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the S state of the 37C11 species of (HC1)2 H20.
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265: 6 0 6 3 8 515 3 7
266: 6 0 6 3 7 515 3 6
267: 6 0 6 3 9 5 1 5 3 8
|
268: 3 2 2 3 4 2 111 3
269: 3 2 2 2 3 2 1 1 1 3
270: 3 2 2 1 4 2 1 1 3 3
271: 3 2 2 1 3 2 1 11 2
272: 3 2 2 3 6 2 1 1 3 5
273: 3 2 2 2 4 2 11 2 3
274: 3 2 2 2 5 2 1 1 2 4
275: 3 2 2 2 3 2 1 1 3 2
276: 3 2 2 3 2 2 1 1 3 2
277: 3 2 2 3 1 2 1 1 3 1
278: 3 2 2 3 2 21 1 3 1
PARAMETERS IN FIT:
10000 A /MHz 4705
20000 B /MHz 2006.
30000 C /MHz 1404.
200 D] /kHz 3
1100 DIK /kHz 6
2000 DK /kHz 22
40100 dl  /kHz 0
41000 dK  /kHz 9
110010000 1.5%Xaa /MHz -50.
110040000 (Xb-Xc)/4 /MHz -2.
110610000 chiab /MHz 21.
220010000 1.5*Xaa /MHz 27.
220040000 (Xb-Xc)/4 /MHz -18.
220610000 chiab /MHz 20.
MICROWAVE AVG = -0.000065 MHz, IR AVG
MICROWAVE RMS = 0.008620 MHz, IR RMS
END OF ITERATION 1 OLD, NEW RMS ERROR=
distinct frequency lines in fit: 226
distinct parameters of fit: 14

for standard parameter errors previous errors are multiplied by:

17815.8846 -0.0304
17815.8846  0.0141
17815.8846  0.0287
17815.8846  0.0400
18321.7543 -0.0043
18321.7543  0.0029
18329.3586 -0.0025
18331.1732 -0.0096
18331.8445  0.0027
18333.4613  0.0110
18334.3202 -0.0029
18341.0493  0.0149
18341.0493 -0.0065
18341.2255 -0.0044
18341.2255  0.0000
.47947(68)
57149(93)
63530(63)

.329(18)

.312(62)

.64(11)

.9921(75)

.12(29)

971(10)

6286(40)

4(12)

332(13)

3596(30)

1(12)
= 0.00000
= 0.00000

0.86199

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

10000
20000
30000

200
1100
2000

40100
41000

110010000
110040000
110610000

220010000
220040000
220610000

A
B
C

D]
DJIK
DK
dJj
dK

1.5*%Xaa
(Xb-Xc) /4
chiab

1.5*Xaa
(Xb-Xc) /4
chiab

/MHZz
/MHZz
/MHz

/kHz
/kHz
/kHz
/kHz
/kHz

/MHZz
/MHZz
/MHz

/MHz
/MHz
/MHz

CORRELATION COEFFICIENTS, C.ij:

-DJ]
-DJK
-DK

A B
1.0000

-0.0855 1.0000
-0.0159 -0.5203
0.1546 -0.9311
-0.4559  0.3839
-0.3582 0.2794

C

1.0000
0.5344
-0.2684
-0.1612

4705

2006.
1404.

-50.
-2.
21.

27.
-18.
20.

-DJ

1.0000
-0.4710
-0.2992

3
6
22.
0
9

.47947(60)
57149(82)
63530(56)

.329(16)
.312(55)
641(98)
.9921(66)
.12(26)

9719(95)
6286(35)
4(10)

332(12)

3596(27)
1(11D)

-DIK

1.0000
-0.3783

-DK

1.0000

0.010 0.0000

0.010 0.0000

0.010 0.0000

0.010 0.0000

0.010 -0.0034

0.010 -0.0034
0.010
0.010
0.010
0.010
0.010

0.010 0.0091

0.010 0.0091

0.010 -0.0020

0.010 -0.0020

1

2

3

4

5

6

7

8

9

10

11

12

13

14
0.86199

0.889997

1

2

3

4

5

6

7

8

9

10

11

12

13

14

-dJ -dK

[eleNoNe)

0.01
0.
0
0

19

.17
.23

.87
.13

73
27

.45
.55

-dJ

-dK
1.5%Xaa
(Xb-Xc) /4
chiab
1.5*Xaa
(Xb-Xc) /4
chiab

1.5*Xaa
(Xb-Xc) /4
chiab
1.5*Xaa
(Xb-Xc) /4
chiab

-0.0257
0.1181
-0.0812
-0.0052
-0.1486
0.0010
0.0315
0.0437

1.5*Xaa

1.0000
-0.3978
0.0495
0.4307
-0.0974
-0.0664

-0.7679
-0.6497
-0.1344
-0.0278
-0.0051

0.0149

0.0755
-0.0988

(Xb-Xc)/

1.0000
-0.0681
-0.3839
-0.1861

0.1311

Mean value of |C.ij|, i.ne.

Mean value of C.ij,

Worst fitting lines (obs-calc/error):

217:
250:
107:
118:
214:
202:
182:

78:
110:

25:
273:
138:

58:

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

OCORNNWARUULOONWUV

R e

i.ne.

171:
148:
157:
153:
126:

55:
180:
112:

88:
150:

44:
162:
174:

]
j

0.4036 0.6007
0.8273 0.7770
0.0323 0.0932
0.0446  0.0313
-0.0027 -0.0194
-0.0565 -0.0174
0.0387 -0.0338
0.1030  0.1409
chiab 1.5%Xaa
1.0000

0.0411 1.0000
0.0330 -0.0157
-0.7915 -0.0721
= 0.1772

= -0.0368

-2.5 86:
2.1 168:
-1.7 89:
1.6 121:
1.5 234:
-1.5 151:
1.4 187:
-1.3 11:
-1.2 49:
-1.1 135:
-1.1 199:
-1.0 172:
1.0

-0.3530
-0.3497
0.0073
-0.0116
0.1138
0.0014
-0.0485
0.0038

(Xb-Xc)/

1.0000
-0.0705

-1.

1.
-1.
-1.

1.

-1.
-1.

[any
OFRKFEFNWARUONOW

0.0635
-0.3612
-0.0220
-0.0333

0.0235

0.0040

0.0648
-0.2173

chiab

1.0000

204:
71:
258:
108:
144:
34:
24:
60:
176:
139:
175:
239:

1.0000
0.2213
0.1526
-0.0425
0.0181
0.0032
-0.0089
-0.0414

1
RRRRRRRRRREREN
OCORNWARDRUIOOON

OCOOOOOK

.0000
.0131
.0807
.0252
.0543
.0022
.2013

SPFIT output reformatted with PIFORM



