9970
32.7300
34.1260
34.5930
35.1910
34.8060
35.8370
36.1940
36.9650
36.6600
35.6340
35.1230
34.8990
36.6760
37.2600
37.3720
36.1470
36.8340
35.4390
35.7650
33.7510
34.6090
32.4930
32.0210
32.0120
32.4850
30.5390
30.3680
30.1820
30.0460
30.2720
30.5860

54.8230C
54.4150 H
55.6120C
54.8580 H
56.2630 H
56.0810 H
53.6950 C
53.0460 H
54.0400 H
53.0470 H
56.3590 C
57.0510 O
56.5180 N
55.7790 H
57.4840 C
57.9320 H
56.9320 H
58.5670 C
58.5030 O
59.7410 N
60.1300 C
59.3910 H
60.4340 H
61.3100 C
60.8760 H
62.0560 H
61.8550 C
62.0430 H
62.8060 H
60.8350 C
61.3420 H
60.3020 C
60.8370 O
59.1500 N
58.6270 H
58.4660 C
59.2010 H
57.3600 C
56.5950 H
56.7280 H
57.8730 C
58.8920 O
57.2300 O
57.6750 C
57.3330 0
57.6340 N
58.1880 H
56.7230 C
56.8750 H
56.9420 C
57.1700 H
56.0850 H
58.0310C
58.0000 H
57.9540 H
59.4810 C
59.7450 H
59.7300 H
60.5590 C
60.4900 H
60.4450 H
61.9420 N
62.6360 H
61.9840 H
62.2820 H
552370 C
54.3840 O
549140 N
55.5570 H
53.5300C
53.0070 H
53.5510C
54.0160 H
54.2540 H
52.1170 C
51.6000 H
51.7160 H
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56.6190
57.6070
55.9460
56.6010
57.1570
55.5880
57.2030
58.1220
57.3360
56.6550
54.9800
53.9600
55.0020
55.9010
53.7910
53.2520
54.1430
54.6030
54.9440
52.8590
52.1620
52.1970
53.1610
54.3080
52.1620
52.3580
51.2720
52.9220
53.4060
51.6150
51.2420
50.6300
51.0320
50.0560
49.9230
49.0710
50.8720
51.6820
51.7050
52.5310
53.1250
52.4750
53.2730
52.9850
51.5940
51.5570
50.8490
50.3140
49.5400
49.5350
48.8670
49.2290
47.7240
47.3800
48.2610
48.6900
47.0860
47.5710
46.5710
46.4630
49.2970
48.7950
49.9360
49.8900
46.5520
46.7730
45.3090
45.1390
442110
44.3900
44.1180
45.0820
43.8860
43.3800
42.8410
42.5120
42.0560

28.5280
28.2880
27.9140
27.8470
26.9090
27.5600
28.6500
28.9810
28.1820
29.4880
32.5860
32.4640
33.2930
33.5050
33.8530
34.3880
34.8320
35.7240
34.5270
35.3810
34.6990
35.7380
36.5900
37.0450
37.3190
38.1560
36.9870
32.7290
31.8270
32.7640
33.5080
31.8850
31.1620
31.1680
31.8710
30.7210
30.0340
30.3530
31.2990
29.3660
29.4860
28.0620
27.0790
26.2020
27.7140
26.7280
28.7440
28.5130
32.6540
33.8810
31.9270
30.9890
32.3750
33.3540
32.5580
31.5860
32.9190
33.0040
31.9820
33.7650
33.6540
34.6180
33.7460
33.3720
31.3560
30.1900
31.7840
32.7800
30.8890
29.9130
30.7360
30.3470
31.6950
29.9830
31.2570
32.4500
30.2400

