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Supplemental Table 1. Calculated Vibrational Frequencies for v,(OH), v,(0CO),, v;(OCO), and 3,(COH) of the
Bicarbonate Ion in {[M,(OH),(n-OH)(H,0),(HCO;)] Cluster Models (Where M = Al and x =0 or 1)

Vibrational Mode and
Cluster Model Isotope Calculated Frequency, o, (cm™)?
v(OH) | v,(0CO), | v(OCO), | 5(COH)

HC"*0, 3318 1877 1220 1165
DC0, 2417 1875 1214 920
HC"™0, 3308 1849 1178 1144 *
HC*0, 3533 1839 1270 1175
DC0, 2573 1833 1261 947
HC"O, 3522 1809 1225 1157
HC"0, 3548 1627 1390 1195
DC*0, 2582 1613 1379 952
HC"0, 3536 1606 1368 1177
HC*0, 3539 1600 1451 1170
DC'°0; 2576 1579 1448 921
HC*O, 3528 1578 1429 1155
HC*0, 3532 1614 1435 o7 ¢
DC'0; 2571 1595 1434 945

v HC*0, 3521 1593 1411 1179

a. Calculated scaled frequencies (see text for further details)



