Filesgenerated by R.E.D. Server/R.E.D. IV
Chargederivation & forcefield library building for ten “independent” molecules.

Programsinterfaced: Gaussian 2003 & RESP

Par ent _directory

Mol _nil Si ngl e ol ecul e charge derivation
Fi | e4REDDB_nil. pdb nml = mol ecule 1
JOB2-gau_ntl-2-1. com Gaussian input: ml-Z-1: nolecule 1; confornmation 1; orientation 1
JOB2- gau_ml- 4- 1. out Gaussi an out put

JOB2- gau_mil- 1-2. com
JOB2- gau_mil- 1- 2. out

Mol _nil- 82- gnr a. pdb Orientation of opt. geonetry based on the Gaussian program
Mol _nil- 02- r br al. pdb Ri gi d-body re-orientation algorithm orientation 1
Mol _nil- @2- r br a2. pdb
Mol _nil- ol. nol 2 Force field library
esout _ml RESP out put
espot _ml Two espots of nolecule 1 concatenated in a single file
espot _nml-I-1 ml-2-1: nolecule 1; conformation 1; orientation 1
espot _ml-1-2
input1_ni RESP i nput - single nolecule (stage 1)
i nput 2_ni RESP i nput - single nolecule (stage 2)
out put 1_mil RESP out put - single nolecule (stage 1)
out put 2_ml RESP out put - single nolecule (stage 2)
punchl_ml RESP out put - single nolecule (stage 1)
punch2_ml RESP out put - single nolecule (stage 2)
qout1_mil RESP out put (charge values - stage 1)
qout 2_mil RESP out put (charge val ues - stage 2)
Mol _n®

Sinilar listing of files as that found in Ml _ml
Except that “nR” replaces “ml” in the file nanes.

(-1

Mol _nilO
Simlar listing of files as that found in Ml _ml
Except that “ml0” replaces “nml” in the file nanes.

Mol _ MM Mul ti pl e nol ecul es charge derivation
esout _mm
espot _mm Contains the “espot” of the 10 nol ecul es concatenated one after the others
i nput 1_nm RESP i nput - nultiple nolecules (stage 1)
i nput 2_nm RESP i nput - nultiple nolecules (stage 2)
mi- ol. nol 2 Force field library mml-0%: nultiple nolecules 1; g1 = conformation 1
me- ol. nol 2
m8- ol. nol 2
m¥-ol. nol 2
mb- ol. nol 2
mB6- 0l. nol 2
mv-ol. nol 2
mB- 0l. nol 2
m®- ol. nol 2
m10- ol. nol 2
out put1l_nmm RESP out put - nultiple nolecules (stage 1)
out put 2_nmm RESP out put - nmultiple nolecules (stage 2)
punchl_nmm RESP out put - nultiple nolecules (stage 1)
punch2_nm RESP output - multiple nolecules (stage 2)
qgout1l_mm
gout 2_nmm
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