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"EINAL.doc K yemy Takue CNoKHOCTU?

2 A STORY TOLD (N FLE NAMES: =%

3 C:\useryresearch\data _|
Filename = Date Modified Size  Type

i data_2010.05.28_test dat 3:37PM 5/28/2010  420KB DAT file
i data_2010.05.28_re-test.dat 4:29PM 5/28/2010  421KB DAT file
i@ data_2010.05.28_re-re-test.dat S5:43PM 5/28/2010  420KB DAT file
i@ data_2010.05.28_calibrate.dat 7:17 PM 5/28/2010 1,256 KB DAT file
i@ data_2010.05.28_huh??.dat 7:20PM 5/28/2010 30KB DAT file
i@ data_2010.05.28_WTF.dat 9:58 PM 5/28/2010 30KE  DAT file
- . i data_2010.05.29_aaarrrgh.dat 12:37 AM 5/29/2010  30KB DAT file
FINAL _rev.8.commentss. i@ data_2010.05.29_#3@*&!.dat 2:40 AM 5/29/2010 DAT file
CORRECTIONS. doc. i@ data_2010.05.29_crap dat 3:22 AM 5/29/2010 DAT file
i data_2010.05.29_notbad.dat 4:16 AM 5/29/2010 DAT file
i data_2010.05.29_wochool! dat 4:47 AM 5/29/2010 DAT file
i data_2010.05.29_USETHISONE dat ~ 5:08 AM 5/29/2010 DAT file

EINAL _rev.6.COMMENTS. doc

g &) analysis_graphs.xls 7:13 AM 5/29/2010 LS file
) #) TheslsOutline!.doc 7:26 AM 5/29/2010 DOC file
E &) Notes_Mesting_with_ProfSmith.b 11:38 AM 5/20/2010 1,673KB  TXT file
§ QMNK..  2:145PM 5/29/2010 Folder
N r i (data_2010.05.30_startingoverdat | 8:37 AM 5/30/2010  420KB DAT file
FINAL_.I"BV.'IB.&DmmE-ﬂrﬁ?. FINAL_TEV.ZZ.C-DMMET?TE&H?.
corrections?.MORE.30.doC  corrections. 0. #@%%WHYDD $ |
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[loyemy 3TO BaXKHO?

* JPpPeKTUBHO

* YnobHo paboTaTb B KOMaHAe

* Bcerga mo»KHO OTKaTUTbCA K paboyein Bepcum
* Hwuyero He nponaaaeT (ecam 66110 COXPAHEHO)
* YnobHbIN NyTb K aBTOMATM3aLUMM NMPOLLecca



OCHOBHbIE MOMEHTDbI

 CoxpaHaTtb (MoyTn) BCe, KaK TO/IbKO OHO CO34aHO
* 3meHeHUs A0MXKHbI bbiTb HEOONbLLMMMU

* CoXxpaHATb YacTo

 XpPaHWUTb KaxKabl¥ NPOEKT B OTAE/IbHOW NamnkKe

https://swcarpentry.github.io/good-enough-practices-in-scientific-computing/



https://swcarpentry.github.io/good-enough-practices-in-scientific-computing/

[MTpnmep. XpaHeHne BEpPCUN BPYUHYIO

 KaK XpaHUTb pa3IN4Hble BEPCUN?
 KaK ux pasnnyatb?
 [ne aeprKaTb CNUCOK U3MEHEHUWN ANA KaxKaoro ¢amna?

PaboTa B KOMaHAe:
 KaK obpabaTbiBaTb MU3MEHEHUSA OT KaXKAOro YaeHa KomaHabl?
* KaK pa3pewatb KOHPAUKTbI?