52.0190 C
52.4110 H
52.6170 H
50.5970 C
50.6050 H
50.3170 H
49.5040 N
49.7600 H
48.6190 H
49.3730 H
52.9880 C
53.6790 O
51.8660 N
51.4570 H
51.2290 C
52.0110 H
50.0930 C
50.5170 H
49.4190 H
49.4100 C
48.9230 H
50.1990 H
48.4340 C
48.1960 O
47.8990 N
47.3690 H
48.2420 H
50.6180 C
49.8870 O
50.9620 N
51.5340 H
50.4580 C
49.7480 H
51.6810 C
52.5040 H
51.5520 H
52.2860 C
53.4120 C
53.9310 H
53.9710C
54.8640 H
53.4970 C
54.0470 O
53.7830 H
52.4670 C
52.0260 H
51.8450 C
50.9360 H
49.7230 C
49.8170 O
48.8310N
48.7410 H
47.9970 C
48.3280 H
46.6060 C
46.3620 H
45.6550 C
44.6830 H
45.4430 H
45.9460 H
46.3350C
46.2560 H
47.2140 H
45.4660 H
48.0630 C
48.2220 0
48.1700 N
48.1940 H
48.4360 C
47.9850 H
49.9580 C
50.2850 H
50.4210 H
50.2340 H
47.8060 C
47.7540 O
47.4430 N
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42.4620
40.7370
40.2240
41.0790
41.8450
41.4580
42.2350
40.6350
41.8670
39.8430
39.0670
39.5590
40.1620
39.8840
40.4250
38.5890
38.1740
37.5910
37.9370
36.1970
35.8540
35.4030
36.1700
36.7590
37.1850
36.7570
37.3640
36.1140
36.2150
35.5740
35.4350
35.0800
35.5060
35.0710
37.4230
37.9400
36.6190
36.3730
36.3180
36.0560
37.6300
38.2070
38.1680
37.4380
36.9520
35.1380
35.1850
33.9960
34.0180
32.6870
32.6710
32.6490
31.4990
30.6480
31.4750
32.2090
30.5540
30.9170
30.7920
31.8720
30.1780
29.0970
30.4640
30.5080
30.2790
30.6820
30.7640
29.1950
29.0730
28.5650
28.4440
29.0350
26.9670
26.3720
27.0220
26.3750
27.0470

29.3160
30.3610
31.1910
30.5710
31.3360
29.2330
28.7040
28.5300
29.4640
31.1380
30.4420
32.0160
31.4910
29.1480
28.1040
29.2780
30.1500
28.1740
27.3550
28.7150
29.4720
27.9840
29.1850
28.5520
27.5610
29.1640
28.7100
30.3680
31.0960
31.8090
30.9450
31.9560
30.4470
31.0810
27.5700
28.1250
26.4380
25.9390
25.8320
26.6440
25.1390
25.8990
24.8750
24.0200
24.2740
24.9260
23.9540
25.2480
25.9460
24.7590
23.6690
25.0870
25.2550
25.9030
25.0680
24.4770
25.8740
26.8900
25.5950
25.5240
24.2050
24.1050
23.9410
23.4390
26.7350
27.6700
26.5500
26.7310
25.8130
24.7270
26.9760
27.7850
27.2820
26.3690
27.5090
28.4320
28.9240

47.4020 H
46.7570 C
47.2430 H
45.2500 C
45.1230 H
44.5530 C
45.1050 H
44.4220 H
43.5690 H
44.6340 C
443150 H
452140 H
43.6540 H
47.0900 C
47.4430 O
46.8990 N
46.6040 H
46.8430 C
474740 H
47.3270 C
46.6210 H
47.1730 H
48.7410 C
49.8140 C
49.7490 H
51.0400 C
51.8100 H
51.3270 C
52.4970 O
52.4630 H
50.2590 C
50.3940 H
48.9830 C
48.2250 H
45.3830 C
44.3960 O
453040 N
46.1470 H
44.0300 C
43.3520H
43.5840 C
43.0570 H
44.4940 H
42.7610 O
41.9730 H
44.2190 C
45.0230 O
43.6690 N
42.9400 H
44.1120 C
44.0960 H
45.1510H
43.3490 C
43.9420 O
42.0220 N
41.6590 H
41.1630 C
41.3160 H
39.6640 C
39.5350 H
39.2300 C
39.3360 H
38.2120 H
39.9310H
38.7160 C
39.1040 H
37.7570 H
38.6030 H
41.4680 C
41.6740 O
414210 N
41.2890 H
41.8010 C
41.7730 H
42.8650 H
40.9680 C
40.0720 O
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25.1850
24.7500
24.6680
239110
25.4640
23.9290
23.8350
23.4240
23.6750
22.5530
21.6890
22.0740
21.6800
22.8190
20.9190
20.1270
20.3100
19.2340
18.8120
19.2590
18.4680
17.5900
18.8040
18.1120
19.9740
20.2140
20.7610
21.5410
20.3660
23.1600
22.5140
24.4040
25.0530
25.1700
24.5340
26.3530
26.0070
27.0530
27.0440
26.6010
25.8420
27.2080
26.9760
28.1880
28.6180
28.5960
29.2830
27.9960
28.3700
25.5080
25.5610
25.6760
25.4300
26.1120
26.9660
26.5390
25.0160
25.1340
23.7930
23.6650
22.4790
22.2510
21.4100
21.4730
21.6390
22.6690
21.3590
20.9360
20.0230
19.8470
19.8850
18.9070
19.0290
18.9720
17.9550
22.5810
22.1110

