First, enter the ./amber8/exe> ls
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./amber8/exe> tleap
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elcome to LEGP!
Sourcing leapre: /nsfohen/xvrang/ ambers/aat/ leap/cnd/ leapre

Log file: ./leap.log

Loading paraneters: /nsfchen/xufang/anbers/dat/ leap/parn/ parnss. dat
Loading parameters: /nsfehem/xvEang/ambers/dat/ Leap/parm/ fremod. ££0:
Reading force field mod type file (fremod

Loading library: /nsfehen/xvfang/amsers/at/leap/Lib/10ns94. Lib
Loading library: /nsfchem/xvEang/ambers/dat/leap/ 1ib/solvents. 1ib
Loading library: /nsfchem/xvEans/amber8/dat/leap/lib/all_mucleicod. lib
Loading library: /nsfchem/xvEang/amber8/dat/leap/1ib/all_aminoctod. lib
Loading library: /nsfchem/xvEang/amber8/dat/leap/1ib/all_eaminonto4. lib
Loading library: /nsfohem/xvEans/ambers/dat/leap/ 1ib/all_aminod3. 1ib





./abmer8/exe> saveamberparm ACE ACE1.prmtop ACE1.inpcrd
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Quit tleap and go to ./amber8/exe
Vi ACE1.inpcrd

[image: image7.png]> testl=loadpdb nuc.pdd
Loading PDE file: ./nuc.pdb

(starting new molecule for chain T
-~ residue 536870812: duplicate [] atoms (toval 438

ATOM NAMES IN EACH RESIDUE MUST BE UNIQUE:
(seme-nane atoms are reduced to a single atoml

Uninoun residue:  mwwer: 0 type: Terminal/last
..relaxing end constraints to try for a dhase match
-no luck

Creating new UNIT for residue: sequence: 536870912
Created a nev atom named: within residue: .R< 536870912>
total atoms in file: 438
The file contained 1 atoms not in residue templates

> 1





vi ACE1.prmtop

(please see attachment ACE1.prmtop)

enter tleap again and > test=loadpdb nuc.pdb
[image: image6.png]> saveamberparm ACE ACEl.prmtop ACEL.inperd

Checking
Buidding
Busiding
Building
Building
Building
Building
total 0
Building

Unic.
topology.

atom parameters.

bond parameters.

angle parameters.

proper torsion parameters.
inproper torsion parameters.
inproper torsions applied
H-Bond parameters.

Not Marking per-residue atom chain types.
Narking per-residue atom chain types.
(no restraints)

- |
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Jnecking nic.

FATAL: Atom .R< 536870912>.h< 1> does not have & type.
Failed to generate parameters

Parameter file was not saved.
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Stop here!
