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i ndicate that the |ine was not

OO0 0000000O00O000 0000000 W W wWwwWwwwwWwwWwWwWwWomWowWwWwWwWwww

Anal ysis Least-Squares Fitting: Cal cul ated and Coserved
Lines. Al values are in cm?® except for the line intensities.

included in the fit.

Negati ve observed val ues

Const ant : Fitted Val ue Std. Deviation

A 1. 8552 1.4 x 103

B 0. 40405 1.3 x 104

C 0. 339395 9.3 x 105

D, 6.2 x10° 4.5 x 10°

Oigin 37664. 2249 0. 0078

Overal | Standard Devi ation: 0.02

Upper State Lower State Obs. Cal. Resid Int

J K, K J K, K cm?
14 1 14 13 0 13 37672.67 37672.69 -0.02 2.09
12 1 12 11 0 11 37672.00 37671.97 0.03 2.62
10 1 10 9 0 9 37671.23 37671.20 0.03 2.99
9 1 9 8 0 8 37670.82 37670.79 0.03 3.07
8 1 8 7 0 7 37670.35 37670.35 0.00 3.08
7 1 7 6 0 6 37669.95 37669.89 0.06 3.00
6 1 6 5 0 5 37669.44 37669.40 0.04 2.84
5 1 5 4 0 4 37668.90 37668.88 0.02 2.60
4 1 4 3 0 3 37668.30 37668.32 -0.02 2.29
3 1 3 2 0 2 37667.71 37667.73 -0.01 1.91
11 1 10 11 0 11 37667.70 37667.69 0.01 2.30
10 1 9 10 0 10 37667.36 37667.34 0.02 2.74
2 1 2 1 0 1 37667.07 37667.09 -0.02 1.47
9 1 8 9 0 9 37667.07 37667.03 0.04 3.17
8 1 7 8 0 8 37666.70 37666.75 -0.04 3.54
7 1 6 7 0 7 37666.48 37666.50 -0.02 3.80
6 1 5 6 0 6 37666.30 37666.30 0.01 3.92
5 1 4 5 0 5 37666.14 37666.12 0.02 3.84
4 1 3 4 0 4 37666.00 37665.98 0.02 3.55
3 1 2 3 0 3 37665.82 37665.87 -0.05 3.04
1 1 1 1 0 1 37665.71 37665.67 0.04 1.12
2 1 2 2 0 2 37665.58 37665.59 -0.01 1.82
3 1 3 3 0 3 37665.47 37665.48 -0.01 2.46
4 1 4 4 0 4 37665.32 37665.33 -0.01 3.02
5 1 5 5 0 5 37665.11 37665.15 -0.04 3.47
6 1 6 6 0 6 37664.93 37664.94 -0.01 3.80
7 1 7 7 0 7 37664.67 37664.70 -0.03 4.01
8 1 8 8 0 8 37664.44 37664.44 0.00 4.10
9 1 9 9 0 9 37664.17 37664.16 0.01 4.06
10 1 10 10 0 10 37663.85 37663.86 -0.01 3.91
9 7 2 8 6 2 37663.76 37663.74 0.02 0.40
11 1 11 11 0 11 37663.54 37663.55 -0.01 3.67
12 1 12 12 0 12 37663.24 37663.23 0.01 3.34
13 1 13 13 0 13 37662.89 37662.90 -0.01 2.97
14 1 14 14 0 14 37662.59 37662.56 0.02 2.58
8 0 8 8 1 8 37662.38 37662.41 -0.02 4.34
9 0 9 9 1 9 37662.38 37662.40 -0.02 4.34
7 o0 7 7 1 7 37662.38 37662.38 0.00 4.20
10 0 10 10 1 10 37662.32 37662.37 -0.05 4.19
15 1 15 15 0 15 -37662.19 37662.22 -0.03 2.18
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B 15 5 10 16 6 11 37609.17  37609.17 0.00 0.09
c 15 5 10 16 6 10 37609.17 37609.17 0.00 0.07



Supplementary Material: Continued

03 Band Results for Rotational Analysis Least-Squares Band: Calculated and Observed
Lines. All values are in cm® except for the line intensities. Negative observed val ues
indicate that the line was not included in the fit.

Constant: Fitted Value Std. Deviation
A 1.8538 3.0 x 102
B 0.40418 4.8 x 10
C 0.33992 1.6 x 10
Dy 5.9x10°° 7.2 x 10°®
Origin 37413.388 0.028

