
Hi,

I downloaded and installed Chimera and NLOPredict on 08 July 2017.
I used some of the functionality but Had a problem with loading a .cfg file.
I started up Chimera
[image: ]


I ran the COX Inhibitors demo OK, giving
[image: ]
and
[image: ]

I did a search, giving
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[bookmark: _GoBack]I started the NLOPredict plugin, giving
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I tried to follow the directions in the NLOuse.rtf file for the use case given on the NLOPredict site
NMA.pdb seemed to load OK, giving
[image: ]

[bookmark: _Hlk487276418]BUT, trying to load the cfg file, Amide_I.cfg led to an error
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I think the file is “corrupted” ish. See Amide_I.cfg.




The reply log was probably as follows
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»

Chimera Error =]

IndexError: st index out of range
Fie

ssers\Roger\Documents\Chimera1..11.2\NLOPredict\menus.py”
ne 227, in import_session_data
ine[1] = Ine[1T.strp()

See reply log for Python traceback.

Report Bug | Open Reply Log || lose | Help





image8.tmp
s Reply Log
[The following problems occurred while reading PDB file for Tcqe_edit pdb
\warning: Ignored bad PDB record found on line 1
lwarning: Ignored bad PDB record found on line 2
1cqe_edit pdb opened
IThe following problems occurred while reading PDB file for 6cox_edit pdb
\warning: Ignored bad PDB record found on line 1
lwarning: Ignored bad PDB record found on line 2
lwarning: Ignored bad PDB record found on line 3
l6cox_edit pdb opened
(Center of rotation: 0.235-0.1855 0
Model 0 (NMA pdb) appears to be a protein without secondary structure assignments.
|Automatically computing assignments using 'ksdssp' and parameter values:
energy cutoff-0.5
‘minimum helix length 3
minimum strand length 3
Use command 'help ksdssp' for more information.
lindexError Exception in Tk callback
Function: <bound method Filemenu.import_session_data of <NLOPredict menus.Filemenu instance at 0X0A9ECDFO>> (type: <type ‘instancemethod'>)
Module: <module 'NLOPredictmenus' from ‘C:\Users\Roger\Documents\Chimera1.11.2INLOPredictimenus.py*> (line: 203)
Args: ()
[Traceback (innermost last):
File "C:\Program Files (x86)\Chimera 1.11.2\binlib\site-packages\Pmw\Pmw_1_3_3\ib\lPmwBase.py", line 1747, in __call__
retumn apply(seff func, args)
File "C:\Users\Roger\Documents\Chimera1.11.2\NLOPredictimenus.py", line 227, inimport_session_data
line[1] = line[1] strip()
IIndexError: list index out of range

IndexError: listindex out of range

Fi
linef1]

sersiRoger\Documents\Chimera1.11.2NLOPredictimenus.py”
line[1].strip()

line 227, in import_session_data

See reply log for Python traceback.

IndexError Exception in Tk callback
Function: <bound method Filemenu.import session data of <NLOPredict menus Filemenu instance at 0xOASECDF0>> (tvpe: <tvpe ‘instancemethod'>) -
Forward | Back

Clear | Copy | Search:|
e ]
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s Reply Log

IndexError Exception in Tk callback
Function: <bound method Filemenu.import_session_data of <NLOPredict menus.Filemenu instance at 0X0A9ECDFO0>> (type: <type ‘instancemethod'>)
Module: <module 'NLOPredict menus' from 'C:\Users\RogerDocuments\Chimera1.11.2NLOPredictimenus.py> (ine: 203)

Args: ()
[Traceback (innermost last):
File "C:\Program Files (x86)\Chimera 1.11.2binliib\site-packages\Pmw\Pmw_1_3_3\ib\PmwBase.py", line 1747,in_call__
retur apply(selffunc, args)
File "C:\Users\Roger\Documents\Chimera1.11.2NLOPredictmenus py", line 227, in import_session_data
line[1] = line[1] strip()
IndexError: list index out of range

IndexError: listindex out of range

-
linef1]

sersiRoger\Documents\Chimera1.11.2NLOPredictimenus.py”
line[1].strip()

line 227, in import_session_data

See reply log for Python traceback.

