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B —/\—3&7E | .bash_profilelEHNE A

Python & AmberDIRIE = 55 E

source /homel/share/anaconda3/3.7/etc/profile.d/conda.sh

conda activate base

source /homel/share/AmberTools/amber2?2/amber.sh
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source SHOME/Amber/amber22/amber.sh

- FEEANY Y RZAHNT 5 EJupyterH itE)
amber.jupyter notebook

- 7o —(cJupyter b v IR—IHEEL

. WindowsDi5E&. WSLTEEFIUTHIR T 2 U —%&EH

amber . jupyter notebook --no-browser
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ssh -L localhost:8000:1localhost:8000 A—H—&eff

- B —/\—ffllTJupyter notebook Z tCH}

Jupyter notebook —--no-browser —--port=8000
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ssh -IL localhost:8001:1localhost:8001 ulefl0l6Q@ff

Jupyter notebook —--no-browser —--port=8001

1—H—2:

ssh -L localhost:8002:1ocalhost:8002 ulefl017Q@ff

Jupyter notebook --no-browser —--port=8002



7.)
C.NFL?X

HIGH lnganfrm}:igginalysis . i::‘ . [E < G | | Iocalhost 6 @ m +
WebMail HackerWeb ZiBi-T #Ef@Em Z|nZ/\Y—KYvy Dalyv “Yy7iE& v Developv Qtv Qiitav RTTG »
n notebook : Home Page - Select or create a notebook
S
~ Jupyter ’T aJ7ok
774 L 9525

FO2aveERTIZDAEDTZATLERIRLTTEW,

0 ./

v

/—=hTVvI—EBRETY,

7v70—K z

Notebook:

RV %ﬁ Python 3 (ipykernel) K
| Other: .
TFANTZ 7L
%A
ImAR

Python3h F

: Jjupyter Untitled xszozs

fmse ETIN BA L A== Widgets

B + < & B 4+ ¥ P»=ET

771

HmC » 11—k

TE5

AJ77vk

EBEEH, & |Python3(ipykernel) @)

~NIVF

A
v

AR L]




GH IHORINGE 774 w5 RR A )L A—=XIJL  Widgets AT

B+ < & B 4+ & PXRT B C WvI-K ]

Raw NBConvert
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MarkdownTex O FF A R E AN TE S

# <center> AMBER Tutorial </center>

# <center> Interactive data analysis with Jupyter notebook </center>
### <center> By K. Ohta, CONFLEX Corp. </center>

AN, Shift + Enter¥—C=E1T

AMBER Tutorial

Interactive data analysis with Jupyter notebook

By K. Ohta, CONFLEX Corp.
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V_{AMBER}=\sum_i~{n_{bonds}} b_i(r_i-r_{i,eq})"2
+\sum_i~{n_{angles}ra_i(\theta_i-\theta_{i,eq})"2 \\
+\sum_i~{n_{dihedrals}\sum_n~{n_{i,max}\frac{V_{i,n}}{2}
[1+\cos(n\phi_i-\gamma_{i,n})] \\

+\sum_{i<j ™ {n_{atoms}}(\frac{A_{ijri{r_{ij {12} }-\frac{B_{ij}}
{r_{ij~6})

+\sum_<{i<j *{n_{atoms}\frac{q_iq_jr{4\pi\epsilon_Or_{ij}} \\

$$
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1ls

- T4 L7 MJ—DF%F (change directory)

cd

- IREMNE DRSS (print working directory)

pwd

. T4 L NJ—0O R (make directory)

mkdir
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- 774)LOaE— (copy)
cp 7712 Ab—5%4
- T7A4ILDBE] (move) 7 7 ILBDEEICHER

mv 771 #HUWEA

- TJ7A4ILTo L7 M) —0DHIER (remove)
rm J7MIV&, m -r 7«4 L7 MNJ—4%
- 771 ILOARBERI (more, less)

cat 771IVEA
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mkdir Tutorial

TS
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cdT (22T IMAB) *—%if9 & Tutorial ZE TSN
%)

l
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P N water

N R . . Continuum solvent model
Hydrophobic effect is roughly

proportional to surface area

torsion angle

Distance bond length or 3-atom angle

https://ja.wikipedia.org/wiki/ 7135 _({t=)#/media/ 7 7 1 JL:-MM_PEF.png
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Jupyter CiE1ERIA
import pytraj as pt # MYV RNY—FIa—)l

import numpy as np #

smatplotlib inline

7

MIESTE T 12—/
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=32 —)L

from matplotlib i1mport pyplot as plt
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tleap D EITHEA

