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MOPAC2016A™

What's new in MOPAC2016A™ ?

[ ¢

m MOPAC2016A™ is the successor to MOPAC2012A™ and has improved

methods for modeling large biomolecules.

MOPAC2016A™ is a semiempirical quantum chemistry software package for
the prediction of chemical properties and modeling of chemical reactions. It is
used by chemists and biochemists for both research and teaching, and runs on
Windows®, Linux, and Macintosh platforms.


http://openmopac.net/home.html
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Background

MOPAC has been re-released under the open-source Apache
license, and users no longer need to sign a license agreement.

Do not request a license.

Latest open-source release (openmopac@gmail.com for support):

Available on conda-forge (installation command: "conda install -c conda-forge
mopac”)

Download MOPAC for Linux (graphical installer for Linux distributions with Qt

support)

Download MOPAC for Mac (right-click the installer and select "open” to satisfy
Gatekeeper)

Download MOPAC for Windows (click "more info" and "run anyway" to satisfy

Defender)

Download MOPAC for Linux (minimal tarball for Linux distributions without Qt

support)

Download MOPAC for Mac (minimal zip file if Qt installer has problems)

Download MOPAC for Windows (minimal zip file if Qt installer has probl ) < l
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*  CALCULATION DUNE (MﬂX THREADS = 8) Thu Feb 13 10:22:49 2025 x
* AMI - The AM1 Hamiltonian to be used

* MMOK = APPLY M CORRECTION TO CONH BARRIER

* PRECISE - TIGHTER CRITERIA TO BE USED

* EF - USE EF ROUTINE FOR MINIMUM SEARCH

* T= - A TIME OF 172800.0 SECOWDS RECUESTED

* DUMP=N - RESTART FILE WRITTEN EVERY 7200.0 SECONDS RECUESTED
* GNORM - EXIT WHEW GRADIENT MORM DROPS BELOW 0.050

*  NOINTER - THIS KEYWORD HAS BEEN REPLACED BY PRTINT

*  YECTORS - FINAL EIGENYECTORS TO BE PRINTED

*  GRAPH - GEMERATE FILE FOR GRAPHICS

S S S S ESEESESEEESEEEESEEESEEESESEESISELESLESESEESSEEEESEEISEEEEISETEESS LSS S S

AMT EF PRECISE GNORM=0.05 NOINTER GRAPHF WECTORS MMOK




HESLl: ue¥=l FE— RTAH—F 0 Y —Zi MOPAC %#ffi» CEIET 254, 340DV a TOHRE
T4y RyoFald I s IMOPACB)) ICEETHEEEZFICITY, b LIL2.1)D mopac.exe DX
€% [MOPAC3): 1 Tid72 < IMOPAC(): ] TITH &, Pa TOREY « > NV TOBNMBIEITLE R,

EES2: 77 A 0F— R TH—F v YV — 2 MOPAC % -~ CE¥ 15854, £3° MOPAC Keyword
Setup CHMLIMEFHER OK 27 U v 745, &KIZQM | MOPAC | (3MOPAC #4747 ) v 7 LTY
FANLEMNTTCANT 7 ANVERIEFEL, SHEETEZTD,

FR(V) QM MD BH(S) TFFAVA) Y-IUT) Fa-MITIUU) 240t

o E  MOPAC ~
CNDO/S ¥ [ #-0-FBE..
Q GAMESS > F-0-FEH2A3...
763 Gaussian »| & (1) MOPAC Ef7..
ey (2) MOPTW70 E...
37305 NWChem »
Igle= O.El1 SMASH > (3) MOPAC Ef7...
@ 07EF7% (out)..
DJ&ET (arc)...
= 7oA-vay >
[T S8y >
Potential Energy Surface Scan >
JITIF-IVvEEE




HEER 3 A—7 2 Y —ZAf MOPAC I3 FHLENTEY . T 74/ hTEEA~ > OF%#H CPU =7
LR UENS A2 B, WIS ZE 2 72V AL, MOPAC Keyword Setup 7 - > K7 @ Others ##l

l

Z ITHREADS= (IF%1%%) 1 2FAT D,

| @ MOPAC Keyword Setup = ] X
Easy Setup
Hamiltonian |PM7 < | Method EF v
Charee o | Mult. | v|OPEN [ o] ]
MM MMOK | GNORM  [005 .| LARGE | v]

GRAPH GRAPHF - EXTERNAL ~
STEP V\ POINT | V| T | V|
STEP1 |2 « | POINT1 v v

[(JAUX  [JALLVEGS [JBONDS [JENPART [JESP

(JEXCITED [JGEQ-0K [ MOZYME @ MOINTER
(JowbFpc (CJPOLAR @ PRECISE [(JSYMMETRY
[CJUHF @ VECTORS (X2

Camment

Others THREADS=4|

Winmastar
Coordinate format  XYZ v

Save as Default |v

Reset.. Import.. Export.. oK Cancel

Pk



	win64

