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ATOM 3 ¢ VAL A 1 8.377 17.548  4.913 1.00 31.64 C PDB ID
ATOM 4 0 VAL A 1 8.820 16.980 5.922 1.00 38.31 0 —
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ATOM 9 CA LEU A 2 10.599 17.914  4.153 1.00
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ATOM 15 CD2 LEU A 2 11.276 15.630 2.404 1.00
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ATOM 19 0 SERA 3 13.995 19.754  5.344 1.00 27.40 0
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#
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_atom site.Cartn z

occupancy
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_atom site.
_atom site.
_atom site.pdbx formal charge
_atom site.auth seq id
_atom site.auth comp id

auth asym id

auth atom id

_atom site.
_atom_site.
pdbx PDB model num

atom site.

ATOM 1 N N . VAL A1 1
ATOM 2 cC CcA . VALA1l1
ATOM 3 c C . VAL A1 1
ATOM 4 o O . VAL A1 1
ATOM 5 C CB .VALA1l1
ATOM 6 C CGlL . VAL A 11
ATOM 7 C CG2 . VAL A 11
ATOM 8 N N LEU A 1 2
ATOM 9 C . IEUA 12
ﬁ¥§ﬁ ¥% EﬁﬁnM%%
HETATM 4385 C CHA . HEM E 3 .
HETATM 4386 C CHB . HEM E 3
. entity_id

#
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ﬂ)ﬂ
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HEM @ "'

N
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? 6.130 16.559 4.905 1.00 41.29 2 1 VAL AN 1 asym_id: F
? 6.870 17.784 4.702 1.00 41.33 2 1 VAL A CA 1
2 8.377 17.548 4.913 1.00 31.64 ? 1 VAL A C 1
2 8.820 16.980 5.922 1.00 38.31 ? 1 VALAO 1
? 6.345 18.763 5.731 1.00 52.26 ? 1 VAL A CB 1
2 6.745 20.188 5.356 1.00 52.75 ? 1 VAL A CGl 1
2 4.826 18.612 5.847 1.00 58.75 ? 1 VAL A CG2 1
2 9.146 18.005 3.962 1.00 27.63 ? 2 LEUA N 1
2 10.599 17.914 4.153 1.00 33.62 ? 2 LEU A CA 1
§) XEEAE  VEEAE  ZEEAE EER BERT ﬁﬁgﬁﬂﬁasvm_id(ﬁﬁﬁﬂ”?)
> 8.634 7.898 -18.334 1.00 17.24 ? 142 FeM A CBA A
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x | hide cartoon} {AIHEBE=LE0N...

O [ hide cartoon,all} A—bkH5—2hVHATNS !

2. “color” &”cartoon color” 7z X Al

X { color red,all} ABEEE7ZRL..

O [cartoon_color red,all} H—kH—2 DELFRLES !
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BRaTVFDER 151 Bk

[E17]1, all show sticks, all S THEFEEE T

[£4T]1, chain [#H] cartoon color red, chain A ASHDH—F5—EF I

[E17]1, resn [BEA] show sticks, resn CYS DARATAVEERT

[2E1T]1, name [[RF4A] show spheres, name CB CRIEFETRFRRIC

[E17]1, symbol [FTHEA] show spheres, symbol S BETEERE RIS

[EfT], entity [ITVTAT14EE] show spheres, entity 3 I TAT43%BkFRIC

[E17], resi [&F] show spheres, resi 104 104F BBk R RIS

[R1T], resi [HBB]-[EF] show spheres, resi 104-212 104~212F& B &Ik K=

[R1T]1, [5&#] around [FERE] show sticks, resn ATP around 5 ATPASSALL F DB FEER I

[5E1T], byres ([% %] around [HEHf]) | show sticks, byres (resn ATP around 5) ATPISSALL TR EFERRIC

[RfT1, [%&#] and [FH] show spheres, chain A and resi 104 ASED 1043 B A8k R R(Z

[E1T], [EH] or [EH] show sticks, resn SER or resn THR LY MR LA =V EERTRIC

[Ef7]1, hetatm show spheres, hetatm HETATMZEk R R[S

[%£17], hydro show spheres, hydro KD FEHRERIZ

[5£1T]1, snfg show cartoon, snfg SNEGE R Al BE/ R IESEZ I — Yy —>
2

select [BRFEFH], [F#H] select actsite,resi 104+212 104£212% B ZFactsite £@ £

[i‘ﬁ'] r [Eﬂﬁ?%] show spheres, actsite EIRLt-actsite Bk R RIZ
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show [RTIK] show spheres, all RETILDER T
hide [RREK] hide spheres, all RETILDE R