28.9740
28.6520
30.2450
30.6610
30.9890
30.1650
29.0770
31.2780
32.1100
31.4210
30.7590
32.8720
33.1930
33.5810
33.2470
32.4060
31.3540
33.1390
32.7810
34.4380
35.6000
35.6270
36.8540
37.6430
37.0290
38.0200
35.8420
36.0210
34.5340
31.0170
30.2520
31.4420
31.9430
30.9190
30.9820
31.8370
32.8700
31.7810
31.3710
31.9590
32.7240
31.4640
31.8390
30.4820
30.1240
29.8890
29.0580
30.3240
29.9030
29.4910
28.7480
29.0150
29.6080
27.6030
27.3420
27.6290
26.6240
25.4680
27.0440
28.0130
26.2830
26.0520
27.1550
28.1340
27.4720
27.7650
26.6130
28.2240
26.6010
25.5940
26.4320
27.4380
28.4850
27.3750
27.1250
24.9660
24.0060

41.3190 N
421710 H
40.7670 C
41.4320H
40.7370 H
39.3930 C
38.7510 0
38.9740 N
39.4880 H
37.6810 C
37.7350 H
37.7320 C
38.6960 H
373710 H
36.8890 C
36.1290 C
35.9700 H
352740 N
344280 H
35.6630 C
35.2940 C
34.6660 H
35.8380 C
35.5810 H
36.5460 C
36.9020 H
36.9500 C
37.6760 H
36.5440 C
36.3360 C
35.63100
36.0820 N
36.6710 H
349150 C
34.0320 H
34.5900 C
34.5660 H
354240 H
33.2960 C
32.0630 C
31.9950 H
30.8410 C
29.8550 H
30.8940 C
29.9700 H
32,1220 C
32.1770 H
33.3260 C
342470 H
35.1140 C
34.1950 O
36.3680 N
37.1480 H
36.6950 C
36.0700 H
37.6970 H
36.5940 C
36.8000 O
36.2590 N
36.0020 H
36.1870 C
37.2270 H
35.5920 C
36.0660 H
34.1090 C
33.9080 H
33.4990 H
33.7500 H
35.7890 C
354120 H
36.8570 H
35.1890 C
35.4630 H
34.1030 H
35.6180 H
35.5230 C
36.0820 O
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23.3970
23.7440
23.4970
22.4810
23.9390
23.9290
23.2860
24.9440
24.4030
24.2030
25.2900
25.4670
26.0260
25.8540
27.5700
27.9810
28.2430
27.7940
29.2960
28.0900
27.9980
27.3840
27.8960
29.0660
25.6320
25.7890
25.0470
24.9030
24.7620
25.4050
25.3080
25.0130
24.9750
26.3960
23.3210
23.1430
22.2580
22.4260
20.9220
20.8770
19.7000
19.8180
18.7330
19.7570
19.6980
20.7000
18.6410
17.7930
18.5110
17.8480
19.0600
20.7810
19.7360
21.8520
22.4940
22.0080
22.9420
22.2130
22.5180
21.2340
23.0880
24.3190
22.6610
23.3590
21.7250
20.9620
20.5940
20.4570
20.6930
19.3160
18.6290
18.4490
18.9560
17.5990
17.8660
18.7040
16.8910

24.8770
25.7230
23.6250
23.2320
24.0090
23.1140
24.8000
24.4290
22.5230
21.3410
22.9080
23.8910
21.9290
20.9140
22.1740
21.3880
21.9910
22.6670
22.2680
20.9400
23.5060
243010
23.4250
23.6610
21.8500
20.7570
22.9260
23.7820
22.9760
22.2540
24.2660
25.0990
24.4850
24.2610
22.7080
21.9800
23.1910
23.8580
22.4770
21.8960
23.4350
24.0260
22.9320
24.4360
23.7990
24.9790
25.4160
25.6000
26.0380
26.7950
25.8280
21.4450
20.7980
21.2610
22.0360
20.3040
20.5220
18.9910
19.0430
18.5110
18.1260
18.4390
17.0790
16.5840
16.7060
20.3580
19.3030
21.5430
22.3800
21.5610
20.7350
22.8400
23.7330
22.5860
23.0600
23.2680
24.2020

