Filesgenerated by R.E.D. Server/R.E.D. IV

Chargederivation & forcefield library building for the central, N-terminal and C-terminal

Parent _directory
Mol _nil

Fi | e4REDDB_ni. pdb
JOB2- gau_mil-1-1. com
JOB2- gau_ml-2- 1. out
JOB2- gau_mil- 1- 2. com
JOB2- gau_mil- 1- 2. out
JOB2- gau_ni-1-3. com
JOB2- gau_mi- 1- 3. out
JOB2- gau_ml-1- 4. com
JOB2- gau_mil- 4- 4. out
JOB2- gau_mi-2-1. com
JOB2- gau_mil-2- 1. out
JOB2- gau_mil-2-2. com
JOB2- gau_ml- 2- 2. out
JOB2- gau_mil-2- 3. com
JOB2- gau_mil- 2- 3. out
JOB2- gau_mil-2-4. com
JOB2- gau_mil- 2- 4. out
Mol _nil- @3- gnr a. pdb
Mol _nil- 01- r br al. pdb
Mol _nil- 01-r br a2. pdb
Mol _nil- 02-r br a3. pdb
Mol _nil- 01- r br a4. pdb
Mol _ni- 01. nol 2
Mol _ni- 01- Bl ol 2
Mol _nil- 82- gnt a. pdb
Mol _nil- 82- r br al. pdb
Mol _nil- 82- r br a2. pdb
Mol _nil- 82- r br a3. pdb
Mol _nil- 02- r br a4. pdb
Mol _nil- 02. nol 2
Mol _iiL- 02- Bl ol 2

esout _nil

esout _nil. §fh
espot _ml

espot _ml-1-1
espot _ml-1-2
espot _ml-1-3
espot _ml-1-4
espot _ml-2-1

espot _ml-2-2
espot _nl-2-3
espot _ml-2-4
inputl_nl

i nput 1_nL. B

i nput 2_ni

i nput 2_nL. B
out put1_ml

out put 1_m. Bl
out put 2_ml

out put 2_n. Bl
punchl_ni
punchl_nt. i
punch2_ni
punch2_nt. B
qout1_mil

qout 1_n. Bl
qout 2_mil

qout 2_nl. Eifh

fragments of a new amino acid.

Programsinterfaced: Gaussian 2003 & RESP

Singl e nol ecul e charge derivation
ml = nmolecule 1

Gaussian input: nmi-@-2: nol ecul e 1; conflornatilond; orientation 1

Gaussi an out put

Gaussian input: mi-2-1: nol ecul e 1; Conflornatilont2; orientation 1

Gaussi an out put

Oientation of opt. geonetry based on the Gaussian program
Ri gi d-body re-orientation al gorithm gonflornatilon’d; orientation 1

Force field library (without intra-nolecular charge constraint)
Force field library
Orientation of opt. geonetry based on the Gaussian program

Ri gi d-body re-orientation algorithm ;orientation 1

Force field library (w thout intra-nolecular charge constraint)
Force field library i
RESP out put (wi thout intra-nolecul ar charge constraint)
RESP out put
Ei ght espots of npblecule 1 concatenated in a single file

mi-@-1: nol ecul e 1; confornatilon’d; orientation 1

mi-@-1: nol ecul e 1; Confornatilon’2; orientation 1

RESP i nput - single nolecule (stage 1) (without intra-nolecular charge constraint)
RESP i nput - single nolecule (stage 1)

RESP i nput - single nolecule (stage 2) (without intra-nolecular charge constraint)
RESP i nput - single nolecule (stage 2)

RESP out put - single nolecule (stage 1) (without intra-nolecular charge constraint)
RESP out put - single nolecule (stage 1)

RESP out put - single nolecule (stage 2) (without intra-nolecular charge constraint)
RESP out put - single nolecule (stage 2

RESP out put - single nolecule (stage 1) (without intra-nolecular charge constraint)
RESP out put - single nolecule (stage 1)

RESP out put - single nolecule (stage 2) (without intra-nolecular charge constraint)
RESP out put - single nolecule (stage 2)

RESP out put (charge values - stage 1) (w thout intra-nolecular charge constraint)
RESP out put (charge values - stage 1)

RESP out put (charge values - stage 2) (w thout intra-nolecular charge constraint)
RESP out put (charge values - stage 2)



