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The following is supplementary information:

Fig S1 the PPA molecule(AB, A=atom; B=atomic number). The numbers in the figure correspond
to the numbers in table S1.

Table S1 the supercell vectors of the systems for optimized PPA.

Number Atom X(A) Y(A) Z(A)
0 C 11.0883 23.4445 17.9869
1 C 11.0068 22.5084 16.9986
2 C 10.9988 21.2119 17.6728
3 C 11.0925 22.7037 19.2486
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