Coordinates for structures in Figure S2
Cl−‧HOCl‧H2 
Figure S2a:
O         0.7958102540   -1.0684404421   -0.0000971277
H        -0.1642469248   -0.7061193573   -0.0000717736
Cl        1.7382655092    0.3271514418    0.0000236596
Cl       -1.9565038913   -0.1296724938    0.0000156588
H        -1.3191348204    2.5833282800   -0.0001897611
H        -1.1730476528    3.3131667022   -0.0002332689

Figure S2d: 
 O        -0.8317600539   -0.6561948698    0.8270516420
 H         0.1012403137   -0.3899330235    0.4926877968
 Cl       -1.8602085670   -0.0709849765   -0.3711075499
 Cl        1.8522687379    0.0634041978   -0.0262097097
 H         0.7310232111    2.5569362448    0.5722138895
 H         0.4356625981    3.2207748970    0.7322824350

Br−‧HOCl‧H2
Figure S2b:
O         1.4882409197    1.1297516513    0.0007702470
 H         0.5652138121    0.7045016729   -0.0008020884
 Cl        2.5229616304   -0.2010911280   -0.0034933876
 Br       -1.3441780116   -0.0700642242   -0.0038943927
 H        -0.2699498211   -2.7679183161   -0.0066554626
 H        -0.0094292025   -3.4649973402   -0.0073896456
Figure S2e:
O        -1.5204142621    0.6649985525   -0.8565744148
H        -0.5886162355    0.4014338110   -0.5479222699
Cl       -2.5147080361    0.0728112741    0.3691128804
Br        1.3376162541   -0.0981708945   -0.0179072228
H         0.0486000561   -2.6545508120   -0.5644398645
H        -0.2883020339   -3.3021313207   -0.7076958940


I−‧HOCl‧H2
Figure S2c:
O         1.8806968541    0.7908876373   -0.0000002059
 H         0.8920380040    0.5986753560   -0.0000046311
 Cl        2.5669392099   -0.7511021434   -0.0000240486
 I        -1.3898120413    0.2674030733   -0.0000130976
 H        -0.5279778682   -2.7745316314   -0.0000253043
 H        -0.3502946756   -3.4960923931   -0.0000284472

[bookmark: _GoBack]Figure S2f:
O         1.0314044371    1.0909542021   -0.4004419968
 H         0.3592221259    0.3669802662   -0.5973492648
 Cl        1.1892464997    1.0209964928    1.2783015217
 I        -1.1797497811   -1.2470406741   -1.1721062911
 H        -2.3170995498    1.3349001872    0.2898753599
 H        -2.5737290965    1.9420882306    0.6320678943