Pa3Hble noaxoabl K VCS

Checkout

Local Computer

Version Database

Version 2

Version 1

LleHTpann3oBaHHbIN:

JNTOKaJ/IbHO



Pa3Hble noaxoabl K VCS

Central VCS Server

Computer A
Version Database
<&
Version 3 LleHTpann3oBaHHbIN:
VersLon . «TNaBHbINY cepBep
Computer B | XPaHUT BCHO UCTOPUIO

a»




Pa3Hble noaxoabl K VCS

Server Computer

Version Database

Version 3

| PacnpenenéHHbln:

Version 2
|
Version 1

Ka*KAblM KOMNbOTEP

XPaHUT CBOIO KOMWUIO
ncTopumn

Computer A Computer B
Version Database | | g » | Version Database
Version 3 Version 3 @
| |
Version 2 Version 2
I I
Version 1 Version 1




Git

Caenan ana pabotbl ¢ Agpom Linux B8 2005 roay

© git

* (CKopoCTb
* [lpocTaa apxuteKkTypa

* Xopouwas nogaepHka HeaMHEeNHoM pa3paboTku (Tbicaum
napansieNibHbiX BETOK)

* [lonHaAa aeueHTpanmsayua

 Bo03MOXKHOCTb 3pPEKTUBHOIO yrnpasieHNA BONbLLIMMKN MPOEKTAMMU,
TaKMMM KaK a4po Linux (ckopocTb paboTbl 1 pasymHoe
MCMNO/1b30BaHWE ANCKOBOIO NMPOCTPAHCTBA)



dunocodpuA

*  CHWUMKM BMECTO Pa3Inynm
* JloKanbHocTb (MoOYTH) BCex onepauunm
* L|lenoctHoOCTb

 He 3Haewb YTO AenaTb — A06aBAAN AaHHbIE

Checkins Over Time

Working Staging .git directory
Directory Area (Repository)
Checkout the project

Stage Fixes

-




YcTaHOBKa / HacTpowKa

Linux:
sudo apt 1nstall git

Windows/Mac:
https://git-scm.com/download/win

*  /ImA nonb3oBaTena n agpec 3N1eKTPOHHOM NoYTbl


https://git-scm.com/download/win

O6LWMN CUHTAKCUC

git <subcommand> [switches] arguments

Hanpumep

git clone --depth 10 https://github.com/lammps/lammps.git
git log --graph



https://github.com/lammps/lammps.git

[lepBOHa4YaIbHaA HAaCTPOUKA

git config --global user.name "John Doe"
git config --global user.email johndoeaexample.com




BCTpoeHHaA cnpaBKa

git help [subcommand]

Hanpumep
git help commit
git help —a

git help tutorial

KpaTKo
glt <subcommand> -h



Hayano paboTbl

git init

git clone <URL>




4 cocToAHMA $annoB B PENO3UTOPUN

HEeOoTC/1IeXXKMBAEMBbIN N3MEHEHHbIN

HEU3MEHEHHbIM NMPOUHAEKCUPOBAHHbIN

Untracked Unmodified Modified
Add the file
Edit the file I

Stage the file

Remove the file

Commit




[lpoBepPKa COCTOAHUA

glt status

git diff




CoxpaHeHne nameHeHuu

NobasneHune B MHAEKC git add <file>

RommunTt git commit

[ns yxe NnponHAeKCUpoBaHHbIX ¢palioB 3TO NpoLle:

git add -u




3aaaHue

* YCTAaHOBWUTb, HACTPOUTH git

e Co3aaTb peno3nTopumn

e Co3paTb B HEM HOBbIN Ppann

* [lpounHAEKCUpOBaTb ero

e 3anucaTb U3MEHEHUA B UCTOPUIO (caenaTb KOMMMUT)

 Mexay KaXabiM LLAarom CMOTPETb CTaTyC Peno3nTopus



He Bce ¢pannbl 0O4MHAKOBO NONE3HbI.

CrneumnanbHbit dann .gitignore xpaHur,
Kakne dannibl COXpPaAHATb HE Haao.

