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Supplemental Data

cis o-cyanophenol

obs/MHz o-c/MHz error/Miz
Jl KachlFl Jll Ka"KC"F"

55:
56:
57:

17999.3940 0.0004 0.002
17999.3750 ©0.0000 ©.002
19033.4440 0.0005 0.002

1: 3222 2111 12193.0120 -0.0004 ©.002
2: 3224 2113 12193.4650 ©.0008 0.002
3: 3223 2112 12194.2760 -0.0012 0.002
4: 4135 3124 10837.7020 ©.0001 0.002
54134 3123 10837.5810 -0.0049 0.002
6: 4 23 4 3123 13956.9960 ©.0000 ©.002
7: 4235 3124 13956.3830 ©.0007 ©.002
8: 4 2 33 3122 13956.1240 0.0012 0.002
90 5055 4044 11226.1900 0.0021 0.002
10: 50 56 4045 11226.1620 ©.0001 0.002
11: 50 5 4 40 4 3 11226.0900 -0.0031 0.002
2. 5156 4145 11024.6830 ©.0019 0.002
13: 5154 4143 11024.6430 -0.0009 0.002
4. 5155 4144 11024.6200 -0.0024 ©.002
15: 5146 4135 13260.1320 0.0027 0.002
16: 5145 4134 13266.1150 -0.0005 0.002
17: 52 4 4 4 2 3 3 12381.7420 ©.0022 ©.002
8: 5246 4235 12381.7140 -0.0002 ©.002
19: 5245 4234 12381.4460 ©.0028 0.002
20: 5234 4223 13754.2180 ©0.0024 0.002
21: 52 3 6 42 25 13754.1940 -0.0005 0.002
2: 5235 4224 13753.8800 ©0.0003 0.002
23: 5334 4323 12846.4800 ©.0012 ©.002
24: 5336 4325 12846.3200 -0.0004 ©.002
25: 5335 4324 12845.6620 ©.0000 ©.002
%: 5326 4315 13107.107/0 ©.0036 ©.002
27: 5325 4314 13106.3900 -0.0006 0.002
28: 5424 4413 12839.6000 ©.0003 0.002
29: 5426 4415 12839.2560 ©.0002 ©.002
30: 5425 4414 12838.0920 ©.0010 ©.002
31: 5414 440 3 12851.3340 -0.0023 0.002
32: 5416 4405 12850.9900 -0.0016 0.002
33: 5415 44204 12849.8220 -0.0004 0.002
4. 6167 5156 13096.2630 ©.0015 0.002
35: 6166 51535 13096.2270 -0.0015 0.002
36: 6165 5154 1309%.2270 -0.0018 ©.002
37: 6156 5145 15484.7680 -0.0003 0.002
38: 6157 5146 15484.7330 ©.0021 0.002
3% 6155 5144 15484.6730 -0.0062 0.002
4: 6 257 5246 14680.8730 ©0.0008 0.002
41: 6 256 5245 14680.7300 ©.0007 ©.002
42: 6 247 5236 16561.0000 ©.0005 0.002
43: 6 245 5234 16560.9940 -0.0010 0.002
4: 6 2 46 5235 16560.8530 -0.0027 ©.002
45: 6 345 53 34 15404.4560 0.0004 0.002
46: 6 347 53 36 15404.3980 -0.0010 0.002
47: 6 346 53335 15404.0220 -0.0001 ©.002
48: 6 33 6 53235 16016.8640 -0.0015 0.002
49: 7077 6066 15193.08/0 ©.0035 0.002
50: 7078 606 7 15193.087/0 ©.0002 ©.002
51: 707 6 6 065 15193.0580 -0.0008 0.002
5: 7178 6167 15143.5470 0.0013 0.002
5: 7177 6166 15143.5280 ©.0016 0.002
54: 7176 61635 15143.5190 -0.0016 0.002
7356 6345
7358 6347
7346 6335
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58: 7348 6337 19033.4200 ©.0010 ©.002
5: 7347 6336 19033.1220 ©.0003 ©.002
60: 8 0689 7078 17199.1060 ©.0015 0.002
6l1: 8 0 88 70 77 17199.0970 -0.0007 ©.002
62: 8 @ 87 7 07 6 17199.0820 -0.0021 0.002
63: 8189 71738 17177.1720 0.0013 0.002
64: 8188 7177 17177.1580 ©.0001 ©.002
65: 8187 7176 17177.1500 -0.0013 0.002
66: 8 1 78 7167 19450.4750 ©.0029 0.002
67: 8 1 79 716 8 19450.437/0  0.0021 0.002
68: 81 77 7 16 6 19450.4030 -0.0050 0.002
PARAMETERS IN FIT:
10000 A Mz 3053.75786(248) 1
20000 B Mz 1511.276051(273) 2
30000 C Mz 1010.798935(190) 3
200 D) /kHz 0.03807(150) 4
1100 DIK /kHz 0.62330(640) 5
2000 DK /kHz -0.180(480) 6
40100 d) /kHz 0.010799(950) 7
41000 dK  /kHz 0.2770(370) 8
110010000 1.5 Xaa Mz -6.31892(670) 9
110040000  @.25(Xbb-Xcc)/Miz 0.21164(219) 10
MICROWAVE AVG = -0.000005 Mz, IR AVG = 0.00000
MICRONAVE RMS = 0.001884 MHz, IR RMS = 0.00000

