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PyMOL>set assembly, ™'

Setting: assembly set to .

PyMOL>fetch 2ht7

TITLE N& neuraminidase in open complex with oseltamivir
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Gert-Jan Bekker, Haruki Nakamura & Akira R. Kinjo. Molmil: a molecular viewer for the
PDB and beyond. Journal of Cheminformatics 8, Article number: 42 (2016)
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(1) https //pdbj.orgD T A—L\[Z2ht7&EA S

English HAHE AP Hisbx 30

Protein Data Bank Japan
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PDB

Promode Elastic

PDBjlcDW\T

axgamﬁm—' 9/\10 (PDBj: Protein
EUTEESN. *ERD

. a2nt7 + 2ht7A

ShiftF—Z@ URA SENTERF— 2187 L2018 F B/
by e et 5

_ID: 2ht7 @/f—“*h\i‘%méhé

=5 PUoTgEE= WoPDE BCSRPOD FQRe AMER Adv.eash Seachhed
[POBJRTRE—HLR "207" 2FRLTVET. N2h7) 2F—J—FELTBRTICRISA. x FFIu=F
# Ssequence (fasta)
| £ POBX/mmCIF
BR | @SHE  RWRE | BENE | EE=E0N | s i & POBML (A5 D3 (no:

2HT?7

N8 neuraminid in open with oseltamivir

2HT7 OEE

T>hU—DoI 10.2210/pdb2ht7/pdb

BRI SPOBIZNY  oyre ours

HFEB Neuraminidase, (3R,4R,5S)-4-(acetylamino)-5- amino-3- “(pentan-3-
yloxy)cyclohex-1-ene-1-carboxylic acid (2 enti 0

w@mo¥—o—F n8, neuraminidase, oseltamivir, hydrolase

HRY 3 EmE Influenza A virus

mRAOUE Virlon membrane (By similarity): Q07599

YUV EBOB
a

feFtEait 43441.87
Russell, R.)., Haire, LF s, D.J.,Collins, P.J.,Lin, Y., Blackbum,
waenn G.M, Hay. A.J..Gamblin, kehel, 1), (B32H: 2006-07-25, 2888:

2006-09-05, BH#EHE 07-13)

Blackburn, G.M.,Collins, P.J.,Gamblin, S.J.,Haire, L.F., Hay, A.J.,Lin,
Y.P.Russell, R.)..Skehel, ).)..Stevens, D.).

2ht7 chain A: UniProt: NRAM_163A3
Neuraminidase EC=3.2.1.18 GN Name=NA
Influenza A virus (strain A/Duck/Ukraine/1/1963 H3N8).

-I- FUNCTION: Catalyzes the removal of terminal sialic acid residues from viral and cellular

(4)molmillZ JZ%th70)z=§'F .

| Su uLiuI € Sty iy vpuvns <

Jum— <
Quick

— <

(5)[Style menu]- >[H|de]’CZ'5"f}lx)‘

R

glycoconjugates. Cleaves off the terminal sialic acids on the glycosylated HA during virus budding to
facilitate virus release. -!- CATALYTIC ACTIVITY: Reaction=Hydrolysis of alpha-(2->3)-, alpha-(2->6)-,
alpha- (2->8)- glycosidic linkages of terminal sialic acid residues in oligosaccharides, glycoproteins,
glycolipids, colominic acid and synthetic substrates.; EC=3.2.1.18; -I- SUBUNIT: Homotetramer.
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(2) Pymol-like command line interface B’ FRREN 5

(4%

pdbj.org - Microsoft Edge

& | https://pdbj.org/mine_molmil?pdbid=2ht7
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2 |

= O X

FI2AE

gote:

D)9 BHE
TURSAY
VHAD
ZZlzavREAND

S 11t

PYMOLEL DAY KRHE AN CES



v

AR AR A RBEBRFDRR

;“_M”vﬁ“%%'/w»rwr/a Jr—RIZUF QAT REANTS
h

\
ide cartoon.all $N—by—2RTEHA D
hide ball stickjyall $RATAVIRRET D

show sticks, byresD(resn G39 around 5) #9FG39M[ED5ADIKEEZEER
color cpk,all #/EFDEZCPKIZ

\show ball stick, resn G39 #ERLIZ[EFZ. KS50DTA7IL—LTERR

/} /( PDB_ID:2HT7 M G39E L D& &

(o 152 5 o EZETYIRERILTHYvHT S
e AN L TOREL-BEES-ETL
X \:L\;m M. EFIZRTSINS

/

ASP151, TYR406(3 E 14 ER L

(UniProt: NRAM_163A3)

ASP151: Proton Donor/Acceptor
TYR406: Nucleophile
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1. (

X

O

hide cartoon ]

hide cartoon,all]

FIF N OBEE A A—hor— U RRDEEITUTDITRERTTB5E

all” hAhE

EIHESELN...

H—by5—2MEHATNS !

2. “color” &”cartoon color”% X Al

X [ color red,all ]

O

fEIHEESELN...

cartoon_color red,allJ A—bk—2 DBEIFRLGSD !