Mol

Mol

_ne

Fi | e4REDDB_nR2. pdb
JOB2- gau_n2-1-1. com
JOB2- gau_nR2-1- 1. out
JOB2- gau_n®-1-2. com
JOB2- gau_n2- 1- 2. out
Mol _nR- 8- gnr a. pdb
Mol _nR2-01-r br al. pdb
Mol _nR- 1-r br a2. pdb
Mol _n2-01. nol 2

esout _nR

espot _nR

espot _n2-@-1

espot _nR-1-2
input1_n@

i nput 2_n®2

out put1_nR

out put 2_n®
punchl_n®

punch2_n®2

qgout 1_nR

qgout 2_nR

_nB

Fi | e4REDDB_nB. pdb
JOB2- gau_nB8-1-1. com
JOB2- gau_n8-1-1. out
JOB2- gau_nB8-1-2. com
JOB2- gau_n8-1- 2. out
JOB2- gau_nB-1-3. com
JOB2- gau_n8- 1- 3. out
JOB2- gau_nB-1-4. com
JOB2- gau_nB-1- 4. out
JOB2- gau_nB-2-1. com
JOB2- gau_nB-2- 1. out
JOB2- gau_nB-2-2. com
JOB2- gau_nB- 2- 2. out
JOB2- gau_nB-2-3. com
JOB2- gau_n8-2- 3. out
JOB2- gau_nB-2-4. com
JOB2- gau_nB-2- 4. out
Mol _nB-02- gnr a. pdb
Mol _nB-01- r br al. pdb
Mol _nB- 01-r br a2. pdb
Mol _nB-01- r br a3. pdb
Mol _nB- 01- r br a4. pdb
Mol _n8-01. ol 2

Mol _n8- 01- B nol 2
Mol _nB-02- gnr a. pdb
Mol _nB-02- r br al. pdb
Mol _nB-02- r br a2. pdb
Mol _nB-02- r br a3. pdb
Mol _nB-02- r br a4. pdb
Mol _nB-02. nol 2

Mol _n8- 02- Bifh nol 2
esout _nB

esout _nB. lh

espot _nB

espot _nB-1-1

espot _nB-1-2
espot_nB-1-3
espot_nB-1-4
espot_nB-2-1

espot _nB-2-2

espot _nB-2-3

espot _nB-2-4
inputl_n8

i nput 1_nB. B

i nput 2_n8

i nput 2_n8. B

out put1_n8B

out put 1_n8. B

out put 2_nB

out put 2_n8B. Blfh
punchl_n8

punchl_n8. B
punch2_n8

punch2_n8. i
qout1_nB

gout 1_nB. B

qgout 2_nB

qout 2_n8. Elih

Si ngl e nol ecul e charge derivation

nm2 = nol ecule 2

Gaussian input: n2-@-1: nol ecul e 2; Conflornatilontd; orientation 1

Gaussi an out put

Orientation of opt.

conformation 1;
Ri gi d-body re-orient

ation algorithm

Force field library
i ntra-nol ecul ar charge constraint)
Two espots of nolecule 2 concatenated in a single file

RESP out put (wi t hout

n2-@-1: nol ecul e 2;

RESP
RESP
RESP
RESP
RESP
RESP
RESP
RESP

i nput -
i nput -
out put
out put
out put
out put
out put
out put

geonetry base

orientation 1

single nol ecul e (stage 1)
singl e nol ecul e (stage 2)
- single nolecule (stage 1)
- single nolecule (stage 2)
- single nolecule (stage 1)
- single nolecule (stage 2)
(charge val ues - stage 1)

(charge val ues - stage 2)

Si ngl e nol ecul e charge derivation

8 = nolecule 3

d on the Gaussian program
;orientation 1

Gaussian input: n8-@-1: nol ecul e 3; conflornatilon’d; orientation 1

Gaussi an out put

Gaussian input: mB8-2-1: nolecul e 3; Eonflormatilony2; orientation 1

Gaussi an out put

Orientation of opt.

conformation 1;
Ri gi d-body re-orient

Ri gi d-body re-orient

RESP out put
RESP out put

(w t hout

ation algorithm

Force field library
Force field library
Orientation of opt.

ation algorithm

Force field library
Force field library

geonetry base

d on the Gaussian program
;orientation 1

iw’ t hout intra-nol ecul ar charie constraint)

geonetry base

d on the Gaussian program
;orientation 1

iwi thout intra-nol ecul ar charie constraint)

i ntra-nol ecul ar charge constraint)