1. TlycTble CTPOKU NN CTPOKU, HauMHatoLmeca ¢ #,
UTHOPUPYIOTCA.

2. PaboTtatoT 06biyHbIe glob-wabnoHbl, npuyem oHu
NPUMEHAIOTCA PEKYPCUBHO KO BCEMY AEPEBY KaTa/I0roB
BHYTPU PENO3NTOPUA.

3. Ecnu HauaTb WwabnoH c /, To pekypcumn He byaer.

4. Ecnu wabnoH 3aKOHYUTL /, TO 3TO IBHOE YKa3aHMe Ha Nanky.

5. Ecnu Hayatb wabnoH c !, To ero cmbicn byaet obpaTHbIM.

libs-sourcesf
build/

* _kmcd.txt

* _kmcd.yml

* _kmcd.c.txt

fresults/#

/brown/*
[/steps-deposition-times/#
* _parquet

*_ log

/renders/

J* .max

/*.ms
/plane-texture

# arch

*_tar.bz2 -
*_zip

* _tar

* Tz

main
/main-talk
/main-debug

/main-steps
main.exe
/main-talk.exe

/main-debug.exe
/main-steps.exe
command . sh

*  stackdump
a.out

*_axe

*_pdf

*_ html

* _eps
-ipynb_checkpoints
JkMCA _html
cachedir/



HYacTHble cayyan

YnaneHue ¢anna git rm <file>

[lepennmeHoOBaHuUe git mv <file>
danna




$ git log

commit 2777984355534d1c402965576538c8295729dal? (HEAD)
87dael19019 3fb8857be5
Axel Kohlmeyer <akohlmey@gmail.com:>
Tue Feb 4 09:51:39 2025 -0500

Merge pull request #4461 from akohlmey/last-minute-fixes
Last minute fixes for next feature release

commit 3fh8857be50980934eebcbf4be9417204430200c

Author: Axel KohImeyer <akohlmey@gmail.com>

Date: Mon Feb 3 22:19:12 2025 -0500
relax epsilon for tests on ARMG4

commit 113b2ed47f078a6923d753cel4ce0431328F2d6al

Author: Axel Kohlmeyer <akohlmey@gmail.com>

Date: Mon Feb 3 22:18:45 2025 -0500

must set val.iarg before processing any arguments

git log --oneline --graph

— %% % %o

E
E

Tomomo% %o :g.;_._

B8 % o% oo oB— %— % ¥ % %

35214120ad (HEAD -> develop, origin/develop, origin/HEAD) Merge pull request #4025 from oywgll/ilp

e98df7018b update the example files
40f27eb7cf update doc file for ilp/tmd
20183ac9cc update potential file for ilp/tmd
8dcf980d0a update doc of ilp/tmd
ba4ac991b6 small fix for ilp/tmd and KC/full
6a636d5491 Merge pull request #4023 from ndtrung81/unittest-debug

6c798412b4 fix typo and remove unnecessary quotes

af222711ae Added text to explain the output of ctest -v a bit more

188e1090e9 add some corrections and clarifications

58ed034d7a Updated Developer unittest for debugging failed unit tests individually

6489e475b9 Merge pull request #4022 from akohlmey/cmap-fixes-for-charmm-gui

695a81ef70 avoid uninitialized data access

lab406eela read CMAP data blocks one at a time and catch EOF exception to stop reading
4bf1b1d9c0 some refactoring and modernization

th6a5843b9 handle comments in CMAP coeff assignments

96ef731T06 remove unused items

el00a42087 (re)throw EOF exception when next_dvector() has not yet read any items

df7f3b8dea Merge pull request #3938 from rbberger/compute_reaxff_bonds_local

1df91f21al workaround hack for macoS
7dab2b7eee add new package files to .gitignore
603837c96c add versionadded tag
a98ea8c3b2 Merge branch 'develop’ into compute_reaxff_bonds_local

37cblce30f Merge branch “develop’ of github.com:Tammps/lammps into compute_reaxff_bonds_Tlocal

0cf4c9e7a3 whitespace

930fbe8c5d reaxff/atom: First attempt of filtering by group
e241f08cfe Finish first version of compute reaxff/atom docs
b72c34d497 compute reaxff/atom: return tag[i] instead of i
a5ccl181358 Start with compute reaxff/atom documentation
fd83ed4004 compute reaxff/atom: add support for pair hybrid
16f0806da0 Rename compute to reaxff/atom




