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bbb, Si, Sz & # 2 Electronic structure of DPA at the S,-equilibrium geometry
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3 3 Characteristic optimized parameters of DPA in S; in A, under C,;

Bond distances (in A)
R(C*-C®) 1.357  R(C™-C®) 1.425 R(C-C?) 1.422
R(C*C?) 1.388  R(C*CY 1.404 R(C*C?  1.392
R(C?-C®) 1.384

Bond angles (in degree)
a(<CIC*C*) 1279
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