% [RRE]E, Bk spheres. #f:1ines, ATV :sticks. h—J)LsXAT(Y¥:ball _stick, A—h“H—>:cartoon, /\v¥
7R—>:ca-trace, SNFGEARTAYY:snfg-icon

color [f&]

color blue, all

HFRIZTS

cartoon_color [ ]

cartoon_color red, all

H—hry—rDEEIRICT D

color [r,g,b]

color [0,255,255],all

7 14]0,255,255)12 9 %

color cpk

color cpk, all

FTRIEIZBRITTSD

MRD AT BHEHTE S, NENLCR~NENLIR :group, KIEEIZ L 585017 : structure, BEKR I XK 5% :bfactor

bg color [8]

bg_color white

BRZAIC

[EEEAC )]

turn [xyz],

turn y, 180

YERDEAHY(Z180° [ElER

reset

reset

DNFETDEAEICET

set cif use_auth, [on/)off]

set cif use_auth,off

label_asym_id % $H &% 5! + 12 .
label_seq_id Z 7% H%& 5-(C
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https://numon.pdbj.org/binds_workshop 202109/molmil_simple 2ht7.html .. - . « - =

DX‘

(1]

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") ; I
molmil.autoSetup (); PDBjH—/ ViV 62ht7 % AV#5
molmil.loadPDB ("2ht7", null, null, canvas.molmilViewer);
canvas.commandLine.run ("cartoon color group, all;show spheres, resn G39;");
) Molmil D3 TR FZZIZEEA
</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>

31



MolmilZfl A A ATZRAFTEWEBR—D

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

Molmil advanced 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 () ; Web #—/V/ZiE(V/=PDBZ 7 1 /L F5HHAAL enoweE

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 G39ZEBRFE LY, LY T SB%
</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> checkbox# 2! 05 &, Bi#ishow_G39() FIFUHI T - S5I-RTE
</body>

</html>

32




MolmilZ;ZE A LT=WEBR—

—HEmIFaAF D4 I)LADEERR—
HMESIZDAVNIEDI =5 - B OO0F D)L ADIIKIEE -

https://numon.pdbj.org/covid19

YouTubelZfiZERENE £,8HLY) F T
https://www.youtube.com/user/PDBjmovie

gy A

33



3. 72/BRECAIM LD
3DETIVYT

HOMCOS

&
AlphaFold?2



ADETIVT GIAREEFTA) D27 7O0—F

2 ¥ READ—-ETYT3E JEFRER BT RE
LEERET YUY ik Ab initio 8%
FHFRAR—XF AL T /RFAE
FiEORE HRIN(AEEICTEAETE- | BREBEFRVTI(Z, ¥MIEBILFr7%
T.IIAKBEEETA BE(SFIIaL—a>niiE)
[CEDWTCIREEEZTFA
RS EE WHhE A&
— RS TE KLY =N
HE= DTN %\
% BIFE E PR ASNIEE L %‘L\*ﬁfi’é%él:lwz%f;
HEENDE
BE{KDIL{AE&EF Bl | MODELLER, SWISS-MODEL, | ROSETTA, EVfold,...
RosettaCM, 3Dzigzaw
EREESKRTH MODELLER, HOMCOS ZDOCK, HADDOCK,...
EHF—322/\J& | MODELLER, HOMCOS, DOCK, AutoDock, sievgene,
BHE T fkcombu Glide, ...

¢ AlphaFold24°RoseTTAFold (&, EEI A BALIZFESIA, BT NIET /R TFRTS




READ—ETIV T IZLBHIREET A
[REE . T EEL TS/ AP, Y EIELIICRFT D.
TR REF (YTURS)

LNVANGKSVIGPALLEEVWGSRD LNVANGKSVIGPALLEEVWFS-RD
pussnnns > * * *k *kk *kk Kk *k *kk k%
l . MNIADG-SVVGPTALQEAWFTQRD

B (TUTL—MBEEEDT (VA
MR EET —HN—R

o .,
2 .
K .
o e,
o .y
. s,
. .
s,
H e
H s
H 0
5 .
* .
s, H
., H
o, H
o .
.
e, -
g o
e o
0
e, o
REFPPPTL L

FUTL—h:

i  eetrmeesrmesssmsssranesranansn ;
RFvT1: T+ — LR RTvI2: TG
T — AR —ADHEA D, HTUEFII HE (7L TL—P) IR > TR BT A

BLESTAMSHREE(TUTL—MEE) 121ET (DAKRRERFOEE
()AL —TEEIEE

BLAST, 7O74— L&, ALTAVT 3% MODELLER, SWISS-MODEL,
RosettaCM, 3Dzigzaw



—\®

=" )b%ﬁ%@ﬁ“l FBIXTER 2trx_ A Thioredoxin (Escherichia coli)

