MY ff10 FROM AMBER11 vs MY FRIEND’S
my leap.log file with ff10 from my amberl1 package

Delwing: ~/1HR2fstarting_pdbs

amparo@elwing: /mediafamparo/Backup_Mar... 8 amparo@elwn
!og started: Mon Feb 4 17:27:17 20813

Log file: ./leap.log

> leaprc for loading the ff1@ force field
> MOTE: this is designed for PDB format 3!
=
-

load atom type hybridizations

pelwing: /media/Amparo/Backup_March2013/1N8R/MinoTauro/40C_1N8R_MinoTauro/freplica.1/Nacho/mut
amparo@elwing: f/media/Amparo/Backup_Mar... 8 amparo@elwing: /media/Amparo/Backup_Mar... &
log started: Mon May 6 15:26:18 2013

Log file: ./leap.log

leaprc for loading the ffi1@ force field
NOTE: this is designed for PDB format 3!
ff10 = ff99SB for proteins; ff99bsc® for DNA; ff99sbsc_chiOL3 for RNA
phosphoaa parms from N. Homeyer, A.H.C. Horn, H. Lanig, H. Sticht
J. Mol. Model. 2086, 12, 281-289. OP vdW parameters modified
by T. steinbrecher and J. Latzer.

load atom type hybridizations

my xleap loading ff10 from my amberl1 package

iverse Editor

M ™ @ XLEaP: Universe Editor

File Edit Yerbosity

¥

Helcone to LEaP!

Sourcing? fusrflocalfanberll/dat/leapfcnd/leaprc, fi10

Opening Susrslocal/amberll/datsleap/prepsleap.log: Pernizsion denied

Opening Fusrflocal/anberll/dat/leaps/libs/leap.log: Pernission denied

Opening Susrslocal/amberll/datsleap/parnsleap.log: Pernizsion denied

Opening Fusrflocal/anberll/dat/leaps/cnd/leap.log: Pernission denied

Could not open file leap,log: systen error

Loading parameters: Ffusr/local/anberll/dat/leap/parn/parnli.dat

Reading title: .
PARHIY + frcmod.fFI95B + fronod.parnbsco €= \\here is OL3?
Loading library: Sfusrflocal/anberll/dat/leaps/libfall_aninol0_lib

Loading library: fusrflocal/amberll/dat/leap/libfall_aninoctl0,lib

Loading library: fusrflocal/anberll/dat/leap/lib/all_aninontl0,.lib

Loading library: fusrflocal/amberll/dat/leap/libfall_nucleicl?d,lib

Loading library: fusrflocal/amnberll/dat/leap/lib/ions=08,1ib

Loading library: fusrflocal/amberll/dat/leap/lib/fzolvents.lib

>

-~




ff10 FROM my AMBER11 vs ff10 FROM my AMBER12

Heading line of the leaprc.parm.10 file in my amberl1 package

ielwing: fusrflecal famberid fdat leap/parm

amparo@ebwing: /mediadamparo/Bac.. ¥ amparo@ebsing: fmediafamparo/Bac. .. —_—

"‘Fh-lf- + Tromod. I‘ GosSE + fremod.parmbscd Where |S OL3?

sp? € carbonyl group
spZ2 € pure aromatic [benzene)

=p2 aronatlc C, 5&6 membered ring junction
sp? aronatic C, % memb. ring HIS

1:-'. o1
CA 12,81
B 12.81

carbon 'I. group
= pure EI'I'II"':I 1c ||'| F..IFI\.I
aronatic C, 5&E& ri"'lll'.l" l-r.1 |1||l.| Junction

Heading line of the leaprc.ff10 file in my amberl1 package
elwing: fusrflocalfambert1 dat leapfcmd

amparo@elwing: /media/amparo/Bac... ¥ amparod@ebsing: fmediajar
logFile Leap. Log

leaprc for loading the ff18 force field
HNOTE: this 1= designed for PDE Tormat 3!

load atom type hybridizations

leaprc for 1--Jd1ru
NOTE: this is g
FFi@ = FF o ’ ]

phosphoaa p-'r' fr . Ho 2 C. Horn, 1. Lanlg, H.

Ffeg9sbsc_chidlL3

J. Mal. Hodel. 5, 12, 28 5. 0P vdW parameters ||..|:|11‘u"..
by T. Steinbkrecher and 1. r

Load atom type hybridizations




my xleap loading ff10 from my amberl2 package

—— Tt = =" | B S aFl - et~

Luadlng paraneters: .:’par‘nll] dai’.
Reading title:
PARH99 + frcrnod,.ff995B + frconod.parnbscO + 0L3 for RHA b



