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the S state of the parent isotopic species of (HC1)2 H20.

(H20) (HC1)2
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ezodgﬁ;]'a files for the SPFIT program for 59:
1
60:
61:
62:
Mon Mar 14 08:56:45 2011 63:
64:
B e e e e e e e

obs o-c error blends Notes 65:
o-c wt 66:
67:
e e e et 68:
1 6143.1476 -0.0024 0.010 -0.0025 0.38 69:
3 6143.1476 -0.0024 0.010 -0.0025 0.62 70:
1 6145.1261 0.0089 0.010 0.0084 0.36 71:
2 6145.1261 0.0081 0.010 0.0084 0.64 72:
3 6145.6130 -0.0072 0.010 -0.0076 0.67 73:
2 6145.6130 -0.0081 0.010 -0.0076 0.33 74:
1 6148.3973 -0.0017 0.010 75:
0 6154.9805 0.0028 0.010 0.0027 0.79 76:
1 6154.9805 0.0020 0.010 0.0027 0.21 77:
3 6155.8328 -0.0002 0.010 78:

1 6156.3947 -0.0016 0.010 -0.0018 0.80
3 6156.3947 -0.0016 0.010 -0.0018 0.08 79:
2 6156.3947 -0.0025 0.010 -0.0018 0.12 80:
3 6158.6008 0.0069 0.010 0.0064 0.33 81:
2 6158.6008 0.0061 0.010 0.0064 0.67 82:
1 6165.9645 -0.0002 0.010 -0.0007 0.53 83:
2 6165.9645 -0.0011 0.010 -0.0007 0.47 84:
3 6166.4920 -0.0039 0.010 -0.0043 0.59 85:
2 6166.4920 -0.0047 0.010 -0.0043 0.41 86:
87:
3 6903.1129 -0.0063 0.010 88:
3 6903.2587 0.0087 0.010 89:
4 6904.2632 0.0238 0.010 90:
91:
7 7179.1871 -0.0016 0.010 92:
5 7181.4247 0.0097 0.010 93:
6 7183.5436 -0.0099 0.010 94:

5 7189.0888 -0.0099 0.010

6 7192.4827 -0.0028 0.010 95:
4 7194.0814 0.0213 0.010 96:
5 7196.1491 -0.0068 0.010 97:
98:
3 7326.6452 0.0091 0.010 99:
2 7327.5954 0.0021 0.010 100:
6 7327.9839 0.0059 0.010 101:
5 7328.7563 0.0018 0.010 102:
4 7332.0577 -0.0100 0.010 103:
5 7332.9575 -0.0013 0.010 104:
2 7333.1727 -0.0001 0.010 105:
6 7334.0177 -0.0043 0.010 106:
107:
5 7552.0606 -0.0048 0.010 108:
2 7553.8570 0.0023 0.010 109:
5 7554.2576 -0.0163 0.010 110:
5 7556.4428 0.0072 0.010 111:
4 7557.0743  0.0000 0.010 112:
1 7557.7794 0.0097 0.010 113:
1 7557.9267 -0.0037 0.010 -0.0028 0.58 114:
3 7557.9267 -0.0015 0.010 -0.0028 0.42 115:
3 7558.1525 0.0002 0.010 116:
4 7559.4919 0.0059 0.010 117:
3 7561.9700 -0.0009 0.010 0.0053 0.67 118:
4 7561.9700 0.0179 0.010 0.0053 0.33 119:
6 7563.0093 0.0019 0.010 120:
3 7563.6024 -0.0058 0.010 121:
4 7564.1197 0.0060 0.010 122:
4 7567.4889 0.0008 0.010 123:
3 7568.2201 -0.0026 0.010 124:
5 7569.5045 -0.0011 0.010 125:
2 7572.0693 -0.0118 0.010 -0.0093 0.49 126:

2 7572.0693 -0.0067 0.010 -0.0093 0.51
2 7572.3126 -0.0032 0.010 127:
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.0003
.0060
.0018
.0084
.0017
.0005
.0081
.0021
.0019
.0155

.0014
.0117
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.2662
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14066

14067

14070
14070

14073
14414

14423
14427

14436

14885.
14885.
14896.
14901.
14901.
.4924
.4950

14909
14909

15034.
15034.
.8912
.0693

15035
15036

15045.
.2934

15046

15048.
15048.