Ei ght espots of nolecule 3 concatenated in a single file

n8-@-1: nol ecul e 3;

n8-I-1: nol ecul e 3; Confornatilon’2;

RESP i nput - single nolecule (stage
RESP i nput - single nolecule (stage
RESP i nput - single nolecule (stage
RESP i nput - single nolecule (stage
RESP out put - single nolecule (stage
RESP out put - single nolecule (stage
RESP out put - single nolecul e (stage
RESP out put - single nolecul e (stage
RESP out put - single nolecul e (stage
RESP out put - single nolecule (stage
RESP out put - single nolecul e (stage
RESP out put - single nolecul e (stage
RESP out put (charge values - stage 1
RESP out put (charge values - stage 1
RESP out put (charge values - stage 2
RESP out put (charge val ues - stage 2

orientation 1
orientation 1

1) (without i
1)

2) (wthout i
2)

1) (without
1)

2) (w thout
2)

1) (wi thout
1)

2) (w thout
2)

) (without
)

) (without
)

ntra- nol ecul ar charge constraint)
ntra- nol ecul ar charge constraint)
i ntra-nol ecul ar charge constraint)
i ntra-nol ecul ar charge constraint)
i ntra-nol ecul ar charge constraint)

i ntra-nol ecul ar charge constraint)

i ntra-nol ecul ar charge constraint)

i ntra-nol ecul ar charge constraint)



Mol _m# Si ngl e nol ecul e charge derivation

“Fi | e4REDDB_md. pdb m = nol ecul e 4
JOB2- gau_m4- - 1. com Gaussian input: m4-@-1: nol ecul e 4; confornatilond; orientation 1
JOB2- gau_mid-1- 1. out Gaussi an out put

JOB2- gau_mid-1- 2. com
JOB2- gau_mi- 1- 2. out

Mol _m4- 82- gnr a. pdb conflormatilonydi] Orientation of opt. geonetry based on the Gaussian program
Mol _m4- 01- r br al. pdb Ri gi d-body re-orientation al gorithm gonflornatilon’d; orientation 1
Mol _n¥- 01-r br a2. pdb
Mol _mé- 01. nol 2 conflormatilonyd;] Force field library
esout _n¥ RESP out put (wi thout intra-nolecular charge constraint)
espot _nd Two espots of nol ecule 4 concatenated in a single file
espot _mi-@-1 mi-@-1: nol ecul e 4; Conformatilon’d; orientation 1
espot_mi-1-2
input1_m4 RESP i nput - single nolecule (stage 1)
input2_mi RESP i nput - single nolecule (stage 2)
out put1_n¥ RESP out put - single nolecule (stage 1)
out put 2_md RESP out put - single nolecule (stage 2)
punchl_n%4 RESP out put - single nolecule (stage 1)
punch2_nm4 RESP out put - single nolecule (stage 2)
gout 1_n% RESP out put (charge values - stage 1)
gout 2_n% RESP out put (charge values - stage 2)
Mol _nb Si ngl e nol ecul e charge derivation
Fi | e4REDDB_nb. pdb nb = nol ecule 5
JOB2- gau_nb- - 1. com Gaussian input: nb-@-1: nol ecul e 5; Conflornatilon’d; orientation 1
JOB2- gau_nb-1- 1. out Gaussi an out put

JOB2- gau_nb- 1-2. com
JOB2- gau_nb- 1- 2. out
JOB2- gau_nb- 1- 3. com
JOB2- gau_nb- 1- 3. out
JOB2- gau_nb- 1-4. com
JOB2- gau_nb- 1- 4. out
JOB2- gau_nb-2-1. com Gaussian input: mb-2-1: nolecul e 5; Eonflormatilony2; orientation 1

JOB2- gau_nb- 2- 1. out Gaussi an out put

JOB2- gau_nb-2-2. com

JOB2- gau_nb- 2- 2. out

JOB2- gau_nb-2-3. com

JOB2- gau_nb- 2- 3. out

JOB2- gau_nb-2-4. com

JOB2- gau_nb- 2- 4. out

Mol _nb-02- gnr a. pdb Orientation of opt. geonetry based on the Gaussian program
Mol _nB- 02- r br al. pdb Ri gi d-body re-orientation al gorithm Eonflonnatitonyd; ori entation 1

Mol _nb- 01- r br a2. pdb
Mol _nb- 01- r br a3. pdb
Mol _nb- 01- r br a4. pdb
Mol _nb- 0. nol 2

