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Fig. SF1 Scatter plots for the integrated intensity of the 2956 (upper four plots) and 2920 cm™
complex band (lower four plots) versus the product of the intensities of monomer halothane and
NH3. The data presented are based upon a series of 8 different solutions recorded at 213 K in
which the mole fractions of halothane and NH4 were varied between 2.0x10™ and 1.1x10 and
between 1.8x10™ and 2.4x102. The monomer intensities were approximated by numerically
integrating the v; and v, absorption bands appearing in monomer halothane and monomer NH3,

respectively.
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Table ST1 MP2/6-311++G(d,p) harmonic frequencies (v) in cm1, IR intensities (&) in km
mol-1, Raman scattering activities (S;) in A4 amu-1, for halothane, NH3 and the 1:1 and 1:2

complexes of halothane with NH3. The complexation shifts Av, in cmL, are also given.

monomer 1:1 complex
Vi & Si Vi &i Si Av
halothane A v, 318615 34 619 312260 1728 180.3 -63.55
v, 136519 802 32 140802 464 35  42.83
vs 130588 1972 0.7 1308.02 1927 1.0 2.14
vs 125891 153 42 131784 398 31 5893
vs 121179 2332 23 120531 2169 24  -6.48
ve 1159.69 2219 26 117170 2152 20 1201
v, 890.05 368 16 80060 364 135 055
vs 84846 746 31 84583 835 38  -2.63
ve 73745 191 89 73488 262 110  -257
vp 67666 270 12 67630 295 1.0  -0.36
vy 56092 43 20 56030 43 20  -062
v, 52556 50 L7 52637 80 16 0.81
vz 37475 05 29 37498 07 2.8 0.23
vie 32025 06 31 32041 10 30 0.16
vis 23881 04 24 24167 13 23 2.86
vig 20749 07 10 20639 41 10  -110
vy 16431 10 05 16372 04 04  -059
vg 7800 00 02 7917 00 02 1.17
NH; A v 352951 17 1363 352365 0 1174 586
v, 1069.31 2066 58 112817 2587 7.1  58.86
E v, 368102 118 894 366955 22 834  -11.47
vs 166535 29.0 184 166526 548 148  -0.09

Vdw A v 23250 435 0.4
12 225.74 438 0.5
V3 110.19 0.9 0.1
V4 14.90 2.1 0.8

Vs 12.98 2.4 0.3
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monomer 1:2 complex
Vi &i Vi &i Av
halothane A v, 3186.15 34 3076.36 2455  -109.79
Vs 1365.19 80.2 1409.43  43.2 44.24
v; 1305.88 197.2 1305.86 200.1 -0.02
V4 1258.91 15.3 1331.3 27.1 72.39
Vs 121179 233.2 121054 217.52 -1.25
Ve 1159.69 2219 1175.85 249.45 16.16
% 890.05 36.8 891.11 418 1.06
Vg 848.46 74.6 843.22 83.4 -5.24
Vg 737.45 19.1 733.78 25.2 -3.67
vio  676.66 27.0 677.21  37.06 0.55
Vi1 560.92 4.3 560.39 4.9 -0.53
V12 525.56 5.0 526.51 8.2 0.95
Vi3 374.75 0.5 374.58 0.2 -0.17
vig  320.25 0.6 320 2.3 -0.25
V15 238.81 04 242 1.6 3.19
Vig 207.49 0.7 207.37 3.1 -0.12
V17 164.31 1.0 164.72 0.9 0.41
Vig 78.00 0.0 79.86 0.1 1.86
NH; (CHbonded) A v, 352951 17 347808 74 -51.43
v, 1069.31  206.6 1154 232.7 84.69
E v, 368102 118 362538 622 -55.64
v  3681.02 11.8 3670.44 74 -10.58
V4 1665.35 29.0 1662.2 19.2 -3.15
V4 1665.35 29.0 1693.24 10 27.89
NH; (NH bonded) A v, 3529.51 1.7 3522.02 1.7 -7.49
v, 1069.31 206.6 1129.63 189.1 60.32
E vs  3681.02 11.8 3664.75 1.7 -16.27
vs  3681.02 11.8 3670.79 9.3 -10.23
V4 1665.35 29.0 1660.21  41.5 -5.14
vy 166535  29.0 1666.2  34.6 0.85
Vdw A 44521 62.3

V2

297.29

67.2
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