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MOKIT (Molecular Orbital KIT) je alat za konverziju molekulskih orbitala fch2nkl 04- PhCOOH_def 2TZVP_r hf . f chk
generiranih razligitim ragunalno-kemijskim aplikacijama (GAMESS, orca_2mkl 94' PhCOCH_def 2TZVP_rhf _o -gbw '
Gaussian, ORCA... ) iz jednog formata u drugi. runorca.npi --input 04- PhCOCH def 2TZVP_rhf _o.inp
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® https://github.com/1234zou/MOKIT 04-PhCOOH_def2TZVP_rhf.fchk
® https://gitlab.com/jxzou/mokit
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