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Table S1: Cartesian Coordinates (in A) for Cy-square pore structure.
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Table S2: SAPTO/jun-cc-pVDZ energy components (kcal mol™!) for the inter-
action between H, and the C,-square pore structure.

Dist. (&) Elst. Bxch. Ind. Disp. SAPTO
0.00 644 1654 -0.96 -6.94 221
020 -626 1621 -0.95 -6.85 215
040  -574 1526 -0.92 -6.59  2.00
0.60  -498 13.80 -0.88 -6.19  1.75
080  -4.10 11.99 -0.81 -5.69  1.39
1.00  -3.19 1003 -0.73 -5.13  0.97
120 -236 807 -0.63 -456  0.53
140  -1.64 626 -0.52 -3.99  0.10
1.60  -1.08 4.69 -042 -3.46 -0.27
180  -0.65 339 -032 -297 -0.55
200 -035 238 -024 -253 -0.74
220 -0.15 1.62 -0.17 -2.14 -0.84
240  -0.03 1.07 -0.12 -1.80 -0.87
260 004 069 -008 -1.50 -0.85
280 007 044 -005 -125 -0.79
300 008 027 -003 -1.03 -0.71
320 007 016 -001 -085 -0.63
340 006 010 000 -0.70 -0.54
360 005 006 001 -058 -0.46
380 003 003 00l -047 -0.40
400 002 002 00l -039 -0.33
420 0.0l 001 0.02 -032 -0.28
440  0.00 0.01 002 -026 -0.24
460  -0.01 0.0 002 -022 -0.20
480  -0.01 0.0 002 -0.18 -0.17
500  -001 0.0 002 -0.15 -0.15
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Table S3: Cartesian Coordinates (in A) for C,-pent pore structure.
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Table S4: SAPTO/jun-cc-pVDZ energy components (kcal mol™!) for the inter-
action between H,; and the C,-pent pore structure.

Dist. (&) Elst. Bxch. Ind. Disp. SAPTO
0.00 717 1741 -1.20 -7.96  1.09
020  -6.95 17.10 -1.19 -7.85 111
040  -6.36 16.18 -1.15 -7.54 1.4
0.60  -548 14.76 -1.08 -7.07  1.13
080  -4.47 12.97 -098 -649  1.03
1.00  -345 1098 -0.86 -5.86  0.81
120  -253 896 -0.73 -520  0.50
140  -1.76 7.05 -0.59 -456  0.13
1.60 -1.16 535 -046 -3.96 -0.24
180 -0.71 392 -035 -341 -0.55
200 -040 278 -0.26 -2.92 -0.79
220 -0.19 1.91 -0.19 -248 -0.94
240  -0.07 1.28 -0.13 -2.09 -1.01
260 -000 083 -0.08 -1.75 -1.01
280 003 053 -005 -1.46 -0.96
300 004 033 -003 -122 -0.88
320 003 020 -001 -1.00 -0.78
340 002 012 000 -0.83 -0.68
360 001 007 00l -068 -0.58
380 000 004 002 -056 -0.50
400  -0.00 0.02 0.02 -046 -0.42
420  -0.01 001 002 -038 -0.35
440  -0.02 001 002 -031 -0.29
460  -0.02 0.0 002 -025 -0.25
480  -0.02 000 0.02 -021 -0.21
500  -0.02 0.0 0.02 -0.17 -0.17
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