Table Suppl 2. Interaction Energies (kJ/mol). R is the distance between molecular centroids
(mean atomic position) in A.

1
Type R (A) | Eeie Epol | Edis Erep | Etot
AB NH---N 6.70 | -59.1|-13.8| -31.1| 75.6| -53.2
BA NH---N 8.44| -47.0|-12.5| -17.1| 51.5| -42.0
AB CH--N 6.26 -8.8| -1.7( -17.6| 11.6| -18.8
AAm = 4.25 -6.1| -1.6| -50.1| 25.1| -35.8
BBn-n 5.01 53| -14| -504| 26.6| -34.0
BA CH--N 6.61 5.6 -1.3| -22.7| 11.8| -19.3
ABm -m 8.51 -1.7] -0.6( -21.9| 11.6| -14.2
ABCH & 7.97 5.5 -0.7( -20.2| 12.4] -16.2
BACH & 10.20| -11.5| 2.6 -114| 13.0| -16.0

2
A---HO 292 -659(-151| -11.2| 63.8| -51.3
B---H,O 281 -81.6|-222| -12.5| 78.0| -65.5
H>O---H,O 2.83 | -36.0| -7.6 42| 36.6| -24.8
AB 6.47 5.3 -1.5| -16.7 7.8| -16.4
AAm = 422 -17.6 | -43| -71.8| 38.8| -60.4
H,O---A 499 -483(-11.2| -10.2| 58.6| -32.0
CH(A) --m (B) 923 07| 27| 222 141] -13.4
BBn-n 470 -18.1| -6.8| -70.6| 47.1| -56.5
BBrn-n 422 -21.6| -9.0| -79.1| 43.5| -71.6
BA NH:---N 10.81| -51.5|-154| -18.0| 59.8| -44.6
BACH & 7.19 9.0 22| -17.7| 11.7| -19.3
H>O---B 513 | -554|-12.8| -10.5| 65.7| -36.6

3




ABm m 338 |-354 |-10.1|-101.4|74.4 |-87.3
BBnn 5.09 |-22.7 |-7.0 |-82.4 |48.7 |-70.9
AAm-m 718 [-29.7 |-7.0 |-61.7 |38.8 |-66.4
CCn-m 7.27 |-344 |-8.0 |-67.0 [49.9 |-69.8
CDn-m 338 |-33.3 [-10.0|-99.9 |68.4 |-87.4
DDn = 489 |-18.8 [-6.9 |-83.6 |47.8 |-68.3
LA---H>O 2.86 |-79.8 |[-223|-11.9 |74.7 |-65.0
LB---H.O 279 1-90.8 |[-253|-13.5 [92.4 |-69.3
LC:---H2O 2.73 | -103.1|-28.7|-14.6 |113.6|-72.7
LD---H>O 291 |-754 |[-209|-11.9 |69.5 |-62.6
H>OA-H,OB 2.87 |-27.3 |-5.6 |-3.6 25.9 |-20.2
H,OC-H,OD 2.89 |-325 |[-6.6 |-3.7 29.0 |-24.5
H,O---LA 5.10 |-38.1 |-8.7 |-9.9 42.6 |-29.0
H>O---LC 541 |-43.1 |-10.3]-9.3 42.6 |-35.0
H>O---N 5.37 |-443 |-10.1|-9.7 46.3 |-34.1
4
L---MeOH 491 | -15.8| -7.4| -14.1| 13.2| -26.3
yIARRY ¥ 336(-127.0|-33.2| -87.7|105.3|-170.2
T T 4.131-109.3|-39.5| -77.8| 50.5|-181.4
CH---N 10.13 | -38.8(-143| -13.0| 22.1| -49.3
5
L-H,O 8.31| -81.0|-24.7 S| 677 -66.5
L-trifl 428 -206|-69.9| -21.7| 55.6| -58.0
LLn-m 4.03|-2204|-52.6| -70.9 | 45.4]-305.7
L-trifl 6.99| -10.6-39.1| -13.4| 22.2| -38.2
H,O-L 462| -63.5| -88| -11.2| 70.7| -39.7
H,O-L 6.45 9.1 -6.6 -5.5 8.4 -14.2
H>O-trifl 4291 -174]-16.8 451 30.2| -l16.1




L-trifl 7.46 2.1 -13.1 -11.4 53| -18.6

6
L-Lz-m 5.89 -94.6 | -74.5| -243 9.21-170.6
L-Lz-m 8.97 -7.01-50.5| -159 45| -559
L-trifll 419 -30.6|-97.1| -263| 102.7| -63.8
L-trifl2 568 | -413|-764| -195| 57.7| -81.5
L-trifl2 750 | -69.0 | -14.1 -6.0| 140]| -79.9
Le-triflA CH---O | 8.93 -2.6 | -20.6 -5.5 35| -20.6
L-triflA 6.62 | -1521-478| -17.8| 283 -49.5
L-triflA CH---O | 491 239 -53.7| -195| 134 -23.1
Lotrifl N---O 4.56 14.0| -56.2( -203| 12.6| -36.7
L-triflA CH---O | 491 25| -53.7| -195| 141| -454
LotriflA CH---O | 839 | -11.1] -346| -125| 147| -39.2
LotriflA CH---O | 6.06 | -20.4]| -11.1 -3.9 0.8] -32.8
LotriflA CH---O | 419 -182] -97.1| -26.3| 111.0| -454
L -triflB 4.56 11.9] -56.2( -203| 13.0| -38.6
L -triflB 568 | -5221|-764| -19.5| 583 | -92.7
LotriflA CH---O | 6.62| -140]| -47.8| -17.8| 25.1| -50.2