ETOIANY REGLZRULIET7 71 ILZERL (tleap.in)

$%$file tleap.in # Y—IFIEEDIFERIE. COTRAE

source leaprc.protein.ff19SB

source leaprc.water.opc

diala = sequence { ACE ALA NME }
solvateOct diala OPCBOX 10.0

saveAmberParm diala diala.parm7 diala.rst7
quit

e
<17

ltleap -f tleap.in
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source leaprc.protein.ff19SB
P IZy - IRTFFROER - LEaP®D Tsequence; OV Y K%=EFIMAH

diala = sequence { ACE ALA NME }

—VDONKRImz 7 EFILE (ACE) TCRImZN-XFIL77 I K (NME) TREULBEMNMEREI NS

N
N

- iR, B Tdiala) ICAS

. E5|CLEaP® TsolvateOct; OV Y K TR % ARER

source leaprc.water.opc

solvatebox diala OPCBOX 10.0 # BEdiala®REDICEH10RATKDEIN (KR y I ZADKEZH10ATIFEW)

- DTFENZFEERHDO T 7 1L ORTE

'saveamberparm; <Y R Tparm7& LK Urst77 7 1 IL & {RTE

saveamberparm diala diala.parm7 diala.rst7
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PyTraj

=‘parm7/”)

top

’

= pt.load(‘rst7’

traj

view = nv.show pytraj (traj)

view
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File -> New Molecule % #EiR

'‘Browsey My >%=o 1w otk
"oarm7) 7 7 M ILZEE L.
"Loady =27 YVwy
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LY)
"VMD ) D’nc7 71 ILZFEDH IR WIHE I

= 5(c "Browse; T 5 H N EE
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"Loady Z#z7 Jwy
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T4 Y RUDBRREINTLRITNIL,
Graphics -> Representations %z 3#1R

Py s IRTFRETZRTRT D
f=. TSelected Atoms; %= Tall

not water; (C{&1E

"Drawing Method; X =31 —T%xK
hrz=ZEr e (KiELicorice)

LUTOFa—MNUTZIEEZSRE
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http://ambermd.org/tutorials/VMD.php
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TEEABRZITEAHA. T01_Mininy £EE27 71 ILATRRE

$%file 01 Min.in

Minimize
&cntrl
imin=1, BEREILZIEE
ntx=1, rst77 ZAILDSEBE & Fi A H
irest=0, STEDOYRT—MTIERW

maxcyc=2000, BT A VI DERKIE

ncyc=1000, HEHAICITS>BRABETERICIZIBERELDAT YT, XD (maxcyc - ncyc) U127 ILIZHRDEDE
ntpr=100, HAT7 7AIIANDOHAEE

ntwx=0, NSO MNU-T7AIADHAIF T

cut=8.0, SEREEHEAERD A Y N A 7R

Mscntrly DS TOTORMICT DUEDAR—ANA > TWBE|IER

=ED/ DRICIF. TZ !

25


http://01_min.in

- NG

Conformation Analysis E+ k k 1 / E—
ST D ERT
. B hsstE iIZlE "pmemd) ZFIFE

- EEHRIRIEDHZS. sandery Z{EF

- RITBATICLLT O 7 7 1 ILDVE 2= Z R
- diala.parm7/
- diala.rst7
> 01_Min.in

1ls

01 Min.in diala.parm’/ diala.rst’/

26



- AP

CONFLEX

HIGH P!

EREL

!pmemd -O -i 01 Min.in -o 0l Min.out -p diala.parm7 -c diala.rst7 -r 01l Min.ncrst

-inf 01_Min .info

HAT77AIDEFEELTWTH EEETD
01 Min.in AAT 7AILDIETE
01 Min.out HAT7 7AILDIETE

diala.parm? INTGA—=F— - M ROY—T 71 ILDIETE
diala.rst7 BEIZE T 71 )L DIEE
01 Min.ncrst BRE{CEEZEDA ST URAY—NEAT7 71ILDIEE

-inf 01 Min.mdinfo  EIRBEHRZLENT ST 7AILDIEE
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