3aaaHue

e Jlo6baBnTb HECKOIbKO HOBbIX painnos
* [loTpeHnpoBaTbCA C ITHOPUPOBAHUEM
e CpaenaTtb HECKONbKO HOBbIX KOMMWTOB

* [locmoTpeTb NCTOPUIO PENO3UTOPUA



$ git tag --column

Tammps-gui-v1.5
patch_10Aug2017
patch_10Feb2021
patch_10Mar2017
patch_10Mar2021
patch_100ct2018
patch_11Apr2017
patch_11Aug2017

git tag

patch_22Dec2022
patch_22Feb2018
patch_22Jun2018
patch_22Nov2016
patch_220ct2020
patch_22Sep2017
patch_23Jun2017
patch_23Jun2022

patch_4Feb2020
patch_4Feb2025
patch_4Jan2019
patch_4May2017
patch_4May2022
patch_4Nov2016
patch_5Feb2018
patch_5Jun2019

patch_11May2018
patch_110ct2016
patch_12Dec2018
patch_120ct2016

patch_23Jun2022_updatel patch_5May2020
patch_23Jun2022_update2 patch_5Nov2016
patch_23Jun2022_update3 patch_50ct2016
patch_23Jun2022_updated  patch_5Sep2018

patch_13Apr2017
patch_13Dec2016
patch_13Feb2017
patch_130ct2016

patch_230ct2017
patch_24Aug2020
patch_24Dec2020
patch_241an2020

patch_6Aug2019
patch_6Jan2017
patch_6Jul2017
patch_60ct2016




OTKaT U3aMeHeHUu

OTKaT KOMMWTa git commit --amend

Pa3-MHAeKcnposaHue
danna

glt restore --staged <file>

OTMmeHa UsMmeHeHum
[0 NPOLWNOro KOMMUTA

glt restore <file>




3aaaHue

* ,ﬂ,06aBV|Tb HECKOJ/IbKO HOBbIX TETOB

* [loTpeHUpoBaTbCA C OTKATOM U3MEHEHUM



YaaneHHble UCTOYHUKNA

git clone

glt remote

git fetch

git pull

git push




BeTtBneHue

@  Working Tree/Index (clean)
lorigin Hh develop| ' Merge pull request #4025 from oywg11/ilp-tmd-update..
update the example files
update doc file for ilp/tmd .
update potential file for ilp/tmd g 1 t b r' a n C h
update doc of ilp/tmd
small fix for ilp/tmd and KC/full
Merge pull request #4023 from ndtrung81/unittest-debug...
fix typo and remove unnecessary quotes
Added text to explain the output of ctest -V a bit more o
add some corrections and clarifications g 1 t C h e C I(O u t
Updated Developer unittest for debugging failed unit tests individually
Merge pull request #4022 from akohlmey/cmap-fixes-for-charmm-gui...
avoid uninitialized data access
read CMAP data blocks one at a time and catch EOF exception to stop reading
some refactoring and modernization .
handle comments in CMAP coeff assignments g 1 t m e r g e
remove unused items
(rejthrow EOF exception when next_dvector() has not yet read any items
Merge pull request #3938 from rbberger/compute_reaxff_bonds_local..
workaround hack for macOS
add new package files to .gitignore
add versionadded tag
Merge pull request #3833 from evoyiatzis/master...
Merge branch ‘develop’ into compute_reaxff_bonds_local




