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1 H—S—C—C dihedral profiles for OP/TOP
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Fig. 1 Plots of intra-overlap repulsion Jg‘“a (in Ey)(a), overlap critical point density pocp (in
e/ad)(b), and Laplacian of pocp at OCP VZpocp (in e/ad)(c) versus H—S—C—C dihedral angle for

S—H bonds in para-substituted thiophenols.
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Fig. 2 Plots of intra-overlap repulsion J&{® (in Ey)(a), overlap critical point density pocp (in
e/a3)(b), and Laplacian of pocp at OCP VZpocp (in e/af)(c) versus H—S—C—C dihedral angle for
S—H bonds in para-substituted thiophenols.
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2 Cartesian coordinates for the studied complexes

PhSH
C 0.507262000000 0.000340000000 -0.000418000000
C -0.192589000000 1.202658000000 0.000201000000
C -1.577949000000 1.199395000000 0.000152000000
C -2.280209000000 0.004062000000 0.000079000000
C -1.582080000000 -1.193594000000 0.000003000000
C -0.196970000000 -1.199994000000 -0.000475000000
H 0.341279000000 2.144812000000 0.000704000000
H -2.110421000000 2.142223000000 0.000335000000
H -3.362221000000 0.006208000000 0.000145000000
H -2.117324000000 -2.134776000000 -0.000113000000
H 0.338502000000 -2.141559000000 -0.001173000000
S 2.271693000000 -0.083101000000 0.000684000000
H 2.498306000000 1.235514000000 -0.008107000000
meta-NMe2PhSH
C -1.454033000000 -0.204070000000 -0.002638000000
C -0.175622000000 -0.739241000000 -0.073183000000
C 0.956946000000 0.088379000000 -0.064859000000
C 0.753966000000 1.474361000000 0.042479000000
C -0.526941000000 1.987395000000 0.113770000000
C -1.643511000000 1.168981000000 0.088831000000
H -0.066728000000 -1.812447000000 -0.133081000000
H 1.591540000000 2.154576000000 0.071162000000
H -0.658118000000 3.059681000000 0.193472000000
H -2.636946000000 1.593406000000 0.143544000000
S -2.800922000000 -1.349071000000 -0.036326000000
H -3.780705000000 -0.451918000000 0.120628000000
N 2.224002000000 -0.444108000000 -0.162018000000
C 3.368392000000 0.408528000000 0.051847000000
H 3.379050000000 0.857562000000 1.053493000000
H 4.277123000000 -0.177184000000 -0.067284000000
H 3.402105000000 1.217345000000 -0.682441000000
C 2.403151000000 -1.873391000000 -0.078226000000
H 1.876592000000 -2.386329000000 -0.887164000000
H 3.460561000000 -2.107377000000 -0.178728000000
H 2.049560000000 -2.288188000000 0.874730000000
meta-NH2PhSH
C 0.846421973168 0.049293178357 -0.000668913487
C -0.193705914091 -0.870198012801 -0.008088827159
C -1.520213098281 -0.442556134093 -0.008993764441
C -1.788895279226 0.927250940396 -0.003594789690
C -0.745212273373 1.833325128055 0.003995124291
C 0.575269804496 1.413236250197 0.005501061669
H 0.023437154523 -1.932553069636 -0.017838808485
H -2.814810365179 1.275129846636 -0.010064742145
H -0.963633410878 2.894077185292 0.009172105324
H 1.378196794530 2.138160402312 0.011667994743
S 2.491447187822 -0.595188681744 0.001595012144
H 3.126517090683 0.582126481113 0.014837941781
N -2.553588048831 -1.366004328459 -0.068164682488
H -2.333112909833 -2.292217367057 0.254638359163
H -3.446624134591 -1.041782391679 0.260320385057
meta-OHPhSH
C 0.748236000000 -0.249859000000 0.011361000000
C -0.369830000000 -1.063849000000 0.130312000000
C -1.638711000000 -0.502606000000 0.105509000000
C -1.798296000000 0.870380000000 -0.037808000000
C -0.674166000000 1.671095000000 -0.155439000000
C 0.597932000000 1.127284000000 -0.132535000000
H -0.275609000000 -2.136270000000 0.243048000000
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