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The following Tables S1 and S2 include these characteristics of atomic interactions:

* k — the number of pyramids representing interatomic contacts of a given type;

* dmin and dimax (A) — distances for the shortest and the longest contact respectively;
S (A?) — the total surface area of all faces corresponding to the given type of
contacts;

*V (A% — the total volume of all pyramids corresponding to the given type of
contacts;

*As (%) — partial contributions of contacts to the total surface area of the

corresponding faces.

The last column X shows the cumulative values for each molecule.
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Table S1. Characteristics of chemical bonds of GAL molecules in different GAL-Q
solvates (VD polyhedra faces with RF = 1)

Solvate Solvent HIC C/C HIN CIN NN  ClO »
molecule
sl H.0 k 34 44 4 16 2 2 102
dwn | 095 136 088 132 134 124 | 0.88
dmx | 099 156 088 146 134 124 | 156
S | 183.07 29021 2204 100.04 12.94 13.67 | 621.98
Vv 2940 6870 323 2249 290 283 | 12955
As | 29.43 4666 354 1608 208 220 | 100.00
sl CH.0 K 34 44 4 16 2 2 102
dwn | 095 137 089 132 135 124 | 0.89
dmx | 099 155 091 146 135 124 | 155
S | 17465 27510 2286 9848 13.67 13.61 | 598.37
v 28.08 6532 342 2220 307 282 | 12491
As | 2919 4597 382 1646 228  2.27 | 100.00
sl CHO K 34 44 4 16 2 2 102
dmn | 093 136 091 131 133 124 | 091
dwx | 097 155 093 146 133 124 | 155
S | 18525 28556 2366 10598 13.14 1453 | 628.11
v 2911 6731 363 2380 292 299 | 129.76
As | 2949 4546 377 1687 209 231 | 100.00
sV CHO K 34 44 4 16 2 2 102
dwn | 095 136 088 132 135 124 | 0.88
dmx | 099 155 088 146 135 124 | 155
S | 186.26 267.67 23.06 9507 1172 13.48 | 597.25
v 2990 6350 238 2141 263 278 | 12261
As | 3119 4482 386 1592 1.96  2.26 | 100.00
sV CiHsO K 34 44 4 16 2 2 102
dwn | 095 137 088 132 135 124 | 0.88
dwx | 099 155 088 146 135 124 | 155
S | 18471 27596 2237 97.14 1170 14.60 | 606.49
v 29.66 6528 328 2186 263 301 | 12572
As | 3046 4550 369 1602 193 241 | 100.00
sVl CiHwoO K 34 44 4 16 2 2 102
dwn | 095 137 088 132 135 124 | 088
dwx | 099 152 088 146 135 124 | 152
S | 18252 27858 2159 100.10 11.91 13.28 | 607.99
v 2931 66.00 317 2254 268 274 | 126.44
As | 3002 4582 355 1646 196 218 | 100.00
sVila CiHiO Kk 34 44 4 16 2 2 102
dwn | 095 137 088 132 135 125 | 0.88
dwx | 099 154 08 147 135 125 | 154
S | 18127 28054 2205 10048 12.70 12.89 | 609.94
v 2911 6640 324 2263 286 268 | 126.92
As | 2972 4599 362 1647 208 211 | 100.00
sVIIb CiHO Kk 34 44 4 16 2 2 102
dwn | 095 137 088 132 135 124 | 088
dmx | 099 155 088 145 135 124 | 155
S | 180.77 28018 2293 100.84 1210 13.31 | 610.12
v 29.03 6639 336 2272 272 275 | 126.97
As | 2963 4592 376 1653 198 2.8 | 100.00
VIl GsHuO K 34 44 4 16 2 2 102
dwn | 095 137 089 132 135 124 | 0.89
dwx | 099 155 089 146 135 124 | 155
S | 181.58 28219 22.65 96.65 11.90 13.87 | 608.84
v 29.16 6694 336 2177 267 286 | 126.76
As | 2982 4635 372 1587  1.95  2.28 | 100.00




Table S1 (continued)

Solvate S0lvent HC CIC HIN CN NN  ClO )
molecule

sIX CsHgO k 34 44 4 16 2 2 102
Omin 0.95 1.36 0.90 1.32 1.34 1.24 0.90
max 0.99 1.56 0.96 1.46 1.34 1.24 1.56

S 181.03 27456 22.01 98.05 1285 13.39 | 601.88

\ 29.08  65.20 3.42 22.12 2.87 2.76 | 125.46

As 30.08  45.62 3.66 16.29 2.13 2.22 | 100.00

sX C4HsO k 34 44 4 16 2 2 102
Omin 0.95 1.37 0.88 1.32 1.35 1.24 0.88
Omax 0.99 1.55 0.88 1.46 1.35 1.24 1.55

S 179.28 280.43 23.34 95.74 12.62 13.18 | 604.58

\ 28.79  66.50 3.42 21.56 2.84 272 | 125.84

As 29.65  46.38 3.86 15.84 2.09 2.18 | 100.00

sXlI  C4HgsNO k 34 44 4 16 2 2 102
min 0.95 1.37 0.89 1.32 1.35 1.24 0.89
Omax 0.99 1.55 0.95 1.47 1.35 1.24 1.55