BpemeHHOe XxpaHunauuie

glt stash




[papuyeckme KAneHTbl

E-, Git Gui (lammps) C:;/Users/Professional/Desktop/lammps

Repository Edit Branch Commit Merge Remote Tools Help =3 lammps: develop - gitk _ O %
Current Branch: develop
File Edit View Help
~
follow LAMMPS programming style more closely and improve readability Axel Kohlmeyer <akohimey@gmail.com=> 2026-02-22 18:32:57
silence static code analysis warning Axel Kohlmeyer <akohlmey@gmail.com= 2026-02-22 13:12:47
° ° enable and apply clang-format Axel Kohlmeyer <akohimey@gmail.com> 2026-02-21 17:21:47
. G regularize: use double instead of float, use std::clamp(), remove debug code Axel Kohlmeyer <akohimey@gmail.com=> 2026-02-21 17:17:53
I u I have aligned columns for parallel tempering universe output Axel Kohlmeyer <akohlmey@gmail.com= 2026-02-21 17:03:24
correct formatting Axel Kohlmeyer <akohimey@gmail.com> 2026-02-21 17:02:34
remove dead code Axel Kohlmeyer <akohimey@gmail.com=> 2026-02-21 05:07:24
cosmetic changes to make static code analysis happy Axel Kohlmeyer <akohlmey@gmail.com= 2026-02-19 16:36:38
fix typo Axel Kohlmeyer <akohimey@gmail.com> 2026-02-19 11:31:34
° WMerge pull request #4869 from d-immel/apip_local_average Axel Kohlmeyer <akohimey@gmail.com=> 2026-02-19 07:20:37
. S add missing include statement Axel Kohlmeyer <akohlmey@gmail. com= 2026-02-19 05:52:56
l I I a r I correct some minor style and spelling issues and reformat blocks Axel Kohlmeyer <akohimey@gmail.com> 2026-02-19 05:52:37
— Merge branch 'develop' into apip_local_average Axel Kohlmeyer <akohimey@gmail.com=> 2026-02-19 05:37:40
" N Merge pull request #4883 from athomps/lj-cubic-kk Axel Kohlmeyer <akohlmey@gmail.com> 2026-02-19 01:24:07
G s (] Ry \ programming style Axel Kohlmeyer <akohimey@gmail.com> 2026-02-18 21:54:45
0—\ Merge remote-tracking branch ‘github/develop' into lj-cubic-kk Axel Kohlmeyer <akohimey@gmail.com=> 2026-02-18 21:46:29
L small tweaks I Stan Moore <stamoor@sandia.gov= I 2026-02-18 18:18:09
. L Merge branch 'develop' into lj-cubic-kk Axel Kohlmeyer <akohimey@gmail.com> 2026-02-12 05:17:58
O u rC e re e flag that pair style support KOKKOS Axel Kohlmeyer <akohimey@gmail.com=> 2026-02-12 04:55:20
Added correct-functioning Kokkosized version of pair ljfcubic Aidan P. Thompson <athomps@hops-login1 sandia.gov: 2026-02-12 01:37:49