TURRRE FEIRawUk

Molmil

BRaTUFOEK 451 Bk

[E4T7], all show sticks, all S TOEFEERT

[3E1T]1, chain [§H] cartoon color red, chain A AEDAH—ky—2EFRIZ

[£1T], resn [BRER] show sticks, resn CYS DRTFAVEBERTE

[£1T]1, name [[RFA] show spheres, name CB CRRFEIRRTIC

[217], symbol [FTTHKA] show spheres, symbol S BETEERETIC

[E1T], entity [TUTATA4ES] show spheres, entity 3 I F4T43%8kERIC

[R1T], resi [#F] show spheres, resi 104 104B BBk E (-

[E1T], resi [EE]1-[ES] show spheres, resi 104-212 104~212 & B &k oIo

[R171, [E#¥] around [IEHE] show sticks, resn ATP around 5 ATPOVSSALL FDEFEBRRIC

[321T], byres ([%%] around [}ERf]) |show sticks, byres (resn ATP around 5) [ATPASSALUTOEEEZERTRIC

[E1T], [£#] and [£#] show spheres, chain A and resi 104 ASED104T/E B F#BkFRIC

[R1T], [&#] or [FH#] show sticks, resn SER or resn THR ) UNALAZ U EERTRIC

[%£17]1, hetatm show spheres, hetatm HETATMZ Bk FR7RIC

[£171, hydro show spheres, hydro KDFEERTRRIC

[R1T]1, snfg show cartoon, snfg SNFGE Al Be IR A% I — R —o
i

select [BRFEFA], [F#H] select actsite,resi 104+212 104&£212F B Factsite& i 44

[E1T7]1, [BRFEFAR] show spheres, actsite EIRLf-actsiteF B E R

42




Molmil

RiTav U FOER 15l Bk
show [RIRiK] show spheres, all BRETILDIERT
hide [RTE] hide spheres, all REFILDE T

% [&RE]IE. Bk:spheres. #f:1lines, AT v¥ :sticks. R—JL&e AT Y% :ball stick, A—bkH—2:cartoon, /\v¥
R—>:ca-trace, SNFGERTAY%:snfg-icon

color [f]

color blue, all

FBIZTS

cartoon_color [f]

cartoon_color red, all

H—hr v —rDOEERIZTD

color [r,g,b]

color [0,255,255],all

7 1]0,255,255]129 5

color cpk

color cpk, all

TRIEICBDTTS

KIRD ] BEHTE 5, NRKOHCR~HDOIR:group, K& X 505717 : structure, IREK 712X 5% M :bfactor

bg color [f]

bg _color white

sE82%8Ic

turn [xyz], [BIEEAC )]

turn y, 180

YEHDFE4H)(Z180° [AEL

reset

reset

DFETDRESITRT

set cif use_auth, [on/)off]

set cif use_auth,off

label_asym_id # #H % 5 1 12 .
label_seq 1d & 5% % 51T
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https://numon.pdbj.org/binds_workshop 202109/molmil_simple_2ht7.html

Molmil simple page (2ht7)

<html>
<head>
<script src="https://pdbj.org/molmil2/molmil.js"></script>
<script>
var molmil settings = {src: "/molmil2/"}, canvas;

function initViewer () {

/, \
‘/\/\/\]

canvas = document.getElementById ("molmilViewer");
molmil.autoSetup (); PDBjHF—/\H562ht7 ZH7F
molmil.loadPDB ("2ht7", null, null, canvas.molmilViewer);

canvas.commandLine.run ("cartoon_color group, all;show spheres,

} Molmil DIV RF#ZCIZEEA

</script>
</head>

<body onload="initViewer ();">
<center>
<h3>Molmil simple page (2ht7)</h3>
<span class="molmil UI container">
<canvas id="molmilViewer" width="600" height="400"></canvas>
</span>
</center>
</body>
</html>

resn G39;

") ;




MolmilZfB A IAATZRAAFTEWEBR—D

https://numon.pdbj.org/binds_workshop_202109/molmil_advanced_2ht7.html « - « .

Molmil advanced page (2ht7)

<html> 4
<head>
<script src="https://pdbj.org/molmil2/molmil.js"></script>
<script>
var molmil settings = {src: "/molmil2/"}, canvas;

function initViewer () {
canvas = document.getElementById ("molmilViewer") ; <
molmil.autoSetup () ; Web H—/\[Z BV /-PDB 771 /L 5 A4 AL & show G39

o

/ N
‘/\/\/\l

X

canvas.molmilViewer.loadStructure ("2ht7 in this server.pdb","pdb");
canvas.commandLine.run ("cartoon color group, all;show spheres, resn G39;");
}
function show_G39 (boolEnable) {
if (boolEnable){ canvas.commandLine.run ("show spheres, resn G39;"); }
else{ canvas.commandLine.run("hide spheres, resn G39;"); }

o G39ZFBRETLIY, BL~-YT SEIH
</script>
</head>
<body onload="initViewer();">
<center>

<h3>Molmil advanced page (2ht7)</h3>
<span class="molmil UI container">
<canvas id="molmilViewer" width="600" height="400"></canvas>

</span>
<BR> <input type="checkbox" onclick="show_G39 (this.checked)" checked>show G39
/< /center> checkboxZ2Y) 09 &&, B#tshow_G39() ERFUH T £ S/ZRE
</body>

</html>




MolmilZ;ZE A L=WEBR—,
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https://numon.pdbj.org/binds_workshop 202109/osawa/

[ | & https//numonpdbjorg/bindsw X | =
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BINDS-PDRjEEZS [PDRLSETHNEY ) (IEORIART (2021/09/20)

MolmilZAWEIZHEEDNR—: KiE EfE £k (BEXE)

hERGDy1£F1EE (PDB

APETx1 DI {FiZIS (PDB e hERGODVSD 1 A1 = dDS4-up, S4-downd
. APETX1DZEZAEDINET . . N
[D:5val-1) ID: 7bwi) - ETILEAPETA D BV ETETIL
%R

(2) —f&EFA0F DI ADEERR—2
ESEIIZBAUINIBEDOI IS | - HEOO0FY )L RO TIREE -

https://numon.pdbj.org/covid19

YouTubel ZfEERENEHHYET

https://www.youtube.com/user/PDBjmovie




