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Quantum Chemistry Method
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Computation and Discussions
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h4n2 1.0319 1.5142 0.4858
O* 0.4622 2.2866 -0.2866
o~ 0.3793 2.3151 -0.3151
OS 0.3765 2.0761 -0.0761
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AlzCal(l)Olf A19Ca,(2)0,f
Ca-01(6) 1.0194 Ca-0z(6) 0.7715
Ca-03(6) 0.7570 Ca-04(6) 1.0331
Ca-0~(3) 0.2915 Ca-0J3) 0.1514
Ca-08(3) 0.2431 Ca-07(3) 0.4048
Ca-0,2(3) 0.3724 Ca-01,(3) 0.2527

Ave. 0.1279 Ave. 0.1245
A11-0,(3) 0.8141 A1,-0Z(3) 0.6643
AI,-03(3) 0.6389 AIZ-01(3) 0.7709

Ave. 0.2422 Ave. 0.2392
Al,MgJl)O,, Al,Mg,(2)o,5

Mg-0i(6) 1.1269 Mg-02(6) 1.0824
Mg-03(6) 1.1133 Mg-0zJ6) 1.0750
Mg-06(3) 0.5440 Mg-05(3) 0.0086
Mg-08(3) 0.5534 Mg-07(3) 0.2454
Mg-0,z(3) 0.6052 Mg-0,,(3) 0.1429

Ave. 0.1878 Ave. 0.1208
AI,-0,(3) 0.7609 A1,-0Z(3) 0.5189
A1,-03(3) 0.6552 Alz-O#) 0.5497

Ave. 0.2360 Ave. o,]781

(6)-six bonds (3)-three bonds

6

o

Al,Zn,(l)O,, A17Z31J2)0,5
Zn-0,(6) 0.9915 Zn-02(6) 1.2306
Zn-03(6) 0.8307 Zn-04(6) 0.9225
Zn-0b(3) 0.8091 Zn-05(3) 0.5987
Zn-08(3) 0.7473 Zn-07(3) 0.8554
Zn-0,2(3) 0.3207 Zn-0,,(3) 0.1664

Ave. 0.1761 Ave. 0.1797
A1,-0,(3) 0.7244 A1,-0Z(3) 0.6566
A11-0J3) 0.6170 AIZ-04(3) 0,6520

Ave. 0.2236 Ave. 0.2181
Al,Mn,(l)O,, Al,Mnq(2)Ol,

Mn-01(6) 1.3836 Mn-02(6) 1.3944
Mn-03(6) 1.1764 Mn-0~(6) 1.0344
Mn-o~(3) 1.1269 Mn-0J3) 0.9888
Mn-08(3) 0.6033 Mn-07(3) 0.8927
Mn-0,2(3) 0.8181 Mn-0,1(3) 0.2588

Ave. 0.2433 Ave. 0.2176
A1,-0,(3) 0,7657 A1,-0J3) 0.6405
AI,-0J3) 0.6601 A1,-0,(3) 0.6495

Ave. 0.2376 Ave. 0.2125
bonds (3)-three bonds
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