carbon THF-dy CDyCl; CDCly  toluene-dy GCsDsg GsDsCl (CD3pCO  (CD;):50 CD;CN TFE-4s CD;OD DO
solvent signals 67.21 5384 T1.16 137.48 12806 13419 2984 39.52 132 61.50 49.00
25.31 128.87 129.26 206.26 118.26 126.28
127.96 128.25
125.13 12596
2043
acetic acid CO 171.69 17533 17599 175.30 17582 17567 172.31 171.93 173.21 17796 175.11 17721
CH; 20.13 2091 20.81 2027 20.37 20.40 20.51 20.95 2073 2091 20.56 21.03
acetone CO 204.19 206.78  207.07 204.00 20443 204 .83 205.87 206.31 207.43 32.35 209.67 21594
CH; 30.17 31.00 30.92 3003 30.14 30.12 30.60 30.56 3091 21498 30.67 30.89
acetonitrile CMN 116.79 11692  116.43 115.76 11602 11593 117.60 117.91 118.26 11895 118.06 119.68
CH; 0.45 2.03 1.89 0.03 0.20 0.63 1.12 1.03 1.79 1.00 0.85 1.47
benzene CH 128.84 128.68  123.37 123.57 12862 12833 129.15 128.30 129.32 129.84 129.34
tert -butyl alcohol (CH3R:C  67.50 69.11 69.15 68.12 6E.19 6819 68.13 G6.BR 68.74 1235 69.40 10.36
(CH;):C 30.57 il46 31.25 3049 30.47 31.13 30.72 30.38 30.68 31.07 30.91 30.29
carbon dioxide CO, 125.69 125.26 12499 124,86 12476 126.08 125.81 124.21 125.89 12692 126.31
carbon disulfide CS: 193.37 19295 19283 192.71 19269 19249 193.58 192.63 193.60 196.26 193,582 197.25
carbon tetrachlonde CCly 96.89 96.52 96.34 96.57 O6.44 96.38 96.65 954 96.68 97.74 97.21 96.73
chloroform CH 79.24 7799 1136 TT.89 T1.79 T1.67 19.19 79.16 79.17 TR.83 79.44
| B-crown-6 CH; 71.34 7047 70.55 TO.B6 70.59 70.55 T1.25 69.85 71.22 T0.80 T71.47 70.14
cyclohexane CH- 27.58 2733 2694 2731 21.23 26.99 2731 26.33 27.63 28.34 27.96
| 2-dichloroethane CH: 44.64 44.35 43.50 4340 43.59 43.60 45.25 45.02 45.54 4528 4511
dichloromethane CH; 54.67 54.24 53.52 5347 53.46 53.54 54.95 54.84 3532 M46 54.78
diethyl ether CH; 15.49 15.44 1520 1547 15.46 15.35 15.78 15.12 1563 15.33 15.46 14.77
CH- 66.14 66.11 65.91 6594 65.94 65.79 66.12 62.05 66.32 67.55 66,88 66.42
diglyme CH, 58.72 5895 39.01 5862 SB.66 38.42 38.77 57.98 3890 39.40 39.06 38.67
CH- 11.17 70.70 70.51 7092 70.87 70.56 71.03 69.54 7099 73.05 71.33 70.05
CH, 12,712 1225 71.90 7239 72.35 12.07 712.63 T1.25 7263 7133 72.92 71.63
dimethylformamide CH 161.96 162.57 162.62 161.93 162.13 162.01 162.79 162.29 163.31 16601 164.73 165.53
CH; 33.65 36.56 36.50 3522 35.25 35.45 36.15 33.73 36.57 3176 36.89 31.54
CH, 30.70 31.39 3145 30.64 30.72 30.71 31.03 30.73 31.32 30.96 il.el 32.03
| 4-dioxane CH: 67.65 6747 67.14 67.17 67.16 66.95 67.60 66.36 67.72 68.52 63.11 67.19
DME CH; 58.72 59.02 59.08 5863 58.68 58.31 58.45 58.03 58.89 9.52 59.06 58.67
CH- 72.58 7224 71.84 1225 12.21 71.81 12.47 T1:.11 71247 1287 T2.72 71.49
ethane CH; 6.79 691 6.2 6.94 6.96 6.91 688 661 6.99 T.01 698
ethanol CH; 18.90 18.69 18.41 18.78 18.72 18.55 18.89 18.51 18.80 18.11 18.40 17.47
CH- 57.60 58.57 58.28 5781 57.86 51.63 571.72 56.07 5796 59.68 58.26 58.05
ethyl acetate CHCO 20.45 21.15 21.04 2046 20.56 20.50 20.83 20.68 21.16 21.1% 20.88 21.15
CO 170.32 171.24 17136 170.02 17044 170.20 170.96 170.31 171.68 17555 172.89 175.26
CH- 60.30 60.63 60.49 60.08 60.21 60.06 60.56 59.74 60.98 62.70 61.50 62.32
CH; 14.37 14.37 14.19 1423 14.19 14.07 14.50 14.40 14.54 14.36 14.49 13.92
ethylene CH; 123.09 123,20 123.13 122.92 12296 12295 123.47 123.52 123.69 124.08 123.46
ethylen;g]ycﬂl CH- 64.35 64.08 63.79 6429 4.4 4.03 64.26 62.76 64.22 64.87 64.30 63.17
H grea CH: 30.45 30.14 20.71 3031 30.22 30.11
hexamethylbenzene C 131.88 13209 132.21 131.72 131.79 131.4 132.22 131.10 132.61 134.04 132.53