/ SPFIT output reformatted with PIFORM

cis m-cyanophenol

obs/MHz 0-c/MHz error/Miz
Jl KachlFl Jll Ka"KC"F"

1: 3213 2122 13999.9280 ©.0000 ©.003
2: 3214 2123 13999.3060 -0.0005 0.003
3: 3212 2121 13998.9000 0.0004 0.003
4: 3223 2112 12899.1710 -0.0001 0.003
5: 3224 2113 12898.6170 0.0004 0.003
6: 3222 2111 12898.3080 -0.0001 0.003
7: 3304 2213 18113.3810 ©.0000 ©.003
8 5146 4135 11111.2350 -0.0006 0.003
90 6157 5146 13216.7530 0.0011 0.003
0: 61 55 5144 13216.7220 ©0.0009 0.003
1: 61 56 5145 13216.7060 -0.0009 0.003
12:. 6 247 5236 13301.4150 -0.0008 ©.003
13: 6245 5234 13301.4150 ©.0002 ©.003
4. 6 246 5235 13301.2620 ©.0002 0.003
15: 6 257 5246 12438.4360 0.0004 0.003
6: 6 2 55 5 2 4 4 12438.4360 ©0.0010 0.003
17: 6 256 5 2 45 12438.2810 -0.0002 ©.003
18: 6 335 5324 12807.7230 ©.0000 ©.003
19: 6 337 5326 12807.6710 ©.0000 ©.003
20: 6 336 53235 12807.3350 ©.0000 ©.003
21: 7078 6 067 13466.5590 0.0012 0.003
2: 7077 6066 13466.5440 -0.0001 0.003
23: 7076 6065 13466.5260 -0.0023 0.003
4. 7178 6167 13266.2520 ©.0013 0.003
5. 7176 61635 13266.2240 -0.0010 0.003
6. 7177 6166 13266.2180 ©0.0003 0.003
27: 7168 6157 15245.3000 ©.0011 0.003
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28: 7166 6155 15245.2730 -0.0016 0.003
29: 7268 6257 14434.9380 ©.0006 0.003
30: 7266 6255 144349280 -0.0009 0.003
31: 80 89 7078 15216.1710 0.0016 0.003
32: 8088 7077 15216.1560 -0.0002 0.003
33: 80 87 7076 15216.1470 -0.0004 0.003
4. 8189 71738 15084.4040 -0.0003 0.003
35: 8188 7177 15084.3820 ©.0014 0.003
36: 8187 7176 15084.3820 -0.0020 ©.003
PARAMETERS IN FIT:
10000 A Mz 3408.919987(247) 1
20000 B Mz 1205.826932(180) 2
30000 C Mz 890.667205(132) 3
200 D] /kHz 0.04081(159) 4
1100 DIK /kHz 0.02660(840) 5
2000 DK /kHz 1.1839(282) 6
40100 d) /kHz 0.013640(660) 7
41000 dK  /kHz 0.1557(220) 8
110010000 1.5 Xaa Mz -5.52200(490) 9
110040000 @.25(Xbb-Xcc)/Miz -0.057570(730) 10
MICROWAVE AVG = -0.000000 Mz, IR AVG = 0.00000
MICRONAVE RMS = 0.000844 MHz, IR RMS = 0.00000