IndexError Exception in Tk callback
Function: <bound method Filemenu.import_session_data of <NLOPredict menus.Filemenu instance at 0X0A9ECDFO0>> (type: <type ‘instancemethod'>)
Module: <module 'NLOPredict menus' from 'C:\Users\RogerDocuments\Chimera1.11.2NLOPredictimenus.py> (ine: 203)

Args: ()
[Traceback (innermost last):
File "C:\Program Files (x86)\Chimera 1.11.2binliib\site-packages\Pmw\Pmw_1_3_3\ib\PmwBase.py", line 1747,in_call__
retur apply(selffunc, args)
File "C:\Users\Roger\Documents\Chimera1.11.2NLOPredictmenus py", line 227, in import_session_data
line[1] = line[1] strip()
IndexError: list index out of range

IndexError: listindex out of range

File
linef1]

e :
Clear | Copy | Search:| Forward | Back
sove| ose| Heb |

sersiRoger\Documents\Chimera1.11.2NLOPredictimenus.py”, line 227, in import_session_data
line[1].strip()
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< Reply Log

line[1] = line[1].strip()

See reply log for Python traceback.

IndexError Exception in Tk callback
Function: <bound method Filemenu.import_session_data of <NLOPredict menus.Filemenu instance at 0X0A9ECDFO0>> (type: <type ‘instancemethod'>)
Module: <module 'NLOPredict menus' from 'C:\Users\RogerDocuments\Chimera1.11.2NLOPredictimenus.py> (ine: 203)

Args: ()
[Traceback (innermost last):
File "C:\Program Files (x86)\Chimera 1.11.2binliib\site-packages\Pmw\Pmw_1_3_3\ib\PmwBase.py", line 1747,in_call__
retur apply(selffunc, args)
File "C:\Users\Roger\Documents\Chimera1.11.2NLOPredictmenus py", line 227, in import_session_data
line[1] = line[1] strip()
IndexError: list index out of range

IndexError: listindex out of range

File
linef1]

sersiRoger\Documents\Chimera1.11.2NLOPredictimenus.py”, line 227, in import_session_data
line[1].strip()

See reply log for Python traceback.

IndexError Exception in Tk callback
Function: <bound method Filemenu.import_session_data of <NLOPredict menus.Filemenu instance at 0X0A9ECDFO0>> (type: <type ‘instancemethod'>)
Module: <module 'NLOPredict menus' from 'C:\Users\RogerDocuments\Chimera1.11.2NLOPredictimenus.py> (ine: 203)

Args: ()
[Traceback (innermost last):
File "C:\Program Files (x86)\Chimera 1.11.2binliib\site-packages\Pmw\Pmw_1_3_3\ib\PmwBase.py", line 1747,in_call__
retur apply(selffunc, args)
File "C:\Users\Roger\Documents\Chimera1.11.2NLOPredictmenus py", line 227, in import_session_data
line[1] = line[1] strip()
IndexError: list index out of range

IndexError: listindex out of range

Clear | Copy | Search:|

Forward | Back

e ]
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lindexError: listindex out of range

File "C:\Users\Roger\Documents\Chimera1.11.2NLOPredictimenus.py”, line 227, in import_session_data
line[1] = line[1]strip()

See reply log for Python traceback.
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UCSF Chimera o= =

COX Inhibitors

'COX synthesizes prostagiandins, which mediate several
functions in the body. The COX-1 isoform contrbutes to
many benefical functions (for example, protecting the ining of
the stomach), but the COX-2 isoform has been mpicated in
pain and inflammation. Thus, it may be useful to inhibt COX-2
more than COX-1. Although COX functions as a homodimer, we

wil compare monomers (each monomer contains a complete
active site).
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< Search Documentation

Chimera documentation search Search Results:
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with the and, or, not, and parentheses operators 1. Dock Prep
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Example: select command not tutorsl

Search | [extensble =
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