344300 N
34.0020 H
33.6610 C
33.6870 H
32.2090 C
31.5880 H
31.8410 H
32.1740 H
342530 C
34.0030 O
35.1760 N
353230 H
35.9760 C
35.6160 H
35.9610 C
36.5950 H
34.6020 C
33.8740 H
34.5460 H
343580 H
36.5620 C
36.1370 H
37.6440 H
36.4140 H
37.4510C
38.0090 O
38.0090 N
37.4930 H
39.4860 C
39.9890 H
39.9460 C
39.3080 H
40.9600 H
39.8870 H
39.9040 C
40.8990 O
39.1690 N
38.4300 H
39.2730 C
40.1940 H
39.2640 C
38.3560 H
39.2430 H
40.4640 C
41.3470 H
40.5400 H
40.6010 C
39.7460 O
41.7550 N
41.8430 H
42.5750 H
38.1880 C
38.1490 O
37.3620 N
37.4430 H
36.3160 C
35.7970 H
37.0140 C
38.0590 H
36.9900 H
36.2420 C
36.1660 O
35.6240 N
35.0870 H
35.6960 H
35.1910C
34.6650 O
34.8300 N
353420 H
33.8630 C
34.0450 H
33.9790 C
33.6150 H
33.3460 H
35.3930C
36.0580 H
35.4870 C
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16.7680
17.3220
15.9120
17.1880
16.4330
17.9640
16.6620
19.8520
20.8670
19.2490
17.9200
17.1400
17.8880
17.5950
16.8340
17.2920
19.0640
18.9370
19.7090
19.6960
20.7750
19.2910
18.2920
19.9400
21.0780
21.0110
21.9420
21.3710
20.8070
22.4380
20.8350
20.6140
21.5200
19.5950
19.2770
18.3600
17.8930
17.7750
18.2190
16.4910
16.6740
16.0860
15.4830
15.4560
17.2290
18.2240
16.9020
15.2610
14.3150
15.3640
16.1850
14.5210
14.0120
13.4580
12.8380
13.9900
12.6890
12.0480
12.4210
15.5830
16.0150
15.9140
15.5300
14.5780
15.4580
16.6720
16.3000
17.4520
17.1400
16.6180
18.2090
16.9400
17.9240
16.7200
17.7190
15.5020
14.7370

24.4160
25.1500
24.0190
21.8350
21.4800
21.1010
22.1000
21.3440
21.8890
20.4800
19.8750
20.6370
19.3410
18.9910
19.4310
17.9950
18.9850
18.9230
18.1840
20.2260
20.0690
21.3280
22.0080
21.4320
20.6390
19.5520
20.9340
20.9920
20.3660
20.9230
22.4680
22.6050
23.1990
22.3730
23.3080
21.8500
22.5210
20.7460
20.1980
20.2180
19.9230
18.9440
19.1690
18.3620
17.8930
17.9000
16.9510
21.1630
20.8630
222110
22.3630
23.4950
23.5190
23.5110
22.6200
23.4470
24.8200
25.2800
25.2290
24.6810
25.0510
25.3580
24.8200
25.2670
23.7390
25.3760
25.4830
24.6640
26.7420
27.6620
26.9040
26.4290
26.1340
27.7340
28.4120
28.0860
27.4770

36.5480 H
35.1670 H
35.0440 H
35.8630 C
35.1610 H
36.0800 H
36.7800 H
32.3860 C
32.0680 O
31.5780 N
31.7250 C
31.7170 H
32.6750 H
30.5060 C
29.8620 H
30.8310 H
29.8740 C
28.7930 H
30.2330 H
30.2090 C
30.2250 H
29.2090 C
29.4210 0
28.0380 N
27.6660 C
27.6900 H
28.2620 H
26.1950 C
25.5030 H
25.9850 H
26.0190 C
24.9600 H
26.4480 H
26.8900 C
27.3520 H
26.1240 C
25.2380 0
26.4850 N
27.2080 H
25.9510C
249170 H
26.6670 C
27.5470 H
25.9950 H
26.9330 C
26.1920 O
27.6930 O
25.9990 C
25.3050 O
26.8580 N
27.4260 H
26.7730 C
25.8100 H
27.9150 C
27.8210H
28.8640 H
27.8580 C
28.8600 O
26.7080 O
26.8980 C
27.9930 O
25.7580 N
24.4110C
24.1220 H
24.5300 H
23.5030 C
224840 H
23.7710 H
24.2370 C
23.9710 H
24.1050 H
25.7390 C
26.1020 H
26.5940 C
26.8070 O
26.9650 N
26.7120 H
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15.0370
15.6730
13.7030
13.0250
13.3290
13.6970
13.2060
12.7290
13.2490
12.7290
13.7560
13.7200
14.2420
14.3230
14.7470
14.3610
14.6960
14.9600
14.6530
15.2220
15.5050
15.0460
14.0630
15.1710
16.1070
15.1680
14.3120
16.1090
17.2760
15.7000
14.7710
16.4040
16.0450
17.4260
16.6730
17.7740
15.7220
14.8020
15.7480
14.7610
15.9930
16.9520
16.0890
14.9490
14.0380
14.7130
14.2650
15.5780
14.0410
15.5250
16.4890
15.6680
14.8020
16.6460
16.9230
17.0630
16.5800
18.1910
17.8280
18.2670
19.4860
20.3750
19.6320
18.8060
20.8310
21.6410
20.6620
21.6010
20.2440
19.8860
21.2400
22.4090
20.3270
19.3820
20.7160
21.6510
19.6550