S 179.88 27113 2454 9343 1276 13.06 | 594.79

\ 28.89  64.25 3.74 21.05 2.87 270 | 12351

As 30.24  45.58 4.13 15.71 2.14 2.20 | 100.00




Table S2. Characteristics of intramolecular noncovalent interactions of GAL molecules in different GAL-Q solvates (VD
polyhedra faces with RF > 1)

Solvate Solvent HH HIC CC HN CN NN HO CO NO 000 »
molecule
sl H.0 k 48 126 42 24 28 4 2 274
dwn | 152 193 229 195 211 245 237 1.52
dmx | 409 488 323 332 373 246 237 4.88
S | 11641 7835 466 3512 16.50 883 027 260.12
V | 4089 3493 193 1501  7.95 362 011 104.44
As | 4475 3012 179 1350 6.34 339 0.0 100.00
sl CH.0 K 46 112 34 28 24 z 2 250
dwn | 152 193 221 196 211 246 237 1.52
dwx | 413 426 325 391  3.19 246 237 4.26
S |11318 5939 337 3347 13.15 927  0.40 232.22
V | 3950 2466 135 1384 6.3 379 0.6 89.43
As | 4874 2558 145 1441 566 399 017 100.00
sl CHO K 48 126 36 28 24 6 12 280
dwn | 157 190 220 192  2.10 239 236 157
dux | 425 470 427 449  3.07 468 447 470
S | 13397 9885 471 4199 1376 1123 6.31 310.81
V | 4719 4505 199 17.97 648 464 425 127.56
As | 4310 3180 152 1351 443 361 203 100.00
sV CHO K 54 116 50 24 26 z 2 276
dwn | 152 193 221 195 211 245 238 1.52
dwx | 450 423 462 423 436 246 238 4.62
S | 14096 8530 646 2648 14.10 1131 0.02 284.62
Vv 5034 3879 337 1092  6.68 463 001 114.72
As | 4953 2997 227 930 495 397 001 100.00
sV CiHsO K 48 126 40 28 28 4 10 284
dwn | 152 193 221 195 211 245 237 1.52
dwx | 389 429 417 375  3.07 247 458 458
S | 11007 8974 558 2807 13.42 1203 5.60 264.49
V | 3876 3921 267 1153 625 492  3.60 106.93
As | 4162 3393 211 1061 507 455 212 100.00




Table S2 (continued)

Solvate rﬁgl';’(f&te HH HIC CIC HN CN NN HO CO NO 000 >
sVl CiHwO K 46 116 40 26 24.00 4 6 262
dwn | 152 193 221 195 211 242 237 1.52
dmx | 360 401 378 408  3.09 246 453 453
S | 11401 8024 395 3161 1273 1159 234 256.47
vV | 3088 348 164 1299 598 469 159 101.62
As | 4445 3129 154 1233 4.9 452 091 100.00
sVila CiHiO Kk 42 116 34 28 22 4 12 258
dmn | 152 193 221 196 211 246 237 1.52
dwx | 322 475 382 482 3.3 246 465 4.82
S | 11772 8152 471 3262 13.86 1122  1.80 263.45
V 41.33 35.74 1.93 13.57 6.55 4.60 1.17 104.87
As | 4468 3094 179 1238 526 426 0.68 100.00
sVIlb  CsHiO Kk 44 122 38 26 22 z 6 262
dmn | 152 193 221 195 212 246 238 1.52
Omax 3.28 4.40 3.87 3.88 3.15 2.47 4,75 4.75
S | 11270 8073 463 3514 1357 1113 096 258.86
vV | 3979 3503 1.99 1468  6.39 458 054 102.98
As | 4354 3119 179 1357 524 430 037 100.00
sVIIlL GCsHiO K 44 120 36 26 22 4 6 258
dwn | 153  1.92 221 195 211 240 237 1.53
dwx | 327 446 378 408  3.12 243 447 4.47
S | 10381 7660 469 2873 14.35 1120  1.13 24053
V | 3644 3322 201 1190 6.80 449 0.6 95.63
As 43.16 31.85 1.95 11.94 5.97 4.66 0.47 100.00
sIX  CHO K 50 108 36 26 22 z 2 248
dmn | 156 193 221 195 211 242 238 1.56
dmax | 426 417 280 378  3.00 246 238 4.26
S |107.38 5499 318 3351 1164 1019 0.07 220.96
V| 3732 2274 127 1424 542 417 003 85.20
As | 4859 2489 144 1516  5.27 461 003 100.00
X CiHsO K 48 100 38 20 24 4 2 236
dwin | 152 193 221 195 212 244 237 1.52
dwx | 326 469 323 332 405 245 237 4.69
S | 11604 5712 367 2772 10.65 1149  0.09 226.78
V | 4145 2318 147 1096  5.10 467  0.04 86.87
As | 5117 2519 162 1222  4.69 507  0.04 100.00




Table S2 (continued)

Solvate rﬁgl';’f&te HH HIC CIC HIN CN NN HO Cc/O NO 00 s
sXI CsHNO Kk 26 104 48 26 26 4 2 256
dmn | 158  1.96 221 195 212 243 237 1.58
dmax | 344 449 321 413  3.83 247 237 4.49
S | 11938 6037 339 33.05 11.84 930 021 23753
V | 4198 2592 137 1367 570 382 008 9253
As | 5026 2541 143 1391 498 392 0.9 100.00




