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XYZ Coordinates (angstrom) and SCF Energies (a.u.)

Py-Bor

Energy = -1026.0453855

C -1.925781  -5.365063 0.227249
C -0.571041  -5.508075 -0.023663
C 0.255787  -4.389950 -0.136723
C -0.305473  -3.095193 0.006633
C -1.692122  -2.960743 0.262829
C -2.482837  -4.105718 0.369354
C 1.657377  -4.507963  -0.394257
C 0.516070 -1.940151 -0.102432
C 1902893 -2.096829  -0.355697
C 2442260 -3.413421  -0.498215
C 2.703353  -0.959544  -0.452931

H 3.765342  -1.076578  -0.644239
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H 0.277272
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H -1.967818
H -3.026371
H -1.933782
C -1.307648
H -2.270960
H -1.384519
H -0.554426
Py-OH

Energy =-690.704391

C

C
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0.987412

-0.050362

-1.405539

-1.696415

2.347267

0.268332
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-0.429778
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2.730384

1.371170
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H -3.464477  -0.724734 0.000000
H -2.921761 1.663644 0.000000
H 3.131408  -2.247175 0.000000
H -0.920832  -4.751957 0.000000
H 1.443423  -4.036085 0.000000
H -2.734653  -3.073289 0.000000
H 3.683789 0.150858 0.000000
H 1.137160 4.184655 0.000000
0] -1.439608 3.629611 0.000000

H -1.080757 4525178 0.000000

Vibrational frequencies for the compounds Py-Bor and Py-OH respectively.

Py-Bor

mode wave number IR intensity selection rules
1 20.8364 0.0426 YES
2 37.8737 1.3112 YES
3 73.8725 1.1625 YES
4 85.6997 0.3376 YES
5 109.9001 1.4551 YES
6 118.0709 0.3287 YES
7 178.1747 0.2805 YES
8 188.8987 0.3216 YES
9 209.4570 12.5506 YES
10 211.5325 2.0831 YES
11 225.9563 0.0237 YES

12 240.6951 0.2438 YES
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13 254.5513 0.0636 YES
14 274.7565 0.3571 YES
15 289.6408 1.1758 YES
16 299.5923 0.2165 YES
17 317.6775 0.1719 YES
18 355.4576 1.6259 YES
19 369.9681 0.1247 YES
20 370.3727 0.6731 YES
21 391.6881 1.5437 YES
22 402.1421 1.3184 YES
23 415.0604 4.5256 YES
24 421.1695 0.1417 YES
25 451.7269 5.9659 YES
26 476.3024 0.3628 YES
27 478.4799 0.9646 YES
28 483.4987 0.5053 YES
29 507.2678 1.7786 YES
30 517.6902 8.8565 YES
31 525.0801 0.0443 YES
32 530.4260 1.5627 YES
33 531.4130 3.9858 YES
34 553.6502 7.7356 YES
35 577.4899 2.0612 YES
36 590.6715 6.0653 YES
37 599.2853 3.9848 YES
38 621.7591 0.7641 YES

39 628.7462 5.1814 YES
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40 642.0383 33.5379 YES
41 693.1953 13.6483 YES
42 701.5506 49.5666 YES
43 704.0611 1.9253 YES
44 751.8021 3.5485 YES
45 767.3739 5.1764 YES
46 794.1034 10.8574 YES
47 806.5038 8.1599 YES
48 822.3119 129.0658 YES
49 830.1191 25.2580 YES
50 849.8709 102.7368 YES
51 859.6550 7.2335 YES
52 870.2893 39.0584 YES
53 889.7744 51.7268 YES
54 913.0446 0.3456 YES
55 936.2794 0.1781 YES
56 941.8711 2.2448 YES
57 973.3002 0.9945 YES
58 976.6976 1.2729 YES
59 977.5364 7.4360 YES
60 979.3972 18.8498 YES
61 980.0153 33.5608 YES
62 986.2651 0.1458 YES
63 992.3577 14.8259 YES
64 997.1618 1.4953 YES
65 1014.2093 1.3468 YES

66 1052.8722 38.1499 YES
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67 1099.8756 73.0581 YES
68 1122.3233 10.3733 YES
69 1128.3329 18.1866 YES
70 1142.2687 177.1797 YES
71 1153.0840 126.1901 YES
72 1162.5015 354.6514 YES
73 1173.8500 8.5874 YES
74 1181.7883 17.9600 YES
75 1185.1140 61.2463 YES
76 1211.9206 49171 YES
7 1239.0152 4.0081 YES
78 1243.9606 37.7133 YES
79 1260.2372 11.1082 YES
80 1267.4068 16.3274 YES
81 1276.2136 7.3502 YES
82 1298.4975 543.1704 YES
83 1309.5640 83.0186 YES
84 1328.1574 358.7432 YES
85 1338.3022 169.7388 YES
86 1374.6766 425.1315 YES
87 1380.4990 8.0359 YES
88 1381.5051 32.6326 YES
89 1391.4114 20.3144 YES
90 1398.0261 38.7107 YES
91 1400.8924 212.9721 YES
92 1416.9282 33.0722 YES

93 1425.3601 22.9410 YES
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94 1435.9513 0.5752 YES
95 1438.0252 7.3473 YES
96 1440.0010 0.0632 YES
97 1443.4374 4.7590 YES
98 1448.6917 2.6121 YES
99 1457.0287 8.0595 YES
100 1458.3829 24.8109 YES
101 1463.9038 12.6329 YES
102 1470.7312 14.4410 YES
103 1476.3711 1.2029 YES
104 1495.3441 4.1890 YES
105 1526.3253 2.7167 YES
106 1543.5498 125.4708 YES
107 1579.4616 25.8243 YES
108 1630.3044 29.0862 YES
109 1641.6387 71.8709 YES
110 1659.3362 26.1828 YES
111 1683.1439 17.1299 YES
112 3037.9366 10.1256 YES
113 3039.7808 34.9262 YES
114 3041.7698 22.5005 YES
115 3044.2496 15.3253 YES
116 3118.5773 8.1156 YES
117 3119.5735 10.6833 YES
118 3122.4021 5.5926 YES
119 3123.4898 90.5520 YES

120 3131.4741 32.7555 YES
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121 3134.9581 37.9924 YES
122 3138.3369 24.3194 YES
123 3141.7341 28.9352 YES
124 3165.0858 4.2838 YES
125 3167.3435 6.8866 YES
126 3173.3065 14.1854 YES
127 3173.9141 19.9930 YES
128 3177.1738 12.2400 YES
129 3182.9634 31.8613 YES
130 3187.1422 35.9368 YES
131 3192.5847 41.2647 YES
132 3212.1784 19.3068 YES
Py-OH

mode wave number IR intensity selection rules
1 90.1328 1.4949 YES
2 123.2747 1.8237 YES
3 196.9609 5.4788 YES
4 215.1033 21.9460 YES
5 256.9110 1.1556 YES
6 259.1260 11.7495 YES
7 311.1235 0.2911 YES
8 365.9026 170.7755 YES
9 392.1040 0.7685 YES
10 424.2960 0.0939 YES
11 424.4415 9.0311 YES

12 451.8645 7.8406 YES
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0.0587
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5.0277
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1.7755

0.0379

9.3085

4.0974

4.2896

6.8009

12.6673

0.0274
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18.8911
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