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Terminate | Angle(°) Distance (A) Mulliken Charge
Si-O-Al | Si-O Al-O O-H H 0 Si Al

H 110.581 | 1.716 1.947 | 0975 | 0339 | -0.640 | 0.642 | 0.344

OH 112.773 | 1.743 1.884 0.977 0.349 | -0.666 | 1.395 0.980

F 106.690 | 1.723 1.857 | 0977 | 0362 | -0.654 | 1.667 1.270

Cl 131.646 | 1.681 1.948 0.988 0.373 | -0.643 | 1.136 0.747

Br 140.328 | 1.689 1.954 | 0998 | 0352 | -0.674 | 1.561 1.181

I 137.475| 1.703 1.968 0.998 0.347 | -0.663 | 1.371 1.171




