Filesgenerated by R.E.D. Server/R.E.D. IV
Chargederivation & forcefield library building for the central fragment
of a new amino acid.

Programsinterfaced: Gaussian 2003 & RESP

Parent _directory Si ngl e nol ecul e charge derivation
Fi | e4REDDB_ni. pdb mL = nolecule 1
JOB2- gau_ni- - 1. com Gaussian input: mi-@-1: nolecule 1; Eonflormatilonyd; orientation 1
JOB2- gau_mil-2- 1. out Gaussi an out put

JOB2- gau_ni- 1-2. com

JOB2- gau_mi- 1- 2. out

JOB2- gau_ni- 1- 3. com

JOB2- gau_mil- 1- 3. out

JOB2- gau_mil- 1-4. com

JOB2- gau_mil- 1- 4. out

JOB2- gau_nt-2-1. com Gaussi an input: mil-2-1: nol ecul e 1; EoOnflormaLiloNN2; orientation 1
JOB2- gau_ml-2- 1. out Gaussi an out put

JOB2- gau_mil-2-2. com

JOB2- gau_mil- 2- 2. out

JOB2- gau_ni-2-3. com

JOB2- gau_ni-2- 3. out

JOB2- gau_mil-2-4. com

JOB2- gau_mil-2- 4. out

Mol _nil- @3- gnr a. pdb Oientation of opt. geonetry based on the Gaussi an program
Mol _nil- 92- r br al. pdb Ri gi d-body re-orientation al gorithm Eonflornagiionyd; ori entation 1

Mol _nil- 02- r br a2. pdb
Force field library (w thout intra-nolecular charge constraint)
Force field library

Mol _mil- 02- r br a3. pdb
Oientation of opt. geonetry based on the Gaussian program

Mol _nil- 02- r br a4. pdb
Mol _ni- 02. mol 2
Ri gi d-body re-orientation al gorithm [EORflormatiioAN2; orientation 1

Mol _mi- 01- B nol 2
Mol _nil- 02- gnr a. pdb
Mol _nil- 02- r br al. pdb
Mol _nil- 02- r br a2. pdb
Mol _nil- 82- r br a3. pdb
Mol _nil- 82- r br a4. pdb
Mol _nil- 82. nol 2

Mol _n- 02- Bl ol 2

Force field library (without
Force field library

i ntra-nol ecul ar charge constraint)

esout _nil RESP out put (wi thout intra-nolecul ar charge constraint)
esout _n. i RESP out put

espot _ni Ei ght espots of nolecule 1 concatenated in a single file
espot _ni-{A-1 m-2-1: nolecule 1; orientation 1

espot _ml-1-2

espot _nl-1-3
espot _ml-1-4
espot _nl-2-1 mi-@-1: nolecule 1; Eonformatilon’2; orientation 1
espot _ni-2-2
espot _ml-2-3

espot _nil-2-4

input1_ni RESP i nput - single nolecule (stage 1) (without intra-nolecular charge constraint)
i nput 1_nl. §ifih RESP input - single nolecule (stage 1

i nput 2_ni RESP i nput - single nolecule (stage 2) (without intra-nolecular charge constraint)
i nput 2_nil. B RESP input - single nolecule (stage 2)

out put 1_mil RESP out put - single nolecule (stage 1) (without intra-nolecular charge constraint)
out put 1_ni. Bl RESP output - single nolecule (stage 1)

out put 2_mil RESP out put - single nolecule (stage 2) (without intra-nolecular charge constraint)
out put 2_n. Bl RESP output - single nolecule (stage 2

punchl_ml RESP out put - single nolecule (stage 1) (without intra-nolecular charge constraint)
punchl_ni. B RESP output - single nolecule (stage 1)

punch2_ml RESP out put - single nolecule (stage 2) (without intra-nolecular charge constraint)
punch2_n. B RESP output - single nolecule (stage 2)

qout1_mil RESP out put (charge values - stage 1) (without intra-nolecular charge constraint)
qout 1_nl. Eifh RESP out put (charge val ues - stage 1)

qout 2_mil RESP out put (charge values - stage 2) (without intra-nolecular charge constraint)
qout 2_nl. §ifh RESP out put (charge val ues - stage 2)
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