15143.
.4028
.0486
.4464
15147.
.8342
15151.
.0052
15152.
.2669
15154.
15155.
.2560

15144
15146
15146
15147
15152

15153

15156

15569.
.8830
.4156
.4611
15583.
15584.
15586.
.0483
.0811
.2956
15592.
.4589
15595.
.0588
.2956

15572
15578
15583

15588
15590
15592

15593

15597
15600

.6441
13919.

5587

1408
3149
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PARAMETERS IN FIT:

10000
20000
30000

200

1100

2000
40100
41000
110010000
110040000
110610000
220010000
220040000
220610000

MICROWAVE AVG

MICROWAVE RMS =

3 4
7 4
8 4
8 4
5 4
6 4
4 4
5 4
6 5
9 5
5 5
6 5
7 5
5 5
7 5
3 5
8 5
5 2
4 2
4 2
3 2
4 2
4 2
5 2
2 2
3 2
1 2
3 2
2 2
2 2
2 2
0 2
1 2

A

B

C

D]

DIK

DK

d]

dK

1.5*Xaa

(Xb-Xc) /4

chiab

1.5*Xaa

(Xb-Xc) /4

chiab

-0.000163 MHz,
0.007900 MHz,

/MHz
/MHz
/MHz
/kHz
/kHz
/kHz
/kHz
/kHz
/MHz
/MHz
/MHz
/MHz
/MHz
/MHz

32011 16522.8176 -0.0035
3 16523.8819 -0.0037
6 16524.9785 -0.0002
7 16525.5833  0.0028
7 16525.5927  0.0122
4 16526.4513 -0.0063
6 16528.8883  0.0037
4 16532.0029  0.0081
5 16536.2458  0.0008
5 17118.2022  0.0081
8 17118.4026  0.0018
4 17120.9042 -0.0016
5 17121.0742  0.0006
6 17121.3029 -0.0030
4 18261.9719  0.0072
6 18262.1749  0.0052
2 18262.1749  0.0111
7 18262.7752 -0.0014
4 18453.5180 0.0103
3 18454.6259 -0.0021
3 18462.1379  0.0153
2 18463.5339 -0.0046
5 18464.2805  0.0008
3 18466.4906 -0.0004
4 18467.6015 -0.0020
2 18473.7480 0.0036
2 18473.7480 -0.0061
2 18473.7480 -0.0152
2 18473.7480  0.0035
2 18473.7480 -0.0101
1 18474.0266 -0.0156
1 18474.0266 -0.0018
1 18474.0266 -0.0431
1 18474.0266 -0.0207
4719.31944(48)
2066.48828(39)
1435.03783(29)
3.5290(66)
6.026(24)
23.531(58)
1.0830(32)
9.488(55)
-65.5998(77)
-3.1823(27)
26.76(74)
26.691(10)
-18.2530(24)
21.15(87)
IR AVG = 0.00000
IR RMS = 0.00000
0.79200

END OF ITERATION 1 OLD, NEW RMS ERROR=

distinct frequency lines in fit:
distinct parameters of fit:

394
14

for standard parameter errors previous errors are multiplied by:

PARAMETERS IN FIT WITH STANDARD ERRORS ON THOSE THAT ARE FITTED:

10000
20000
30000

200
1100
2000

A
B
C

D]
DJIK
DK

/MHZz
/MHZz
/MHz

/kHz
/kHz
/kHz

4719.31944(38)
2066.48828(31)
1435.03783(23)

3.5290(53)
6.026(20)
23.531(46)