CH; 16.71 1693 1698 16.84 16.95 16.68 16.86 16.60 1694 17.04 16.90
n-hexane CH; 14.22 14.28 14.14 14.34 14.32 14.18 14.34 13.38 1443 14.63 14.45
CHA25) 2333 23.07 2270 2312 23.04 22.36 23.28 22.05 2340 2406 23.68
CH+34) 32 M 3201 3l.64 3206 31.96 31.77 32.30 30.95 3236 33.17 32.73
HMDSO CH; 1.33 1.96 1.97 1.99 2.05 1.92 201 1.96 207 2109 1.99 2.31
HMPA® CH; i6.89 3699 36.87 36.80 36.88 36.64 37.04 3642 37.10 3721 37.00 36.46
imidazole CH(2) 135.72 13576 13538 135.57 13576 13550 135.89 135.15 136.33 136.58 136.31 136.65
CHi4.5) 122.20 122.16  122.00 122.13 122.16 1219 122.31 121.55 122,78 12293 122.60 122.43
methane CH, —4.90 —4.33 —4.63 —4.34 —4.29 —4.33 -533 —4.01 —4.61 —5.88 —4.90
methanol CH; 49.64 5045 3041 4990 49.97 49.66 49.77 48.59 49.90 50.67 49 86 49.50°
nitromethane CH; 62.49 63.03 62.50 6l.14 6l.16 6l.68 63.21 63.28 63.66 63.17 63.08 63.22
n-pentane CH; 14.18 14.24 14.08 1427 14.25 14.10 14.29 13.28 14.37 14.54 14.39
CHA24)  23.00 2517 2238 2279 22712 22,54 2293 21.70 23.08 23.75 2338
CHa(3) 3487 34.57 M.l6 3454 34.45 34.26 34.83 33.48 3489 35.76 35.30
propane CH; 16.60 16.63 16.63 16.65 16.66 16.56 1 6.68 16.34 16.73 1693 16.80
CH- 16.82 16.63 16.37 16.63 16.60 16.48 16.78 15.67 1691 1746 17.19
2-propanol CH; 25.70 2543 25.14 2524 25.18 2514 25.67 2543 235.55 2521 25.27 2438
CH 66,14 64.67 64.50 64.12 64.23 64,18 63.85 64.92 64.30 G669 64.71 64, 88
propylene CH; 19.27 19.47 19.50 1932 19.38 19.32 19.42 19.20 1948 19.63 19.50
CH, 115.74 11570 11574 115.89 11592 11586 116.03 116.07 116.12 116.38 116.04
CH 134.02 134.21 133.91 133.61 13369 13357 134.34 133.55 134.78 136.00 134.61
pyridine CH(2.,6) 150.57 150.27  149.90 150.25 15027 14993 150.67 149,58 150.76 149.76 150.07 149.18
CH(3.5) 124.08 12406  123.75 123.46 12358 12349 124.57 123.84 127.76 12627 125.53 125.12
CHi4) 135.99 136.16 13596 135.17 13528 13532 136.56 136.05 136.89 139.62 138.35 138.27
pyrroke CH(2.5) 118.03 11793 1117 117.61 11778 117.65 117.98 117.32 118.47 119.61 118.28 119.06
CH(34) 107.74 108.02 10798 108.15 10821  108.03 108.04 107.07 108.31 108.85 108.11 107.83
pyrrolidine” CHA25) 45382 47.02 4693 47.12 46.86 46.75 46.51 47.57 47.43 41.23 46.83
CHA34) 26.17 23533 25.56 23575 25.65 25.59 23.26 26.34 25.73 26.29 25.86
silicone grease CH; 1.20 122 1.19 1.37 1.38 1.09 1.40 287 2.10
tetra hydrofuran CHA25) 6303 68.16 67197 6775 67.80 67.64 68.07 67.03 6833 69.53 63.83 68.68
CHA34) 26.19 2593 2562 2579 25.72 25.68 26.15 25.14 2627 26.69 26.48 25.67
toluene CH; 21.29 21.33 21 .46 2137 21.10 21.23 21.46 20.99 21.50 21 .62 21.50
C(l) 138.24 13836 137.29 137.84 13791 13765 138.48 137.35 138.90 13992 138.85
CH(2,6) 129.47 129.35 12907 129.33 12933 129.12 129.76 128.88 129.94 130.58 129.91
CH(3.5) 128.71 128.54  123.26 128.51 12856 12831 129.03 128.18 129.23 129.79 129.20
CHi4) 125.84 125.62 12533 125.66 12568 12543 126.12 125.29 126.28 126.82 126.29
tricthylamine CH; 12.51 12.12 11.61 1239 12.35 11.87 12.49 11.74 1238 9.51 11.09 9.07
CH; 47.18 46.75 46.25 46.82 46.77 46.36 47.07 45.74 47.10 4545 46.96 47.19

“ Except for the compounds in solutions 8—10, as well as the gas samples, hexamethylbenzene, and the corrected values mentioned in the Supporting

Information, all data for the solvents CDCls, CgDg, (CD1)CO, (CD3):80, CD:CN, CD:0D, and DO were previously reported in ref 2. J'”J'!'!..pri-:.?_rzrn
brand H grease. © Phosphorus coupling was observed (/e = 3 Hz). ¢ Internal reference; see text. * Pyrrolidine was observed to react with (CDy),CO.