Overall Standard Deviation: 0.03

Upper State Lower State Obs. Cal. Resid Int

J K, K J K, K. cm?
c 11 5 7 10 4 7 37423.00 37422.96 0.04 1.28
cC 11 5 6 10 4 6 37423.00 37422.96 0.04 1.28
cC 8 5 4 7 4 4 37420.90 37420.85 0.05 1.81
c 8 5 3 7 4 3 37420.90 37420.85 0.05 1.81
B 7 0 7 6 1 6 37416.62 37416.61 0.01 2.69
B 6 2 4 6 1 5 37416.62 37416.56 0.06 2.76
B 10 1 9 10 0 10 37416.62 37416.53 0.09 2.74
B 13 2 11 13 1 12 37416.19 37416.23 -0.03 2.31
B 10 2 8 10 1 9 37416.19 37416.19 0.00 3.19
B 12 2 10 12 1 11 37416.19 37416.18 0.01 2.68
B 11 2 9 11 1 10 37416.19 37416.17 0.02 2.98
cC 4 1 4 4 0 4 37414.48 37414.50 -0.02 5.56
c 5 1 5 5 0 5 37414.35 37414.33 0.02 6.39
C 6 1 6 6 0 6 37414.14 37414 .12 0.02 7.01
C 7 1 7 7 0 7 37413.91 37413.89 0.02 7.40
c 8 1 8 8 0 8 37413.64 37413.63 0.01 7.55
c 9 1 9 9 0 9 37413.40 37413.36 0.04 7.48
c 10 1 10 10 0 10 37413.07 37413.07 0.00 7.21
c 11 1 11 11 0 11 37412 .80 3741277 0.03 6.75
c 12 1 12 12 0 12 37412.48 37412.46 0.01 6.16
c 8 7 2 7 6 2 37412.14 37412.15 -0.01 0.83
c 8 7 1 7 6 1 37412.14 37412.15 -0.01 0.83
Cc 13 1 13 13 0 13 37412.16 37412.14 0.02 5.48
C 14 1 14 14 0 14 37411.82 37411.82 0.00 4.75
c 9 0 9 9 1 9 37411.50 37411.60 -0.10 7.98
c 8 0 8 8 1 8 37411.50 37411.60 -0.09 7.99
c 10 0 10 10 1 10 37411.50 37411.58 -0.07 7.70
c 7 0 7 7 1 7 37411.50 37411.56 -0.06 7.73
cC 6 0 6 6 1 6 37411.50 37411.51 0.00 7.20
cC 15 1 15 15 0 15 37411.50 37411.49 0.01 4.02
C 16 1 16 16 0 16 37411.15 37411.16 -0.01 3.32
c 17 1 17 17 0 17 37410.82 37410.82 0.00 2.68
cC 18 1 18 18 0 18 37410.36 37410.47 -0.12 2.12
c 3 2 1 4 3 1 37396.38 37396.40 -0.02 1.92
c 3 2 2 4 3 2 37396.38 37396.39 -0.01 1.92
c 4 2 2 5 3 2 37395.64 37395.64 0.00 1.88
c 4 2 3 5 3 3 37395.64 37395.61 0.03 1.88
c 5 2 3 6 3 3 37394.86 37394.90 -0.04 1.81
c 5 2 4 6 3 4 37394.81 37394.82 -0.01 1.82
c 6 2 4 7 3 4 37394.22 37394.17 0.05 1.71
c 6 2 5 7 3 5 37394.04 37394.03 0.02 1.72
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Supplementary Material: Continued

92 Band Results for Rotational Analysis Least-Squares Fitting: Calculated and Observed
Lines. All values are in cm® except for the line intensities. Negative observed val ues
indicate that the line was not included in the fit.

C-type Band: Constant: Fitted Value Std. Deviation
A 1.8532 2.4 x 107
B 0.40488 3.6 x 10
C 0.34060 1.6 x 10™*
D¢ 6.1 x10°° 65.7 x 107°
Origin 37790.612 0.016

Overall Standard Deviation: 0.03

B-type Band: Constant: Fitted Value Std. Deviation
A 1.8534 2.6 x 1073
B 0.40494 6.2 x 10
c 0.34109 7.5 x 10
Dy 2.3 x10°® 7.2 x 10°®°
Origin 37790.900 0.019

Overall Standard Deviation: 0.03

Upper State Lower State Obs. Cal. Resid Int

J K K J K, K cm™?
B 14 1 13 14 0 14 37795.80 37795.80 0.01 1.16
B 13 1 12 13 0 13 37795.36 37795.35 0.01 1.49
B 12 1 11 12 0 12 37794.97 37794.92 0.05 1.87
B 11 1 10 11 0 11 37794 .51 37794.52 0.00 2.30
B 10 1 9 10 0 10 37794.13 37794.14 -0.01 2.74
B 9 1 8 9 0 9 37793.81 37793.80 0.01 3.17
B 2 2 0 3 3 1 37774.65 37774.67 -0.02 1.39
B 2 2 1 3 3 0 37774.65 37774.67 -0.02 1.39
B 3 2 1 4 3 2 37773.90 37773.92 -0.01 1.35
B 3 2 2 4 3 1 37773.90 37773.91 0.00 1.35
B 4 2 2 5 3 3 37773.17 37773.17 0.00 1.30
B 4 2 3 5 3 2 37773.17 37773.14 0.03 1.31
B 5 2 3 6 3 4 -37772.38 37772.43 -0.05 1.24
B 5 2 4 6 3 3 37772.38 37772.36 0.02 1.25
B 6 2 4 7 3 5 37771.71 37771.71 0.00 1.16
B 6 2 5 7 3 4 37771.58 37771.57 0.01 1.17
B 7 2 5 8 3 6 37771.02 37771.02 0.00 1.07
B 7 2 6 8 3 5 37770.74 37770.77 -0.03 1.08
B 8 2 6 9 3 7 37770.30 37770.36 -0.06 0.96
B 8 2 7 9 3 6 37769.92 37769.94 -0.02 0.97
B 9 2 7 10 3 8 37769.75 37769.74 0.01 0.84
B 10 2 8 11 3 9 37769.13 37769.16 -0.03 0.72
B 9 2 8 10 3 7 37769.13 37769.10 0.03 0.85
B 10 2 9 11 3 8 37768.23 37768.22 0.01 0.73
B 11 2 10 12 3 9 37767.30 37767.32 -0.01 0.61
B 12 2 11 13 3 10 37766.36 37766.37 -0.01 0.50
B 3 3 1 4 4 0 37765.85 37765.84 0.01 1.25
B 4 3 2 5 4 1 37765.08 37765.08 0.00 1.17
B 5 3 3 6 4 2 37764.29 37764.32 -0.03 1.09
B 6 3 4 7 4 3 37763.52 37763.55 -0.03 1.00
B 7 3 4 8 4 5 37762.79 37762.79 0.00 0.91
B 7 3 5 8 4 4 37762.79 37762.79 0.00 0.91
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.15
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.00
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.82
.40
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