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Table S1 Geometric parameters after optimization

Mol g T-0, | T T, (T)m (T)bz (T)m (%'1‘1' (%’22 (%"i T.OT, | TaOuTa | T.OnTe | TOwTa
/A / degree

Si0, | siloisil | 1.64 | 1.64 | 3.154 | 1.628 | 1.639 | 1.627 | 1.628 | 1.639 | 1.627 | 1481 | 1499 | 145.1 146.9

AS | AlOIHSi1 | 1723 | 1941 [ 3358 | 1.613 | 1613 | 1.607 | 1.646 | 1.659 | 1.641 | 1327 | 1616 | 1507 145.9

AIPO, | AIOIP1 | 1751 | 1.544 | 3.282 | 1.755 | 1755 | 1.767 | 1.547 | 1546 | 1558 | 1699 | 1320 | 1379 140.0
SAPO | AIIOIHSi1 | 1.857 | 1813 | 3314 | 1.734 | 1.753 | 1748 | 1.557 | 1.563 | 1555 | 120.1 | 1492 | 1368 161.8

A 50, | sitoasit | 1628 | 1628 | 3.145 | 1627 | 1639 | 164 | 1627 | 1639 | 164 | 1499 | 14510 | 148 146.9
AS | ALO3HSi1 | 1711 | 1.895 | 3329 | 1.61 | 1621 | 1.612 | 1659 | 1.656 | 1.647 | 13471 | 1557 | 1412 144.1

AIPO, | AIO3P1 | 1755 | 1.546 | 3.102 | 1.755 | 1751 | 1767 | 1.547 | 1544 | 1558 | 1400 | 1320 | 1699 137.9
SAPO | AIIO3HSil | 1.834 | 1.769 | 3.254 | 1.749 | 1741 | 1738 | 156 | 1.554 | 1.564 | 120.1 | 1267 | 167.1 1403

Si0, | Silo2Sil | 1.645 | 1.645 | 3.126 | 1.645 | 1.637 | 1.637 | 1.645 | 1.637 | 1.637 | 1437 | 1437 | 1494 149.4

AS | AlO2mSil | 1.731 | 1956 | 3.404 | 1.626 | 1.62 | 1.616 | 1.653 | 1.666 | 1.658 | 1348 | 1541 | 1493 147.2

A0 I POy | AlIOZPI | 1745 | 1544 | 3.085 | 1745 | 1748 | 1748 | 1544 | 1545 | 1545 | 1510 | 1510 | 1333 1353
SAPO | AIIO2HSil | 1.854 | 1.804 | 3205 | 176 | 1.755 | 1751 | 156 | 1571 | 1.563 | 1285 | 1427 | 1442 146.5

Si0, | SiloIsil | 1.63 | 1.63 | 3.048 | 1.621 | 1643 | 1622 | 163 | 1.643 | 1.622 | 1385 | 1430 | 1376 156.1

AS | Alo1HSil | 1715 | 1925 | 3261 | 1.626 | 1.636 | 1.601 | 1.653 | 1.662 | 1.648 | 1272 | 1361 | 1676 1313

BRU I IPO, | AIIOISI | 1759 | 1551 | 2983 | 1739 | 1772 | 1741 | 1543 | 15561 | 154 | 1286 | 1481 | 1300 138.8
SAPO | AIIOIHSil | 1.843 | 1.799 [ 3.197 | 1759 | 1.785 | 1734 | 156 | 1.575 | 1.551 ] 1228 | 1350 | 1258 169.3
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Figure S1 Powder XRD patterns of synthesized AS (A) and SAPO (B) materials.
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Figure S2 Examples of IR spectra of small-pore zeolitic materials after evacuation at 773 K.