/ SPFIT output reformatted with PIFORM

trans m-cyanophenol

obs/MHz o-c¢/MHz error/Miz
Jl Ka'KC'F' Jll quchllFll

13481.5580 ©.009 0.003
13481.5430 ©0.0005 0.003
13481.5270 -0.0005 0.003

1: 3213 2122 13992.5790 -0.0003 0.003
2: 3214 2123 13991.9490 0.0004 0.003
3: 3212 2121 13991.5970 0.0004 0.003
4: 3223 2112 12884.9420 ©.0014 0.003
53224 2113 12884.3830 ©.0000 0.003
6: 3222 2111 12884.0810 0.0002 0.003
73303 2212 18086.8790 -0.0037 0.003
8: 3304 2213 18086.5310 -0.0002 ©.003
99 3313 22202 18052.9970 ©.0034 0.003
10: 3314 2203 18052.6400 ©.0005 ©.003
n: 4234 3123 14506.0340 -0.0028 0.003
12: 4 235 3124 14505.6010 0.004 0.003
13: 4233 3122 14505.4820 -0.0001 0.003
4. 5146 4135 11131.5299 ©.0005 0.003
15: 5145 4134 11131.4500 -0.0011 ©.003
6: 61 57 5146 13239.3090 ©.0005 0.003
7. 6155 5144 13239.2780 ©0.0002 0.003
18: 6 1 56 5145 13239.2620 -0.0007 0.003
19: 6 247 5236 13330.6970 -0.0004 ©.003
20: 6 245 5234 13330.6970 ©.0007 ©.003
21: 6 246 5235 13330.5420 -0.0013 0.003
2: 6 257 5246 12458.8850 -0.0014 0.003
23: 6255 5244 12458.8850 -0.0008 0.003
24: 6 256 5245 12458.7320 0.0029 0.003
25: 6335 5324 12833.5640 0.0011 0.003
%6: 6 337 5326 12833.5120 ©.0014 0.003
27: 6 336 53235 12833.1720 -0.0014 0.003
7078 6067
7077 6066
7076 6065

EB&
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31: 717 8 6167 13283.2960 ©0.0011 0.003
32: 7176 61635 13283.2690 0.0000 0.003
33: 7177 6166 13283.2610 -0.0003 0.003
4. 7168 6157 15268.9730 ©0.0007 0.003
3%5: 7166 61575 15268.9490 0.0008 0.003
3%: 7167 6156 15268.9430 -0.0007 0.003
3%9: 72 6 8 6257 14457.8170 0.0002 0.003
38: 7266 6255 14457.8080 -0.0004 0.003
39: 7267 6256 14457.7170  0.0000 0.003
40. 8 089 7 07 8 15233.2140 0.0014 0.003
4. 8 088 7077 15233.1990 0.0003 0.003
42: 8087 7 07 6 15233.1890 -0.0015 0.003
43: 8189 717 8 15103.2990 0.0007 0.003
4. 8 187 7176 15103.2780 ©.0000 0.003
45. 8188 7177 15103.2720 -0.0021 0.003
PARAMETERS IN FIT:
10000 A Miz 3403.119566(288) 1
20000 B Mz 1208.490325(210) 2
30000 C Mz 891.724125(161) 3
200 D] /kHz 0.04030(200) 4
1100 DIK /kHz 0.0219(128) 5
2000 DK /kHz 1.1291(261) 6
40100 dl /kHz 0.014240(782) 7
41000 d< /kHz 0.2168(277) 8
110010000 1.5 Xaa /MHz -5.54980(600) 9
110040000 @.25(Xbb-Xcc)/Miz -0.06539%0(900) 10
MICROWAVE AVG = 0.000005 MHz, IR AVG = 0.00000
MICROWAVE RMS = 0.001216 MHz, IR RMS = 0.00000
/ SPFIT output reformatted with PIFORM
p-cyanophenol