29.3640
30.1060
29.6430
28.8980
30.6030
29.3760
28.2280
27.5250
27.9520
27.0660
28.9120
28.6070
29.1830
30.1070
30.7590
30.2990
31.2100
29.3970
30.4370
28.3070
27.4800
28.1290
28.4860
26.6340
26.2810
26.4660
26.1490
28.9870
28.9300
29.6780
29.4280
30.7510
30.9410
30.4860
31.9910
32.5710
32.3590
31.9460
33.5220
33.5140
34.8750
34.9590
35.5410
35.5320
35.6270
34.7380
33.7970
34.5840
35.3320
36.8760
36.7990
37.5910
37.3660
33.1970
34.0580
31.9360
31.2150
31.6850
30.8580
32.4410
31.3240
30.9900
31.2320
31.5970
30.8080
31.4690
31.0870
31.1560
32.0910
30.3980
29.4010
29.2250
28.4040
28.5590
27.0360
26.7540
25.9990

27.4430 C
26.9600 H
26.8470 C
27.2640 H
27.2020 H
25.3320 C
24.7840 C
254520 H
23.4030 C
23.0700 H
22.5380 C
21.1380 O
20.5760 H
23.0370 C
22.2870 H
24.4730 C
24.9460 H
29.0690 C
29.6000 O
29.7890 N
29.2830 H
31.2620 C
31.5690 H
31.5060 C
31.0740 H
32.5830 H
31.0430 H
31.9820 C
31.6150 O
33.0110 N
333190 H
33.6510 C
34.6630 H
339210 H
32.8170 C
32.8920 O
31.8890 N
31.9500 H
30.9850 C
30.5240 H
31.6440 C
32.1550 H
30.7860 H
32.5680 C
31.9770 H
33.8150 C
33.4960 H
34.4600 H
344330 H
32.9450 C
33.4480 H
32.1340 H
33.5960 H
29.8230 C
29.0170 O
29.6020 N
30.1190 H
28.5920 C
27.9820 H
27.8110 H
29.2140 C
28.4450 O
30.5350 N
30.9860 H
31.2810C
30.9740 H
32.7460 C
33.2960 H
32.8150 H
33.0810 H
30.8800 C
30.3650 O
30.9560 N
31.2770 H
30.3650 C
30.8510 H
30.6870 C
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19.2620
18.5560
18.9570
17.7500
18.1750
20.2710
21.0390
20.7830
19.4700
21.1260
21.8030
20.6400
20.2140
21.0610
20.9200
20.5180
22.4970
23.2020
22.8860
22.2420
24.3250
24.6420
24.5700
25.6340
23.8780
24.0670
24.1260
22.7880
23.8110
22.7420
24.1930
23.9950
25.3280
26.3600
24.8740
24.0060
25.8100
26.7970
25.2670
25.2650
243120
25.9710
26.1420
27.3250
25.1090
24.2030
25.3760
26.1160
24.0730
23.6410
23.3590
243110
23.9900
23.3990
24.1890
23.9340
24.7970
25.1010
25.6750
25.0370
25.3650
24.8720
25.1030
26.0080
26.7820
25.6170
24.7890
26.1530
26.0490
25.3700
24.3500
25.4200
25.7680
25.2490
26.8290
25.5030
25.3140

26.3510
26.1030
25.8750
25.4120
27.1240
24.6090
24.3350
24.6100
23.8720
27.0060
26.0560
28.0560
28.8420
28.3600
27.5680
29.2430
28.7710
28.0210
29.9020
30.4880
30.3500
30.3030
31.7980
32.0210
32.7380
33.7720
32.4930
32.7460
32.0080
31.8040
31.3740
33.0320
29.4050
29.0600
28.7420
29.0500
27.7950
28.1880
27.5950
28.5990
27.0740
27.0560
26.5170
26.1480
26.0050
26.4450
24.8720
24.2320
24.0830
23.7880
24.7470
22.7860
22.7590
23.5290
21.5700
21.4880
20.4890
19.4330
18.8060
20.5420
19.6800
21.7380
21.8450
253510
24.6480
26.5180
26.9240
27.1060
26.3330
28.4060
28.0480
29.2160
29.1090
30.0660
29.3510
28.1920
26.9960

