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SPFIT output file of propylene oxide fundamental nul2=1 band

obs o-c error blends Notes

o-c wt

/ instead of : below denotes (o-c)>3*err
1: 26 0 26 1 25 1 25 0 1276.78352 -0.00681 .00400 -0.00693 0.34
2: 26 1 26 1 25 1 25 0 1276.78352 -0.00690 .00400 -0.00693 0.16
3: 26 0 26 1 25 025 0 1276.78352 -0.00695 .00400 -0.00693 0.16
4: 26 1 26 1 25 0 25 0 1276.78352 -0.00705 .00400 -0.00693 0.34
5: 27 027 1 26 1 26 0 1277.19370 -0.00660 .00400 -0.00668 0.34
6: 27 127 1 26 1 26 0 1277.19370 -0.00667 .00400 -0.00668 0.16
7: 27 027 1 26 0 26 O 1277.19370 -0.00670 .00400 -0.00668 0.16
8: 27 127 1 26 0 26 O 1277.19370 -0.00676 .00400 -0.00668 0.34
9: 29 029 1 28 128 0 1278.01336 -0.00821 .00400 -0.00825 0.34
10: 29 1 29 1 28 1 28 0 1278.01336 -0.00824 .00400 -0.00825 0.16
11: 29 0 29 1 28 0 28 0 1278.01336 -0.00825 .00400 -0.00825 0.16
12: 29 1 29 1 28 0 28 O 1278.01336 -0.00828 .00400 -0.00825 0.34
13: 30 0 30 1 29 129 0 1278.42818 -0.00469 .00400 -0.00471 0.34
14: 30 1 30 1 29 129 0 1278.42818 -0.00470 .00400 -0.00471 0.16
15: 30 0 30 1 29 029 0 1278.42818 -0.00471 .00400 -0.00471 0.16
16: 30 1 30 1 29 029 O 1278.42818 -0.00473 .00400 -0.00471 0.34
17: 31 0 31 1 30 1 30 O 1278.84214 -0.00246 .00400 -0.00247 0.34
18: 31 1 31 1 30 1 30 O 1278.84214 -0.00247 .00400 -0.00247 0.16
19: 31 0 31 1 30 0 30 O 1278.84214 -0.00247 .00400 -0.00247 0.16
20: 31 1 31 1 30 0 30 O 1278.84214 -0.00248 .00400 -0.00247 0.34
21: 32 0 32 1 31 131 0 1279.25606 -0.00070 .00400 -0.00071 0.34
22: 32 1 32 1 31 131 0 1279.25606 -0.00071 .00400 -0.00071 0.16
23: 32 0 32 1 31 031 0 1279.25606 -0.00071 .00400 -0.00071 0.16
24: 32 1 32 1 31 031 O 1279.25606 -0.00072 .00400 -0.00071 0.34
25: 33 0 33 1 32 132 0 1279.67172 0.00236 .00400 0.00236 0.34
26: 33 1 33 1 32 132 0 1279.67172 0.00236 .00400 0.00236 0.16
27: 33 033 1 32 032 0 1279.67172 0.00236 .00400 0.00236 0.16
28: 33 1 33 1 32 032 0 1279.67172 0.00235 .00400 0.00236 0.34
29: 38 0 38 1 37 137 0 1281.74379 0.00511 .00400 0.00511 0.34
30: 38 1 38 1 37 137 0 1281.74379 0.00511 .00400 0.00511 0.16
31: 38 0 38 1 37 0 37 0 1281.74379 0.00511 .00400 0.00511 0.16
32: 38 1 38 1 37 037 0 1281.74379 0.00511 .00400 0.00511 0.34
