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Abstract One polyanide - imide with typical structure was smulated using the COM PA SS force field in this
work The geometry and electronic structure of the repeating unit of the polyanide - imidewere first studied in tems
of DFT theory The reaults how that the polyanide - imide being studied isnot in aplane The anomphousmodel of
polyanide - mide was then generated under periodic boundary conditions, its themodynamic properties, lubility
paraneters and mechanic propertieswere thus studied
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Fig 1 the molecular structure of PA | and its fragnent D (n =30)
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Table 1 The partial atomic charge of PA |
Number of attm 1 2 3 4 8 9 13 14 15
Charge/eV -0545 Q538 -Q 466 Q062 Q 930 Q 935 Q 502 - Q 451 -Q 423
Number of attm 16 19 20 21 22 24 27 28 29
Charge/ eV Q0 294 Q 327 -Q 524 0 534 - Q 460 Q 60 Q 527 Q 545 - 0 463
22
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Fig.3 The amorphous structure of PAI
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Fig.4 The all atom radial distribution function
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Fig.5 The simulated X —ray of PAI
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