31.6410 H
29.6660 C
28.6780 H
299120 H
29.6850 H
30.9320 C
30.2090 H
31.8950 H
31.0020 H
28.8920 C
28.4360 O
282130 N
28.6810 H
26.8640 C
26.1280 H
26.5260 H
26.7360 C
26.1020 O
27.2880 N
27.7990 H
27.1910 C
26.1490 H
27.6860 C
27.7610 H
26.7070 C
26.9960 H
25.6740 H
26.6980 H
29.0770 C
29.0220 H
29.8770 H
29.4010 H
27.9870 C
27.4560 O
29.1060 N
29.5190 H
29.8040 C
30.0510 H
31.2430 C
31.6680 H
31.3180 H
31.8770 H
29.0220 C
28.8170 O
28.3300 N
28.4060 H
27.3970 C
27.8790 H
27.2050 C
28.1610 H
26.7170 H
26.4230 C
25.0830 C
24.6090 H
24.3560 C
23.3100 H
24.9690 C
24.1760 O
24.6210 H
26.3600 C
26.9220 H
27.1200 C
28.1700 H
26.1470 C
25.5090 O
25.6230 N
26.0340 H
243370 C
23.5760 H
23.9030 C
23.7660 H
24.6300 H
22.5930 C
22.5440 H
22.6500 H
21.3930 C
21.4890 O
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25.3570
25.1030
25.3380
27.7640
28.4810
28.1970
27.4920
29.5890
30.2110
29.6670
29.1550
29.0890
30.6680
30.2320
31.3360
29.5310
28.6460
30.0190
29.3960
30.9860
30.1990
31.1000
29.4820
28.8520
29.9510
30.9400
29.0020
28.6420
28.1200
29.6150
29.9130
30.8130
30.8840
31.8240
30.7400
28.5090
28.9380
27.8490
27.8890
30.0250
31.0560
29.1690
27.8580
27.8120
27.2670
27.0850
26.5520
26.3570
28.2280
28.4830
27.9100
29.4410
29.3350
30.7180
31.1330
31.4350
31.1360
32.7910
32.8690
32.9250
32.1430
32.7820
34.2190
35.1470
34.2530
34.2760
33.5890
34.1780
35.6360
36.2670
36.0470
35.7100
34.9250
35.7320
36.5170
339110
35.0090

28.6700
27.9330
29.6430
27.3290
27.0350
27.7640
28.0940
27.7590
28.2940
28.7130
29.6560
28.1190
28.8690
26.3640
26.3920
25.2560
25.3180
23.9090
23.1090
23.8290
23.6890
22.9140
24.3360
25.0950
24.1580
24.6130
25.0250
25.9220
24.4790
25.4350
24.5520
26.3770
27.0270
25.9710
26.9910
25.9670
26.3110
26.5950
25.1230
22.7120
22.4560
21.7100
21.8400
22.0070
22.5090
20.5210
20.3450
20.5790
19.5540
19.1630
18.7000
20.2890
20.2000
19.5650
18.6740
20.0290
20.8570
19.5770
18.5070
19.9070
19.4010
20.9830
19.3880
19.6790
18.2990
19.8500
19.2200
20.9350
19.6820
20.4760
18.7030
19.6300
19.0710
20.5390
19.2600
20.4000
19.9730

20.1640 N
19.5230 H
19.8950 H
24.3540 C
23.43400
25.5360 N
26.1800 H
26.0590 C
25.3400 H
27.2830 C
27.0930 H
27.9920 H
27.6850 H
26.5190 C
27.0320 O
26.3820 N
25.8990 H
26.7440 C
26.3420 H
26.2470 H
28.2560 C
28.6190 O
29.2170 N
29.0020 H
30.6280 C
30.5730 H
315180 C
31.0140 H
31.8530 H
32.8770 C
33.4420 H
329140 C
33.7860 H
32.9030 H
32.0160 H
33.8530C
34.7940 H
33.2540 H
34.1550 H
31.2440 C
31.9150 0
31.0120N
30.3650 C
29.2890 H
30.9900 H
30.5610 C
29.6270 H
31.3700 H
30.7510 C
29.7660 H
31.3490 H
31.2980 C
32.3790 H
30.8750 C
31.5740 0
29.7970 N
29.3020 H
29.3840 C
29.5770 H
27.8620 C
27.2950 H
27.7600 H
27.2190 C
27.7120 H
27.2470 H
25.7570 C
25.1930 H
25.7940 H
25.1370 C
25.5350 H
25.3850 H
23.6240 N
23.3200 H
23.1850 H
23.1430 H
30.1170 C
30.3860 O
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33.7270
32.8530
34.6530
35.6390
34.0340
33.9060
33.0320
34.5550
34.8680
36.0660
33.8730
32.9490
34.0670
35.0330
34.3360
35.1250
33.0650
32.2340
33.4030
32.7170
34.7450
35.6300
32.9720
32.1790
32.8560
33.4400
31.7730
30.8520
32.1550
32.4570
32.9850
33.7950
33.5080
32.3470
30.9210
30.4610
31.4940
32.1030
30.5170
29.8620
30.4000
30.4090
28.9460
28.9480
27.7580
26.8980
27.9300
27.5610
28.7710
27.8100
29.0010
29.4830
31.4600
32.2350
31.4000
30.5510
32.1780
31.8570
33.2530
31.9260
30.8530
32.9700
33.8590
32.8010
32.5640
31.9250
34.0420
33.8270
35.2640
35.3240
36.5560
36.2830
37.5250
37.5570
38.5410
37.0730
37.6750