Mol _nb- 01- B ol 2
Mol _nb- 02- gnr a. pdb
Mol _nb- 02- r br al. pdb
Mol _nb- 02- r br a2. pdb
Mol _nb- 02- r br a3. pdb
Mol _nb- 02- r br a4. pdb
Mol _nb-02. nol 2

Mol _nb- 02- B mol 2

Force field library (wthout intra-nolecular charge constraint)
Force field library ﬁ
Orientation of opt. geonetry based on the Gaussian program

Ri gi d-body re-orientation al gorithm Eonflornagilony2; ori entation 1

Force field library (w thout intra-nolecular charge constraint)
Force field library

esout _nb RESP out put (without intra-nolecul ar charge constraint)

esout _nb. B RESP out put

espot _nb Ei ght espots of nolecule 5 concatenated in a single file

espot _nb-T-1 nb-@-1: nol ecul e 5; confornatilon’d; orientation 1

espot _nb-1-2

espot _nb-1-3

espot _nb-1-4

espot _nmb-2- 1 n6-@-1: nol ecul e 5; CoNflormALIOAN2; orientation 1

espot _nb-2-2

espot _nb-2-3

espot _nb-2-4

input1_nb RESP i nput - single nolecule (stage 1) (without intra-nolecular charge constraint)
i nput 1_nb. B RESP i nput - single nolecule (stage 1

i nput 2_nb RESP i nput - single nolecule (stage 2) (wi thout intra-nolecular charge constraint)
i nput 2_nb. B RESP i nput - single nolecule (stage 2)

out put1_nb RESP out put - single nolecule (stage 1) (without intra-nolecular charge constraint)
out put 1_nb. Bl RESP out put - single nolecule (stage 1)

out put 2_nb RESP out put - single nolecule (stage 2) (without intra-nolecular charge constraint)
out put 2_nb. Blfh RESP out put - single nolecule (stage 2)

punchl_nb RESP out put - single nolecule (stage 1) (without intra-nolecular charge constraint)
punchl_nb. i RESP output - single nolecule (stage 1)

punch2_nb RESP out put - single nolecule (stage 2) (without intra-nolecular charge constraint)
punch2_nb. i RESP out put - single nolecule (stage 2)

gout 1_nb RESP out put (charge values - stage 1) (w thout intra-npolecular charge constraint)
qout 1_nb. B RESP out put (charge values - stage 1)

gout 2_nb RESP out put (charge values - stage 2) (w thout intra-nolecular charge constraint)

qout 2_nb. Bl RESP output (charge val ues - stage 2)



Mol

_nmb
Fi | e4REDDB_n6. pdb

JOB2- gau_n6-1-1. com
JOB2- gau_n6-1- 1. out
JOB2- gau_n6-1- 2. com
JOB2- gau_n6- 1- 2. out
JOB2- gau_né- 1- 3. com
JOB2- gau_n6- 1- 3. out
JOB2- gau_nb-1-4. com
JOB2- gau_n6- 1- 4. out
JOB2- gau_nb6-2-1. com
JOB2- gau_nb-2- 1. out
JOB2- gau_nb-2-2. com
JOB2- gau_nB- 2- 2. out
JOB2- gau_n6-2- 3. com
JOB2- gau_nB- 2- 3. out
JOB2- gau_n6-2-4. com
JOB2- gau_n6- 2- 4. out
Mol _n6- 8- gnr a. pdb
Mol _n6- 01-r br al. pdb
Mol _n6- 01-r br a2. pdb
Mol _n6-01- r br a3. pdb
Mol _n6-01- r br a4. pdb
Mol _n6-01. nol 2

Mol _n6- 02- gnr a. pdb
Mol _n6- 02-r br al. pdb
Mol _n6- 02- r br a2. pdb
Mol _n6- 02-r br a3. pdb
Mol _n6- 02- r br a4. pdb
Mol _n6-02. ol 2

esout _nb

espot _nb

espot _nb6-1-1

espot _nb-1-2

espot _nb-1-3

espot _nb-1-4

espot _nb-2-1

espot _nb-2-2

espot _n6-2-3

espot _nb-2-4
input1l_n6

i nput 2_n6

out put 1_n6

out put 2_n6
punchl_n6

punch2_n6

qout 1_nb

qgout 2_nb

Si ngl e nol ecul e charge derivation

nb =

nol ecul e 6

Gaussian input: nm6-@-1: nol ecul e 6; Conflornatilontd; orientation 1

Gaussi an out put

Gaussian input: nm6-2-1: nol ecul e 6; Conflornatilony2; orientation 1

Gaussi an out put

Ri gi d-body re-orientation algorithm

Ri gi d-body re-orientation algorithm

RESP out put

Orientation of opt.