obs/MHz o-c/MHz error/Miz
Jl KQ'KC'V' Fl Jll Ka"KC"V" Fll

l: 61 6 066 515805 10521.9540 ©.0086 0.003
2: 616065 515¢04 10521.9720 ©.0069 0.003
3: 61607 51580¢6 10521.9920 -0.0060 0.003
4: 6 6 5 5050 4 10873.0580 -0.0032 0.003
5: 6 26 066 505205 10873.1080 ©.0037 0.003
6: 6 2506 52405 10978.2100 -0.0001 ©.003
7: 62505 52404 10978.3830 -0.0012 ©.003
8 6 2507 52406 10978.3830 -0.0019 0.003
996 2406 52305 11099.2540 0.0001 0.003
10: 6 2405 52304 11099.43% -0.0003 0.003
1: 6 2407 52306 11099.439% -0.0001 0.003
12: 41414 30303 11312.6810 -0.0002 ©.003
13: 41415 30304 11312.4110 -0.0009 0.003
4. 41413 303802 11312.2160 ©.0016 0.003
15: 41404 30313 11272.3580 -0.0015 0.003
le: 4 1 405 30314 11272.089% -0.0013 0.003
7: 41403 30312 11271.9010 ©.0083 0.003
8B: 61506 51405 11409.9600 -0.0041 0.003
199 61507 51406 11410.0200 ©.0016 0.003
0. 71707 61606 12263.7960 -0.0011 0.003
2. 717066 61605 12263.8040 -0.0013 0.003
22: 71708 61607 12263.8320 ©.0007 0.003
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23: 70708 60607 12635.5890 ©0.0000 ©.003
4. 7 07 07 60606 12635.5890 ©.0005 0.003
5. 707 06 60605 12635.5530 -0.0010 ©.003
2%: 51515 40404 12793.9810 -0.00°0 0.003
27: 51516 40405 12793.7770  0.0015 0.003
28: 51514 40403 12793.6570 -0.0011 ©.003
29: 51505 40414 12753.6600 -0.0003 0.003
30: 51506 40415 12753.4540 ©0.0001 0.003
31: 51504 40413 12753.3360 -0.0005 0.003
32: 726 07 62506 12799.0900 -0.0020 0.003
33: 726 066 62505 12799.1940 -0.0004 ©.003
34: 726 08 62507 12799.2040 0.0000 ©.003
35: 73507 63406 12852.3830 ©.0004 0.003
36: 73508 63407 12852.6280 -0.0019 0.003
37: 73506 63405 12852.6540 ©.0021 0.003
38: 73407 63306 12858.9300 ©.0007 0.003
39: 73408 63307 12859.1720 -0.0005 ©.003
4: 7 3406 63305 12859.1970 0.0024 ©.003
41: 72507 62406 12989.9500 -0.0023 0.003
42: 72506 62405 12990.0680 ©.0007 ©.003
43: 72508 62407 12990.0760 ©.0001 0.003
4: 71608 61507 13296.7090 ©0.0010 0.003
45: 716 066 61505 1329.6740 -0.0034 0.003
4%: 71607 6150¢6 1329.6740 ©0.0008 ©.003
47: 81809 717 08 14000.8810 ©.0005 ©.003
48: 81807 717 06 14000.8570 -0.0027 ©.003
49: 81808 71707 14000.8570 -0.0002 ©.003
5: 61 616 50505 14223.9200 ©.009 0.003
51: 61617 50506 14223.7540 0.0017 ©.003
52: 6 1615 50504 14223.6700 -0.0045 0.003
5: 616 06 50515 14183.5970 -0.0006 ©.003
4: 616 07 50516 14183.4330 ©.0022 0.003
5: 616065 50514 14183.3490 -0.0040 0.003
5. 8 8067 707 06 14378.4540 -0.0013 0.003
5: 80 808 70707 14378.4840 -0.0007 ©.003
58: 82708 72607 14615.8750 -0.0029 ©.003
5: 82707 72606 14615.9420 -0.0001 0.003
60: 82709 72608 14615.9540 0.0002 0.003
6l: 8 26 08 72507 1489%.0550 -0.0039 0.003
62: 826 07 72506 1489%.1360 -0.0004 0.003
63: 826 09 725038 148%.1500 ©.0026 ©.003
4 81708 71607 15175.7190 -0.0008 ©.003
65: 81 709 716 08 15175.7460 ©.0031 0.003
66: 71716 60605 15614.4140 -0.0045 0.003
67: 71718 60607 15614.4800 ©.0064 0.003
68: 71717 60606 15614.6120 ©.0000 0.003
69: 71706 60615 15574.0930 -0.0042 ©.003
71708 60617 15574.1520 -0.0003 ©.003
71: 71707 60616 15574.2930 ©.0023 0.003
72: 91909 81808 15732.8830 -0.0046 0.003
73: 91908 81807 15732.8940 0.0069 0.003
7. 919010 8180029 15732.9060 ©.0021 0.003
75 90908 80807 16102.1580 -0.0004 ©.003
7%: 90909 803808 16102.1820 -0.0023 ©.003
7: 92809 82708 16428.0210 -0.0032 ©.003
. 92808 82707 16428.0660 -0.0003 0.003
7D: 928010 827009 16428.0830 ©.0052 0.003
80: 91809 817038 17045.4840 -0.0026 0.003
81: 91808 81707 17045.4840 0.0016 0.003
82: 918010 817 09 17045.5040 0.0020 ©.003