21.6560
21.9670
22.5600
22.5470
23.9560
24.3940
23.9680
24.6730
22.1090
22.0600
21.8540
21.9640
21.5670
21.0630
22.9250
23.4590
23.7630
23.3610
24.6910
23.9890
22.6650
22.2950
20.6750
20.0500
20.5920
21.1960
19.8540
19.8390
18.3660
17.8610
17.9980
17.3720
18.8600
17.5990
17.7270
17.5330
20.5430
21.5500
20.0940
19.4280
20.6840
21.7440
20.4140
20.9440
20.9860
20.9300
22.0590
20.4420
18.8990
18.6080
18.3190
18.5900
20.3320
19.4010
21.0700
21.6130
20.9120
20.0220
20.8630
22.0130
22.5900
22.2850
21.8050
23.0770
24.1240
22.7650
22.9830
22.6550
23.0910
23.3560
22.8710
22.5340
21.7630
21.9310
21.8930
20.3000
19.7450

30.4130 N
30.0150 H
31.1000 C
30.6350 H
31.0720 C
30.0820 H
31.5020 H
31.7080 H
32.5750 C
33.0210 0
334720 N
33.0790 H
34.9080 C
349570 H
35.5880 C
35.0590 H
35.7270 C
36.3080 H
36.1890 H
34.7190 H
36.9430 O
36.9380 H
35.5910C
34.9060 O
36.9010 N
374610 H
37.7220 C
37.1390 H
37.8380 C
36.9210 H
39.0550 C
38.6820 H
39.4710 H
39.8440 H
38.0370 O
37.2180 H
39.1120 C
39.4150 O
39.8820 N
39.4990 H
41.2200 C
40.9630 H
41.8490 C
42.8010 H
41.1100 C
41.7780 H
41.0400 H
40.1870 H
42.0770 C
42.5010 H
41.1830H
42.8430 H
42.2410C
42.1860 O
43.3770 N
434420 H
44.5540 C
45.0940 H
443770 H
45.6400 C
45.7550 0
46.4200 N
46.4110H
47.6080 C
47.4220H
48.1770 H
48.4980 C
49.6870 O
47.9250 N
46.9520 H
48.6250 C
49.6250 H
48.1010 C
47.0250 H
48.4740 H
48.2700 C
47.5510 H
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37.3860
35.5340
34.9180
34.9030
37.2560
37.1600
38.1150
38.2740
39.2320
38.9770
39.4990
38.6400
39.6020
40.7200
41.6270
40.8210
40.8480
39.9210
41.7210
40.6290
41.3790
39.6610
40.7580
40.5140
40.8540
41.2210
40.7600
42.5130
42.9290
42.2750
41.6980
43.2440
41.5250
40.1070
39.6710
39.3040
38.2720
39.8570
39.0170
38.1090
41.3390
41.7750
42.1160
43.1890
43.5920
43.2590
44.7720
44.8020
45.9300
45.7070
46.0090
46.2130
47.1450
48.1570
47.1400
47.0690
44.7350
43.8360
44.9030
44.5570
47.1750
47.4330
47.9220
47.7260
49.0880
49.3350
48.7590
48.5760
49.6290
47.5520
46.1940
45.9700
45.1310
44.1620
45.2620
44.3900
46.6400