33: 39 1 39 1 38 138 0 1282.15527 0.00149 .00400 0.00149 0.16
34: 39 0 39 1 38 038 0 1282.15527 0.00149 .00400 0.00149 0.16
35: 39 1 39 1 38 0 38 0 1282.15527 0.00149 .00400 0.00149 0.34
36: 39 0 39 1 38 1 38 0 1282.15527 0.00149 .00400 0.00149 0.34
37: 40 0 40 1 39 139 O 1282.57461 0.00532 .00400 0.00532 0.34
38: 40 1 40 1 39 139 0 1282.57461 0.00532 .00400 0.00532 0.16
39: 40 1 40 1 39 039 O 1282.57461 0.00532 .00400 0.00532 0.34
40: 40 0 40 1 39 039 O 1282.57461 0.00532 .00400 0.00532 0.16
41: 41 1 41 1 40 0 40 O 1282.98704 0.00184 .00400 0.00184 0.34
42: 41 0 41 1 40 0 40 O 1282.98704 0.00184 .00400 0.00184 0.16
43: 41 1 41 1 40 1 40 O 1282.98704 0.00184 .00400 0.00184 0.16
44: 41 0 41 1 40 1 40 O 1282.98704 0.00184 .00400 0.00184 0.34
45: 43 0 43 1 42 0 42 0 1283.82096 0.00277 .00400 0.00277 0.16
46: 43 1 43 1 42 0 42 0 1283.82096 0.00277 .00400 0.00277 0.34
47: 43 0 43 1 42 1 42 0 1283.82096 0.00277 .00400 0.00277 0.34
48: 43 1 43 1 42 1 42 0 1283.82096 0.00277 .00400 0.00277 0.16
49: 45 1 45 1 44 0 44 O 1284.65799 0.00526 .00400 0.00526 0.34
50: 45 0 45 1 44 0 44 O 1284.65799 0.00526 .00400 0.00526 0.16
51: 45 1 45 1 44 1 44 0 1284.65799 0.00526 .00400 0.00526 0.16
52: 45 0 45 1 44 1 44 0 1284.65799 0.00526 .00400 0.00526 0.34
53: 46 0 46 1 45 1 45 O 1285.07404 0.00347 .00400 0.00348 0.34
54: 46 1 46 1 45 1 45 0 1285.07404 0.00347 .00400 0.00348 0.16
55: 46 1 46 1 45 0 45 O 1285.07404 0.00347 .00400 0.00348 0.34
56: 46 0 46 1 45 0 45 0 1285.07404 0.00347 .00400 0.00348 0.16
57: 48 0 48 1 47 1 47 0 1285.91149 0.00414 .00400 0.00414 0.34
58: 48 1 48 1 47 0 47 0 1285.91149 0.00414 .00400 0.00414 0.34
59: 48 0 48 1 47 0 47 O 1285.91149 0.00414 .00400 0.00414 0.16
60: 48 1 48 1 47 1 47 0 1285.91149 0.00414 .00400 0.00414 0.16
6l: 49 1 49 1 48 0 48 O 1286.32401 -0.00228 .00400 -0.00228 0.50
62: 49 0 49 1 48 1 48 O 1286.32401 -0.00228 .00400 -0.00228 0.50
63: 51 1 51 1 50 050 O 1287.16751 0.00228 .00400 0.00228 0.50
64: 51 0 51 1 50 150 O 1287.16751 0.00228 .00400 0.00228 0.50
65: 36 1 35 1 35 234 0 1281.06898 -0.00887 .00400 -0.00896 0.33
66: 36 2 35 1 35 2 34 0 1281.06898 -0.00894 .00400 -0.00896 0.17
67: 36 1 35 1 35 134 0 1281.06898 -0.00897 .00400 -0.00896 0.17