Merge pull request #4816 from akohlmey/collected-small-fixes Axel Kohlmeyer <akohimey@gmail.com> 2025-12-20 00:19:49
— Merge pull request #4888 from weinbe2/feature/reaxff-matrix-free-fix-reverse-kk Axel Kohlmeyer <akohimey@gmail.com=> 2026-02-18 22:04:05
4 Small changes suggested by copilot Stan Moore <stamoor@sandia.gov= 2026-02-18 20:41:20
[] 4 Small doc tweak Stan Moore <stamoor@sandia.gov> 2026-02-18 20:41:08
. S u b I I m e M e r e I 4 Base class signature fix for unpack_reverse_comm_fix_kokkos (thanks copilot!) Evan Weinberg <eweinberg@nvidia.com> 2026-02-18 20:08:58
4 Fixed identification of qeq/reax/kk Evan Weinberg <eweinberg@nvidia com= 2026-02-18 19:48:14
4 Keyword replacement: matrix_free -> matfree Evan Weinberg <eweinberg@nvidia.com= 2026-02-18 19:22:15
g Remove extra fence Stan Moore <stamoor@sandia.gov> 2026-02-18 19:11:35
Merge pull request #4885 from akohlmey/prepare-using-std-format Axel Kohlmeyer <akohlmey@gmail.com= 2026-02-17 05:15:38
add notes about compiler compatibility Axel Kohlmeyer <akohimey@gmail.com> 2026-02-17 04:17:19
be more paranoid and include <version= if available which should define __cpp_lib_xxx Axel Kohlmeyer <akohimey@gmail.com=> 2026-02-17 03:56:54
. check for __cpp_lib_format specifically instead of __ cplusplus Axel Kohlmeyer <akohlmey@gmail.com= 2026-02-17 03:27:51
ses consistently link to https://cppreference.com/ URLs Axel Kohlmeyer <akohimey@gmail.com> 2026-02-1507:14:28
correct output format conversion code Axel Kohlmeyer <akohimey@gmail.com=> 2026-02-1507:13:40
Merge pull request #4882 from akohlmey/collected-small-fixes Axel Kohlmeyer <akohlmey@gmail.com= 2026-02-13 04:31:05 v
Commit IL |050939b1555941b581f059G!aOBabh:ebecOdZE‘B — Row| 1] 65 [ [
Find | 1 H T | commit |ccntaining: ~ | Exact Y |All fields v
Commit Message: ‘ Search ‘ ‘ | @ Patch O Tree
Rescan @ Diff O Old version () New version Lines of context: |3 E” (| Ignore space char _
nuthor: Axel Kohlmeyer <akohlmsy@gmail.com> 2026-02-24 07:47:42 ~
St Qimnges) Committer: GitHub <noreply@github.com> 2026-02-24 07:47:42
Sign Off Parent: b75dfcc9300bbab31b25ecf38daa570a39545b4b (Merge pull request { I
Parsnt: £8262423£38e509690af06503F080842cc53b7abT (follow LAMMES progr:
Commit Branches: develop, remotes/origin/dewelop
Follows: patch 11Feb2026
Push Precedes:
v
< >
>