Force field library
Oientation of opt.

Force field library

geonetry based on the Gaussian program

geonetry based on the Gaussi an program

;orientation 1

;orientation 1

Ei ght espots of nolecule 6 concatenated in a single file
n6-@-T: nol ecul e 6; CONfORMALIGANE;

orientation 1

m6-L-1: nol ecul e 6; Conflornatilon’2; orientation 1

RESP i nput -
RESP i nput -
RESP out put
RESP out put
RESP out put
RESP out put
RESP out put
RESP out put

singl e nol ecul e (stage 1)
single nol ecul e (stage 2)
- single nolecule (stage 1)
- single nolecule (stage 2)
- single nolecule (stage 1)
- single nolecule (stage 2)
(charge val ues - stage 1)

(charge val ues - stage 2)



Mol _ WM Mil ti pl e nol ecul es charge derivation

esout _nmm RESP output - nultiple nolecules (stage 1) (with intra-ntc & inter-ntc)
espot _mm 36 espots of nolecules 1-6 concatenated in a single file

inputl_nm RESP i nput - nultiple nolecules (stage 1) (with intra-ntc & inter-ntc)
input2_nmm RESP i nput - nultiple nolecules (stage 2) (with intra-ntc & inter-ntc)
mi- ol. FGL. nol 2 Ml ecul e 1 — Conflormatilon’d — Fragnent 1

mil- 01, FG2. ol 2 Central fragment: Mlecule 1 — Gonflormatilontd (Fragment 2)

nmi- ol. nol 2 Mol ecule 1 —

mi- 02. FGL. nol 2 Mol ecule 1 — — Fragnment 1

mi- 02. FQ. nol 2 Central fragnent:
nmil- 02. nol 2 Mol ecule 1 —

Mol ecul e 1 — EGNFORMELIGANZ (Fragment 2)

me- ol. FGL. nol 2 Mol ecule 2 — Fragnent 1

m2- ol. nol 2 Mol ecul e 2

mB- 01- FG nol 2 N-terminal fragment: Mdlecule 3 —

mB- 0l. FGL. nol 2 Mol ecule 3 — — Fragnent 1

mB- 0l. F&. nol 2 Mol ecule 3 — — Fragnent 2

mB- ol. nol 2 Mol ecule 3 —

mB- 02- FG nol 2 N-terminal fragment: Mdlecule 3 —

mB- 02. FGL. nol 2 Mol ecule 3 — — Fragnent 1

mB- 02. F&. nol 2 Mol ecule 3 — — Fragnent 2

mB- 02. nol 2 Mol ecule 3 —

m#- 0l. FGL. nol 2 Mol ecul e 4 — Fragnent 1

nmé- ol. nol 2 Mol ecul e 4

mb- 01- FG nol 2 C-termnal fragnment: Mdlecule 5 —

mb- 01. FGL. nol 2 Mol ecule 5 — — Fragnent 1

mb- 0l. F&. nol 2 Mol ecule 5 — — Fragnent 2

mb- 0l. nol 2 Mol ecule 5 —

mb- 02- FG nol 2 C-termnal fragnment: Mdlecule 5 —

mb- 02. FGL. nol 2 Mol ecule 5 — — Fragnent 1

mb- 02. F&. nol 2 Mol ecule 5 — — Fragnent 2

mb- 02. nol 2 Mol ecule 5 —

mB6- 0l. nol 2 Mol ecule 6 —

m6- 02. nol 2 Mol ecule 6 —

out put 1_nmm RESP output - nultiple nolecules (stage 1) (with intra-ncc & inter-ntc)
out put 2_mm RESP output - multiple nolecules (stage 2) (with intra-ncc & inter-ntc)
punchl_nm RESP output - multiple nolecules (stage 1) (with intra-ncc & inter-ntc)
punch2_nm RESP output - multiple nolecules (stage 2) (with intra-ncc & inter-ntc)
qout1l_mm RESP output - multiple nolecules (stage 1) (with intra-ncc & inter-ntc)
qout 2_mm RESP output - multiple nolecules (stage 2) (with intra-ncc & inter-ntc)

Internet document © 2009-2010. All rights Reserved.
Université de Picardie - Jules Verne. Sanford|Burnham Institute for Medical Research.