68: 36 2 35 1 35 1 34 0 1281.06898 -0.00904 .00400 -0.00896 0.33
69: 40 2 39 1 39 2 38 0 1282.73236 -0.00156 .00400 -0.00157 0.17
70: 40 1 39 1 39 1 38 0 1282.73236 -0.00157 .00400 -0.00157 0.17
71: 40 2 39 1 39 138 0 1282.73236 -0.00158 .00400 -0.00157 0.33
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1866 4 1 4 1 3 0 3 0 1268.16136 -0.00090 .00100 -0.00114 0.54
1867 5 3 3 1 5 2 4 0 1268.16136 -0.00143 .00100 -0.00114 0.46
1868 7 1 6 1 6 2 5 0 1268.30184 0.00047 .00100 0.00013 0.44
1869: 10 3 8 1 10 2 9 0 1268.30184 -0.00015 .00100 0.00013 0.56
1870 4 3 2 1 3 2 1 0 1269.83344 -0.00051 .00100 -0.00060 0.60
1871 4 3 1 1 3 2 1 0 1269.83344 -0.00074 .00100 -0.00060 0.40
1872 4 3 2 1 3 2 2 0 1269.83913 -0.00051 .00100 -0.00064 0.40
1873 4 3 1 1 3 2 2 0 1269.83913 -0.00074 .00100 -0.00064 0.60
1874 7 2 6 1 6 1 5 0 1270.07604 0.00061 .00100 0.00034 0.58
1875 9 1 8 1 8 1 7 O 1270.07604 -0.00004 .00100 0.00034 0.42
1876 9 2 7 1 9 1 8 O 1267.20472 -0.00035 .00100 -0.00152 0.50
1877 6 2 4 1 6 1 5 0 1267.20472 -0.00271 .00100 -0.00152 0.50
PARAMETERS IN FIT (values truncated and Nlines statistics):
10000 A /MHz [18023.84821] 1
20000 B /MHz [6682.15013] 2
30000 C /MHz [5951.39761] 3
200 DJ /kHz [ 2.915] 4
1100 DJK /kHz [ 3.46744] 5
2000 DK /kHz [19.73597] 6
40100 dJ /kHz [ 0.19283] 7
41000 dK /kHz [ 2.59503] 8
300 HJ /Hz [ 0.00158] 9
1200 HJK /Hz [-0.00754] 10
2100 HKJ /Hz [ 0.03087] 11
3000 HK /Hz [ 0.03837] 12
40200 hJ /Hz [ 0.0000897] 13
41100 hJK /Hz [ 0.] 14
42000 hK /Hz [ 0.11567] 15
11 nul /MHz 37959763.8(40) 16
10011 A /MHz 18008.165(75) 17
20011 B /MHz 6685.117 (64) 18
30011 C /MHz 5959.310(44) 19
211 DJ /kHz 2.970(14) 20
1111 DJK /kHz 3.14(12) 21
2011 DK /kHz 24.45(33) 22
40111 dJ /kHz 0.183(12) 23
41011 dK /kHz [ 2.59503] 24
311 HJ /Hz [ 0.00158] 25
1211 HJK /Hz [-0.00754] 26
2111 HKJ /Hz [ 0.03087] 27
3011 HK /Hz [ 0.03837] 28
40211 hJ /Hz [ 0.0000897] 29
41111 hJK /Hz [ 0.] 30
42011 hK /Hz [ 0.11567] 31
MICROWAVE AVG = 0.000000 MHz, IR AVG = -0.00009
MICROWAVE RMS = 0.000000 MHz, IR RMS = 0.00224
END OF ITERATION 1 OLD, NEW RMS ERROR= 0.66692 0.66692
distinct frequency lines in fit: 499
distinct parameters of fit: 8
INFRARED lines fitted lines lines RMS RMS ERROR J range Ka range