Razdy

https://git-scm.com/downloads/guis



https://git-scm.com/downloads/guis

[papuyeckme KAneHTbl

<> lammps-nohistory - [C\Users\Professional\Desktop\lammps-nohistory] - SmartGit 22.1.8 Non-Commercial - K
Repository Edit View Remote Local Branch Query Tools Review Window Help
B 8 % B @ G| B 3 i3 B © ¥ N 3
Pull¥  SyncV PushV Stage Index Editor Unstage | Discard | Save Stash vV Apply Stash Blame Investigate Git-Flow V | Merge Rebase
L = y * = =
. . peboTioncs G ‘ Show a blame (annotated) view of the selected file. Ctrl+Shift+L i F PO E o
. » [ C\Users\Professional\Dropbox ~ Working Tree/Index (clean) A signed Commit 6798412 ~
I l l I > [= C\Users\Professional\Dropbox origin [l develop| + Merge pull request #4025 from oywg11/ilp-tmd-update.. 2023-12-23 05:06 AK by Axel Kohlmeyer, 2023-12-19 02:52
3 Ci\Users\Professional\Dropbox’ update the example files H 2023-12-19 03:17 parent af222711
2022-english (master) update doc file for ilp/tmd 2023-12-18 12:36 child 6a636d54
2023-review (master) update potential file for ilp/tmd 2023-12-18 11:56
) app (master) update doc of ilp/tmd 2023-12-18 11:55 fix typo and remove unnecessary quotes
. baku-ping (master) small fix for ilp/tmd and KC/full 2023-12-18 11:06 -
S m a rt G I t convert2xyz (master) Merge pull request #4023 from ndtrung81/unittest-debug... 2023-12-23 03:59 merged to branches develop, origin/develop v
“ heroku-xtotdam-auto-ping (m: fix typo and remove unnecessary quotes 2023-12-19 02:52
Jab2csy (main) Added text to explain the output of ctest -V a bit mare 2023-12-19 00:52 Files | @ o \ =) | ] [2 =|Comments
Lammps add some corrections and clarifications 2023-12-18 04:01 Name Modi.. Relative Directory Renamed P:
I " Updated Developer unittest for debugging failed unit tests individually Wl 2023-12-18 00:42 =
™ a -nohistory (devel |4 Developer_unittest.rst Mo .. doc/src
. S O l l r‘ e re e | mES ':; :y( evelop) Merge pull request #4022 from akohlmey/cmap-fixes-for-charmm-gui... 2023-12-23 03:19 be
ammps-st3 (master) avoid uninitialized data access 2023-12-17 05:50
mushroom-gps (master) read CMAP data blocks one at a time and catch EOF exception to stop reading 2023-12-17 01:16
mushluum_—gpsfjs some refactoring and modernization 2023-12-17 01:15
° nanuwt_abslte (masten) handle comments in CMAP coeff assignments 2023-12-17 01:14
. Professional e remove unused items 2023-12-17 01:.07
< 4 (re)throw EOF exception when next_dvector() has not yet read any items 2023-12-17 01:07
Branches = Merge pull request #3938 from rbberger/compute_reaxff_bonds_local... 2023-12-15 0410
HEAD (35214120) workaround hack for macOS 2023-12-1501:59
+ | Local Branches (1) add new_packageﬂles to .gitignore 2023-12-15 00:21
0 . add versionadded tag 2023-12-15 00:21
. __|»develop = origin Merge pull request #3833 from evoyiatzis/master. 2023-12-15 04:08
[erigin (1) - httos//github.com/! o
0o » L origin (1) psy/github.com/lan Merge branch ‘develop’ into compute_reaxff_bonds_local 2023-12-15 00:16
» [ | Tags (170) N Al ek A AR £ ot ot ke e annn an asocas 0| € >
» | stashes (1) Changes of Developer_unittest rst (Modified) ~2 Unified Side by Side | Compact 1+ ¥ =
[ Recyclable Commits 611 Tines hidden .show~ X611 Tines hidden .show~ P
612 612
613 "'ctest’” with the ""-v'" flag also shows the exact command line 613 "'ctest’” with the ""-v'" flag also shows the exact command Tine
Gl4of the test. One can then use " “gdb War?s to furthere debug and Gl4of the test. One can then use " “gdb War?_s to further debug and
615 catch exceptions with the test command, for example, 615 catch exceptions with the test command, for example,
16 6
617 .. code-block:: bash 617 .. code-block:: bash
61 618
619 gdb --args /path/to/Tammps/build/test_pair_style "/path/to/lammps/unittest/for) 619 gdb --args /path/to/Tammps/build/test_pair_style |/path/to/lammps/unittest/fordy
620
621 621
427 Tines hidden .show~ 427 Tines hidden .show~
< > < > < >l

Ready ‘ ‘

https://git-scm.com/downloads/guis



https://git-scm.com/downloads/guis

3aaaHue

* [locmoTpeTb Ha CBOU peno3nTtopuit B Ntobom rpadpmyeckom KAneHTe



[lanbHeunlee n3yvyeHune

git help

https://git-scm.com/doc

https://git-scm.com/book/ru/v2

o :

N [naBa /!