19.9000
20.0150
19.3840
20.3920
24.2450
25.1540
24.3600
23.5410
25.3720
26.3320
25.7010
26.2180
24.7270
26.4950
25.9160
27.8540
27.6150
28.4440
28.2930
26.8880
27.5360
27.2390
25.9090
24.8740
23.7100
25.6640
26.5510
25.4700
24.5320
25.0510
25.8770
25.0680
23.8800
23.8950
24.7250
22.9060
22.9650
21.7070
20.6490
20.8980
21.6260
20.7650
22.6720
22.6300
26.5950
27.8000
26.1270
25.1220
26.9180
27.9670
26.5680
25.5040
27.4690
27.0820
28.4540
27.3870
26.9490
26.4300
26.7110
28.0240
26.6480
25.4980
27.6270
28.5400
27.4530
26.3920
27.8430
28.9050
27.6790
27.2650
27.5730
28.2430
27.0350
27.2810
26.1030
25.7260
25.9380

49.2350 H
47.9920 C
48.8480 O
46.9650 O
48.8280 C
48.0200 O
49.8230 N
50.3920 H
49.9900 C
49.5420 H
51.4720 C
51.9000 H
51.9500 H
51.8410C
51.6650 H
51.1230 C
50.0600 H
51.2980 H
51.5540 H
53.3260 C
53.7800 H
53.6840 H
53.7870 H
49.3030 C
49.5040 O
48.4480 N
48.3040 H
47.7890 C
48.1550 H
46.2850 C
45.8690 H
45.7870 H
45.8000 C
45.8140 C
46.3490 H
45.2110C
45.5250 H
44.7130 C
44.4170 O
44.6070 H
44.7440 C
442610 H
45.2680 C
45.1540 H
47.9460 C
47.9500 O
48.1980 N
48.2960 H
48.8350 C
48.6390 H
50.3580 C
50.4750 H
50.9930 C
50.8690 H
50.5260 H
52.0780 H
51.0870 C
50.7530 H
52.1370 H
51.0660 H
48.0290 C
47.7540 O
47.6180 N
48.0030 H
46.6820 C
46.6470 H
45.1830 C
45.0210 H
44.5470 H
44.4590 C
44.8240 C
45.6410 H
44.0590 C
44.4690 H
42.9830 C
42.4710H
42.5170 C
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46.8030
47.7610
48.7440
50.2620
50.1460
51.5190
51.6390
52.7840
52.6480
53.1310
53.6100
53.7100
52.1400
53.9290
53.7750
55.0750
55.1440
56.2400
55.9380
57.2320
57.4300
58.1670
56.6300
55.7060
57.6760
57.1390
57.9050
58.6270
56.4360
55.5920
56.2500
57.3340
56.8200
56.9030
57.2940
21.3290
22.0680
23.2080
24.0350
23.4490
21.6920
20.6940
20.4550
19.9380
20.1300
18.8970
18.2270
18.8480
17.9770
17.9110
16.9940
16.5640
16.3890
18.5710
19.3210
19.8350
19.0920
21.0100
19.5820
21.4540
18.1870
22.0970
16.3050

25.4290
26.4680
26.2200
28.2290
29.3100
27.7590
26.9180
28.4000
29.4810
27.9410
26.9690
28.6040
27.8610
27.9050
26.9140
28.6030
29.4020
28.1490
27.8140
29.3180
29.7880
28.8980
30.4420
30.8500
31.5340
32.4110
31.9390
31.1820
29.8870
29.1980
30.6360
29.4150
26.9080
26.8020
26.0260
37.4830
36.4300
35.7670
35.0200
36.2260
36.2220
37.0940
37.8470
37.1390
36.3270
38.2870
38.4070
39.1980
40.2990
41.2080
42.4330
42.8100
42.9200
40.9510
39.7730
39.5260
39.1880
39.6240
38.9330
38.0200
41.6170
35.4030
43.1870

41.5780 H
43.2590 C
42.8860 H
47.2020 C
47.8120 O
46.9120 N
46.3660 H
47.2920 C
47.2570 H
48.7400 C
48.6150 H
49.3830 H
49.1860 H
46.3740 C
45.6880 O
46.3090 N
46.9230 H
45.5930 C
44.6010 H
45.3700 C
46.3340 H
44.9990 H
44.5110 C
44.9220 H
44.3410 C
43.9790 H
45.3270 H
43.9430 H
43.1160 C
43.0850 H
423470 H
42.7150 H
46.2820 C
47.4950 O
45.5570 O
45.3400 N
44.8540 C
45.6530 C
45.1380 O
46.7080 O
43.5480 C
43.1470 C
44.2930 C
41.9160 C
41.0650 O
41.8280 C
40.8190 O
43.0310 C
42.8840 N
43.9020 C
43.8380 C
42.7770 O
44.8140 O
45.0980 C
453560 C
46.7010 C
47.6090 O
46.9110 O
44.2360 C
46.1870 H
45.8670 H
42.9620 H
40.6690 Yb



