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R, Ry, R; Br---O Br--S (Cl---O C(Cl---S F--O F--S
Zvpw 3.37 3.65 3.27 3.55 2.99 3.27

H, HH 3.09 3.39 3.02 3.31 2.83 3.08
NO,, H, H 3.07 3.38 3.01 3.30 2.80 3.07
H, NO,, H 3.05 3.35 2.99 3.29 2.75 3.01
H, H, NO, 3.07 3.37 3.00 3.28 2.79 3.05
CH;, H, H 3.06 3.35 3.00 3.28 2.80 3.05
H, CH;, H 3.04 3.34 2.98 3.26 2.77 3.02
H, H, CH; 3.05 3.35 2.98 3.27 2.78 3.03
NO,, H, CH; 3.04 3.34 2.97 3.26 2.76 3.03
H, NO,, CH; 3.01 3.33 2.94 3.24 2.71 2.97
CH;, H, NO, 3.04 3.35 2.97 3.26 2.77 3.02
NO,, CH;, H 3.03 3.34 2.96 3.25 2.74 2.99
CH;, NO,, H 3.16 3.87 3.07 3.73 2.84 3.31
H, CH;, NO, 3.00 3.36 2.93 3.27 2.67 2.99

Table S1: intramolecular halogen bond length (in A) for all 78 interactions.

R,R,,R;  Br—0O Br—S C-0 C--S F-0 F-S

H, H,H 69.53 7378 7254 77.16 8246 87.81
NO,, H, H 69.92 74.09 73.10 7752 83.45 8838
H, NO,, H 69.95 7425 73.15 77.12 8422 89.62
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Table S2: intramolecular halogen bond angle (in ©) for all 78 interactions.