https://git-scm.com/doc
https://git-scm.com/book/ru/v2

O6n1a4yHble XpaHUAULLA

O GitHub

& GitLab

o Bitbucket




3apaHune™

* 3arpy3uTb CBOW penosnTopuin B obnavyHoe XpaHUauLe Ha CBoé
YCMOTpEHME



$ git blame verlet.h
ABe9t6l6aze (sjplimp 2016-02-0 :55:24 +0 )y JfE - e
ABe9f6l6aze (sjplimp 2016-02- :55:24 10 ) LAMMPS - Large-scale Atomic/Molecular Massively Parallel Simulator
09c19a936h4 (Axel Kohlmeyer 2021-05-24 14:17: 04 E) https://www.lammps.org/, Sandia National Laboratories
2132b1d904e [Awe1 Kohlmeyer 2022-10- 24 :00:27 -04 1y LAMMPS development team: developers@lammps.org
ABe9felbaze (siplimp 2016-02 0 )
Age9folbaze (sjplimp 2016-02 :55:24 10000 6) CopyTrig (2003) sandia Corporation. Under the terms of Contract
Age9folbaze (sjplimp 2016-02 :55:24 +0 /) 1-94AL85000 with Sandia Corporation, the U.S. Government retains
ABe9f6blbaze (sjplimp 2016-02 :55:24 +0 ) certain rights in this software. This software is distributed under
ABe9felbaze (sjplimp 2016-02 :55:24 10000 9) the GNU General Public License.
ABe9f6lbaze (sjplimp 2016-02 : / 0)
ABe9f6l6aze (sjplimp 2016-02 2 124 40 ) see the README file in the top-level LAMMPS director
ABe9f6l6aze (sjplimp 2016-02 0:55:24 +0000 12) ——————————— =/
ABe9f6l6a2e (sjplimp 2016-02 0 :
ABedfeleaze [J1p11mp 2016-02 0:55:24 +0 4} #ifdef INTEGRATE_CLASS
(Axel Kohlmeyer 2021-04-27 :14:0 0400 15) // clang-format off
(Axel Kohlmeyer 2021-04 151 0 ) Integratestyle(verlet,verlet);
980244dd0c4 (Axel Kohlmeyer 2021-04-27 :14:00 -04 7) // clang-format on .
ABe9felbaze Ef1p11mp 2016-02 :55:24 40 #else
ABe9f6l6a2e (sjplimp 2016-02 124 40 g g 1 ame
ABe9f6l6aze (sjplimp 2016-02 0:55:24 +0000 20 ifndef LMP_VERLET_H
A8e9fel6aze (sjplimp 2016-02 155:24 +0 ) #define LMP_VERLET_H
ABe9f6l6a2e (sjplimp 2016-02 : )
ABe9felbaze (siplimp 2016-02 0:55:24 +0000 23) #include "integrate.h”
ABe9f6lbaZe (sjplimp 2016-02 : )
Age9folbaze (sjplimp 2016-02 0:55:24 +0 ) namespace LAMMPS_NS {
ABe9feleaze (sjplimp 2016-02 124 +0000 26)
ABe9felbaze (sjplimp 2016-02 :55:24 +0 7) class Verlet : public Integrate {
Agedf6l6aze (sjplimp 2016-02 :55:24 +000 ) public:
ABe9f6l6aze (sjplimp 2016-02 :55:24 400 :) verlet(class LAMMPS *, int, char
0099d2584b8 (Richard Berger 2022-01 :10: 0 void init() override:
0099d2584b8 (Richard Berger 2022-01 : 0 void setup(int flag) override;
0099d2584b8 (Richard Berger 2022-01 : -0500 void setup_minimal(int) override;
0099d2584b8 (Richard Berger 2022-01 : -0500 void run(int) override;
87b99306ba9 (Axel Kohlmeyer 2022-05-04 : 7 -0400 void force_clea override;
0099d2584b8 (Richard Berger 2022-01 :10:3 ) void cleanup() Dverr1de
ABe9felbaze (sjplimp 2016-02-0 1 24 )
ABed9f6l6aze (sjplimp 2016-02 0 1 24 protected:
7fcd4498646 (Axel Kohlmeyer 2021-05-14 19:16:07 int triclinic; // 0 if domain is orthog, 1 if triclinic
7fcd4498646 (Axel Kohlmeyer 2021-05-14 19:16:07 -04 ) int torqueflag, extraflag;
ABe9f6lbaze [J1p11mp 2016-02 )k
ABe9f6l6a2e (sjplimp 2016-02 : )
7fcd4498646 (Axel Kohlmeyer 2021-05-14 19:16:07 -0400 42) // namespace LAMMPS_NS
ABe9f6lbaze (sjplimp 2016-02 155:24 13)
ABedfeleaze (sjplimp 2016-02-03 20:55:24 +0000 44) #endif
AgBe9felebaZe (sjplimp 2016-02-03 20:55:24 +0000 45) #endif




CcbiNIKa Ha TeKyLLYHo BEepPCuto

git describe --always --abbrev=10 --tags --dirty

d, R. M., Millis, A. J., Marianetti, C. A. Fail-
itations for a stepped-substrate-supported cor-
Review B 89, 205427 (2014).

19




