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Systems

Chloroform

Water



Esx vdw
Esx elec
Esx tot

Esx vdw
Esx elec
Esx tot

(222K)16 //

-248
-15
-263

-172
-575
-747

(222K)16  (

-349
-26
-375

-154
-492
-646

(222II)16 //

-325
-25
-350

-116
-160
-275

(222II)16  (

-363
-32
-395

-117
-155
-272

(222K+;Pic-)16 //
222K+16
-371
-78
-449

-77
101
25


Pic-16
-140
-27
-167

-118
-1171
-1289

(222K+;Pic-)16 (
222K+16
-240
-29
-269

-177
-444
-621


Pic-16
-120
-92
-212

-161
-1525
-1686

(222K+;Cl-)16 //
222K+16
-346
-101
-447

-138
-635
-773


Cl-16
-1
-8
-9

136
-2261
-2125

(222K+;Cl-)16 (
222K+16
-412
-107
-519

-1301
-452
-583


Cl-16
-1
-11
-12

134
-2294
-2160

(222Ba2+;2Pic-)16 //
222Ba2+16
-212
-103
-314

4
-1195
-1191


Pic-32
-293
1
-292

-226
-1733
-1959

(222Ba2+;2Pic-)16 (
222Ba2+16
-160
-66
-226

-61
-1237
-1298


Pic-32
-263
-14
-277

-239
-1869
-2107

(222Ba2+;2Cl-)16 //
222Ba2+16
-211
-126
-337

-94.1
-2030
-2125


Cl-32
-7
10
3

235
-3290
-3054

222Ba2+

-14
-8
-22

-4
-213
-217

222Ba2+;2Pic-
222Ba2+
-14
-4
-18

-3
-128
-131


Pic-2
-30
-4
-34

-17
-77
-95

Table S1 : Energy component analysis of the cryptands and cryptates at the interface : solute – solvent interaction energies Esx tot and their van der Waals Esx vdw and electrostatic Esx elec components. Averages during the last 200 ps . Fluctuations are about 5-10 kcal/mol. 