PARAMETERS IN FIT:

910029 rho Mz [ 0.0122676] 1
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29 F phenol Mz 690243 . (949) 2
-9 F phenol /MHz 78.664(108) = 0.00011 * 2
- 10000000200 F phenol /MHz -78.604(108) = -0.00011 * 2
-1000000011 F phenol /MHz 78.664(108) = 0.00011 * 2
-2000000000 F phenol /MHz 0.0000000000000000() = ©.00000 * 2
-2000000011 F phenol Mz 0.0000000000000020() = ©.00000 * 2
2000000009 V2 Mz 42349435 . (66808) 3
-9 V2 Mz -84.698(133) = 0.00000 * 3
-1000000000 V2 Mz 84.698(133) = 0.00000 * 3
-1000000011 V2 Mz -84.698(133) = 0.00000 * 3
-2000000000 V2 Mz 0.0000000000000020() = ©.00000 * 3
-2000000011 V2 Mz 0.0000000000000020() = ©.00000 * 3
10029 A /MHz 5612.9638(228) 4
-10000 A Mz 5612.9638(228) = 1.00000 * 4
-10011 A Mz 5612.9638(228) = 1.00000 * 4
20029 B /MHz 990.428350(640) 5
-20000 B Mz 990.428350(640) = 1.00000 * 5
-20011 B Mz 990.428350(640) = 1.00000 * 5
30009 C Mz 841.936340(550) 6
-30000 C Mz 841.936340(550) = 1.00000 * ©
-30011 C Mz 841.936340(550) = 1.00000 * 6
110010029 1.5 Chica Mz -6.2580(410) 7
-110010020 1.5 Chica /MHz -6.2580(410) = 1.00000 * 7
-110010011 1.5 Chiaca Mz -6.2580(410) = 1.00000 * 7
110040009 0.25 Chibb Mz 0.13698(256) 8
-110040000  @.25 Chibb /MHz 0.13697(255) = 0.9999 * 8
-1100429011  @.25 Chibb Mz 0.13697(255) = 0.9999 * 8§
-1110040000 .25 Chibb /MHz 0.0000000000000000() = 0.00000 * 8
-1110040011  @.25 Chibb MHz 0.0000000000000020() = ©.00000 * 8
209 D] /kHz 0.01982(143) 9
-200 -DJ /kHz 0.01982(143) = 1.00000 * 9
-211 -DJ /kHz 0.01982(143) = 1.00000 * 9
1109 DIK /kHz 0.2303(130) 10
-1100 -DIK /kHz 0.2303(130) = 1.00000 * 10
-1111 -DIK  /kHz 0.2303(130) = 1.00000 * 10
2009 DK /kHz 9.0(228) 11
-2000 -DK  /kHz 9.0(228) = 1.00000 * 11
-2011 -DK  /kHz 9.0(228) = 1.00000 * 11
40109 dl /kHz 0.004810(982) 12
-40100 -d] /kHz 0.004829(979) = 0.99999 * 12
-40111 -d) /kHz 0.004829(979) = 0.99999 * 12
41029 d< /kHz 0.457(260) 13
-41000 -dK /kHz 0.456(259) = 0.9999 * 13
-41011 -dK /kHz 0.456(259) = 0.999 * 13
MICROWAVE AVG = 0.000023 Mz, IR AVG = 0.00000
MICROWAVE RMS = 0.002806 MHz, IR RMS = 0.00000

/ SPFIT output reformatted with PIFORM



