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Primidone + Adsorbent — Primidone-Adsorbent
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AGad = (G(Primidone—Adsorbent) - (G(Primidone) + G(Adsorbent))) ®

Asad = (S(Primidone—Adsorbent) - (S(Primidone) + S(Adsorbent))) ®)
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NO Total electronic ~ Adsorption ZPE Viin Vinax Dipole
energy energy (kJ/mol) {em™) {cm™) Moment
au, (k}/mol) (Debye)
Primidone (vacuum) 712177 972910 31297 4045037 2680
Primidone (water) 712.246 96951 30184  4041.385  3.651
Caa(vacuum) -896.717 - 752.260 414,797  16%94.706 0.000
Cas(water) -896.736 - 750.174 409.742  1698.537 0.000
A-Conformer 1609.038 379088 1188174 17726 4060257  12.160
{vacuum)
A-Conformer (water) -1609.099 -307.184 1182.649 11.963 4063.286 13.862
B-Conformer 11.863
(vacuum) -1608.944 -132.583 1180.643 16.593 4058.941 '
B-Conformer (water) -1609.027 -119.445 1178.984 18.947 4059.713 12.649
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NO Bond length Bond order  Occupancy Hybridization Bond energy
(A) (a.u)

A-Conformer C-N 1.895 1.000 1.994 §p23? -0.351

B-Conformer c-C 2.154 1.000 1.996 Spx%7 -0.387
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NO Enovo (V)  Eumo(eV)  Eg(eV)  %AE; (V)  p(eV) (V)  ANmx(eV)
Primidone -7.110 7.030 14.140 -— 7.070 -0.040 0.000 0.006
Cay -4.380 1.380 5.760 -— 2.880 -1.500 0.391 0.521
A-Conformer -4.470 4.300 8.770 52.257 4.385 -0.085 0.001 0.019
B-Conformer -3.360 3.219 6.579 14.219 3.290 -0.071 0.001 0.021
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NO Total electronic Adsorption ZPE Vimin Vimax Dipole
energy energy (kJ/mol) (cm™) (cm™) Moment
(a.u) (kJ/mol) (Debye)
Primidone (vacuum) -712.177 --- 972.910 31.297 4045.037 2.680
Primidone (water) -712.246 --- 969.51 30.184 4041.385 3.650
SiCaz (vacuum) -1145.084 - 411.160 358.420 1846.574 1.380
SiCys (water) -1145.099 - 410.937 361.032 1854.173 1.430
Si-A-Conformer
(vacuum) ~1857.288 71794 1173.700 16.343  3930.208 16.640
Si-A-Conformer (water) -1857.291 -7.877 1192.380 15.428 3942.243 15.030
Si-B-Conformer 17.132
(vacuum) -1857.279 -48.165 1182.577 13.482 3958.763 '
Si-B-Conformer (water) -1857.289 -2.626 1178.984 14.873 3935.103 16.943
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NO Enonmo (eV) Epmo(eV) Eg(eV) %AE; n(eV) p(eV) o (eV) ANmax (V)
Primidone -7.110 7.030 14.140 — 7.070 -0.040 0.000 0.006
SiCaa -4.950 2.550 7.500 — 3.750 -1.200 0.192 0.320
Si-A-Conformer -2.445 1.575 4.020 -46.400 2.010 -0.435 0.047 0.216
Si-B-Conformer -2.425 1.750 4175 -44.333 2.088 -0.338 0.027 0.162
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