0.010
0.010
0.010
0.010
0.010
0.010
0.010
0.010
0.010
0.010
0.010
0.010
0.010
0.010
0.010
0.010 0.0070 0.71
0.010 0.0070 0.29
0.010
0.010
0.010
0.010
0.010
0.010
0.010
0.010
0.010 -0.0057 0.08
0.010 -0.0057 0.56
0.010 -0.0057 0.06
0.010 -0.0057 0.10
0.010 -0.0057 0.20
0.010 -0.0187 0.38
0.010 -0.0187 0.16
0.010 -0.0187 0.13
0.010 -0.0187 0.33
1
2
3
4
5
6
7
8
9
10
11
12
13
14
0.79200
0.806458
1
2
3
4
5
6

40100 d]  /kHz 1
41000 dK  /kHz 9
110010000 1.5%Xaa /MHz -65.
110040000 (Xb-Xc)/4 /MHz -3.
110610000 chiab /MHz 26.
220010000 1.5*Xaa /MHz 26.
220040000 (Xb-Xc)/4 /MHz -18.
220610000 chiab /MHz 21.
CORRELATION COEFFICIENTS, C.ij:
A B C -DJ
A 1.0000
B -0.0851 1.0000
C 0.1097 -0.0431 1.0000
-DJ 0.1186 -0.8153 -0.2573  1.0000
-DIK -0.3813 0.3207 -0.2373 -0.3716
-DK -0.5567 0.2313 0.1659 -0.2389
-dJ 0.0850 -0.7538 0.5934 0.3946
-dK 0.2351 -0.4430 0.4017 0.5225
1.5%Xaa -0.0254 -0.0311 -0.0161 0.0114
(Xb-Xc)/4 -0.0413 0.0054 -0.0760 0.0463
chiab -0.1051 -0.0607 -0.0126 0.0105
1.5%Xaa 0.0045 0.0264 -0.0307 -0.0348
(Xb-Xc)/4 0.0281 0.0356 -0.0070 -0.0367
chiab -0.0639 0.0532 -0.0284 -0.0372
1.5*Xaa (Xb-Xc)/ chiab 1.5*Xaa
1.5*Xaa 1.0000
(Xb-Xc)/4 -0.3104 1.0000
chiab 0.0748 -0.0153 1.0000
1.5%Xaa 0.3289 -0.3722 0.0256 1.0000
(Xb-Xc)/4 -0.1892 -0.1527 -0.0194 0.0134
chiab -0.0427 0.0394 -0.7948 0.0059
Mean value of |C.ij|, i.ne.j = 0.1430
Mean value of C.ij, 1i.ne.j = -0.0421
Worst fitting lines (obs-calc/error):
253: 2.6 75: -2.6 168:
99: 2.4 219: -2.4 169:
294: 2.2 28: 2.1 368:
223: -2.0 194: 1.9 78:
215: 1.9 430: -1.9 59:
84: -1.7 40: -1.6 132:
291: -1.6 94: 1.6 420:
66: -1.5 179: 1.5 297:
331: -1.4 165: 1.4 244 :
241: 1.3 246: -1.3 284:
178: -1.2 404: 1.2 182:
96: 1.2 273: -1.2 281:
183: 1.1 259: -1.1

.0830(25)
.488(44)

5998(62)
1823(22)
76(59)

6916(85)
2530(19)
15(70)

-DIK

1.0000
-0.3326
-0.3664
-0.5476

0.0238

0.0042

0.0574
-0.0055
-0.0492

0.0582

(Xb-Xc)/

1.0000
0.0169

-2.
-2.
-2
1.
-1
-1.
1.
1
-1.
1.
-1.
-1.

EFNWWUuUuoOwoREwh

-DK

.0000
.0050
.0939
.0191
.0197
.0228
.0046
.0387
.0088

OCOOOOOOOHK

chiab

1.0000

22:
298:
343:
293:
345:
274:
398:
100:
249:
128:
190:
391:

-d

-0.
-0.

[eNeNeNey )

J

0000
3719
0158
0721
.0466
.0409
0524
0554

2.
2.
-2
1.
1
-1.
-1.
-1.
-1.
1.
1.
-1.

FNNWUOUUOORNAA

-dK

-0.

-0.
-0.
-0.
-0.

10
11

12
13
14

.0000

0083

.0063

0367
0119
0052
0395

SPFIT output reformatted with PIFORM