waven. range
total dv=0 dv.ne.0 UNFITTD e<-0.9
1<- 0 499 0 499 0 0 0.0022364 0.66686 1 55 0 21
1264.59 1299.95

total: 499 0 499 0 0 0.0022364 0.66686

NOTE: the RMS values above are for Nlines statistics, but the 'total' values may differ slightly
from

those in the .FIT file since the o-c values for this evaluation are as rounded in the
CFIT.

PARAMETERS IN FIT WITH STANDARD ERRORS ON THOSE THAT ARE FITTED:
(values rounded and degrees of freedom, Ndegf=Nlines-Nconst, statistics)

10000 A /MHz [18023.84821] 1
20000 B /MHz [6682.15013] 2
30000 C /MHz [5951.39761] 3
200 DJ /kHz [ 2.915] 4
1100 DJK /kHz [ 3.46744] 5
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A
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C
DJ
DJK
DK
dJd
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HJK
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hJK
hK

CORRELATION COEFFICIENTS,

nul
A

B

C
-DJ
-DJK
-DK
-dJ

Mean

nu

o O O

value o

1

.0000
-0.
-0.
L1922
.3327
.1080
.1333
.0806

£

Mean value of

No correlations with absolute value greater than

4363
2739

|C.i31, i.ne.
C.ij, 1i.ne.

Worst fitted lines

1661:
1622:
1644:
1770:
1665:
1662:
1170:
1010:
29:
163:
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65:
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1649:
1691:
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1l:
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1.

-1.

-1.

-1.
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1.0000
-0.2558
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0.0413
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-0.6744
0.0770

/kHz
/kHz
/kHz
/Hz
/Hz
/Hz
/Hz
/Hz
/Hz
/Hz

/MHz
/MHz
/MHz
/MHz
/kHz
/kHz
/kHz
/kHz
/kHz
/Hz
/Hz
/Hz
/Hz
/Hz
/Hz
/Hz

C.ij:

B

-0.
-0.
-0.

-0.

s
|

379
c
.0000

5793 1.
5024 -0.
1406 -0.
.2341 -0.
7479 0
0.3112
-0.0913

(obs-calc/error) :

65:
1675:
1l:
1692:
1687:
1146:
967:
49:
1646:
1674:
343:
971:
1768:

14
35
28
13
47 1
2
4
11
1
25
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[19.73597] 6
[ 0.19283] 7
[ 2.59503] 8
[ 0.00158] 9
[-0.00754] 10
[ 0.03087] 11
[ 0.03837] 12
[ 0.0000897] 13
[ 0.] 14
[ 0.11567] 15
59763.8(27) 16
18008.165(50) 17
6685.117 (43) 18
5959.310(30) 19
2.9704 (96) 20
3.145(79) 21
24.45(22) 22
0.1834(83) 23
[ 2.59503] 24
[ 0.00158] 25
[-0.00754] 26
[ 0.03087] 27
[ 0.03837] 28
[ 0.0000897] 29
[ 0.] 30
[ 0.11567] 31
-DJ -DJK -DK -dJ
0000
0670 1.0000
0404 -0.5312 1.0000
0237 0.3010 =-0.7629 1.0000
L7251 0.5986 -0.4077 0.2101 1.0000
0.9950
9: 2.1 1746: 1.9
1649: 1.8 1691: -1.8
975: 1.7 5: 1.7
1142: -1.6 1614: 1.6
1645: 1.5 1876: 1.5
135: 1.5 1742: 1.5
37: -1.3 1110: 1.3
1639: 1.3 1491: -1.3
887: 1.3 903: 1.3
259: -1.2 1677: 1.2
13: 1.2 1028: -1.2
1866: 1.1 111: 1.1
1266.23855 0.00283 .00100
1281.06898 -0.00887 .00400 -0.00896
1278.01336 -0.00821 .00400 -0.00825
1276.39988 -0.00148 .00100 -0.00188
1280.65764 -0.00731 .00400 -0.00734
1268.67686 -0.00183 .00100
1268.52982 -0.00177 .00100
1270.83040 0.00177 .00100
1266.60196 -0.00174 .00100
1276.78352 -0.00681 .00400 -0.00693
/ SPFIT output reformatted with PIFORM

o O O o

.33
.34
.50
L11

.34