O

#2 EMDSeqlD=86.5% #H2 LMD SeqlD=25.3%
RMSD(Ca)=0.64 A RMSD(Ca)=1.08 A RMSD(Ca)=2.30 A

v 558! - 1x5e A Thioredoxin
lomain containing protein
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(Spinacia oleracea (spinach))
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hemoglobin alpha chain, human
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CYC: phycocyanobilin
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PHCA ARTPT (1ghOA)
C-phycocyannin alpha chain, cpcA
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SITEZD' )V T HEFEDY A+

niProt Query

[rmE

DK3

HUMAN(QOOSZé]HRecName: Full=Cyelin-dependent kinase 3; EC=2.7.11.22;AltName: Full=Cell div" - -1

DFEEDHDR—TUHRTREIND

EGVP!
IFAE

STAIREISLLKELKHPNIVRLLDVVHNERKLYLVFEF! SANI KKVMNSTRASE] DI HI TKEYVI FAIL | NGEVEFCHSHRYTHRNI KDAMI | TH Unlprota) 7/7_—_3/3‘/

el —RIEE

" for UniProt: (plain) (bar) (multiple alignment) (PSSM file) |

MVTRKALFPGDSEIDQLFRIFRMLGTPSEDTWPGVT . —_
VHRERIERIIBEDOTI/EESE  (Feature Table)

"I:l' "l:l' )y
[n (H'a/\ IJ “JOZ 'B:/—l\) uery sequence. [s]:predicted secondary structure. 3. 0 &E x"LE(& j '\o II:HEE
le - A - accesssibility(%). [pdb]:PDB code of homologous struc - < —
contact_mols]:predjcted binding molecules = ° T ) . " among homologous sequences. [f L,T—' F \/Eﬁf—' ["'im
variant]:UniProt ﬁman Variant. N y%'gg‘ lIj:lI F (y —~— —~— ~—
Bk EE LI (70
n a |s |e ac/ "pclb contactimoy" observed aa feature table variant
SFEL ] Je]2h.5][EB43 aAfcomportd@ HHT \ MLIVg
SIFE2 D] T]efrs.44m3_aiero CONA2 HUMAN CG2A HEUMAN compound HHT homo \ DENKGQST
SIFE3 M| T)f|35.8][8453_alfhetero coNA2 HUMAN compound HHT RDKNQELTVCIMSFHAG
' DOMAIN Protein
SIEE4 ||F | |[b)|15.3||€24fx3 A||compound HHT %:': AN/ \? 0) -Ij- 7 IJ _ YEWL kinase. DOMAIN
(=l =]s) Protein kinase.
DOMAIN Protein
SITE 5 (} bll10.7]€453 A EQKDRTVINHLACHSY | kkinase. DOMAIN
Protein kinase.
DOMAIN Protein
SITEG (K |- [le||45.8]|€84fx3 Alcompound HHT IKVLRNDEFGMQACHPST |kinase. DOMAIN
[ Protein kinase.
—

(1) EBEN TLSHERHL CAESR HEaccH
INSWVERGLD) [TERAAHE RABEN
FAREICGY, BEEZEXRFELPLT LY,

(2) HRIZAV NNV BEHTEHEINDS T /BN E|E (observedaa) A j(
ZFLMNKLKEBEIND) TI/ERICERELI-IGE . BEENDEEIT /ML,

W2, FRICUAERERSING LTI /BRICEEL-IGE (X, #EeAx L L\0
F UV, SIFT score’azEZLNDTAYSLMNZDREBIZE DL,
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Homolgous
Sequence in PDB

PID QuerylLength UniProt Query

TITLE

3946607 395 33

013510(ASAH1 HUMAN)

RecName: Full=Acid ceramidase ; Short=AC; Short=ACDase ; Short=Acid CDase; EC=3.5.1.23 ;AltName: Full=Acylsphingosine deacylase; AltName: Full=N-
acylethanclamine hydrolase ASAH1 ; EC=3.5.1.- ;AltName: Full=N-acylsphingosine amidohydrolase;AltName: Full=Putative 32 kDa heart protein;
Short=PHP32;Contains: RecName: Full=Acid ceramidase subunit alpha ;Contains: RecName: Full=Acid ceramidase subunit beta ;Flags: Precursor;

MPGRECYALVLLARAYSCAYAGHAPPUTEDCRKST
QUERYSEQ

PRSGPTYRGAYPUYTINLDLPPYKRIHE

LHLDBAPYLKY TVHSLKNMINTFYPSGKIMGVYDEKLP GLLGNFPGPFEEEMKGT AAVTDIPLGET TSFNIFYELFTICTSIVAED
KIEGHLTHGRNMOF GYFLGWNINNDTWY [ TEQLKPLTYNLDF ORNNKTYF KASSF AGYVGHLTGFKPGLFSLTLNERF S INGGYLGILEW ILGKKDYMW T GFLTRTYLENSTSYEEAKNLLTRTRILAPAYF ILGGNOSGEGCY ITRDRKE
SLOYYELDAKGGRUY Y¥YQTNYDRYKHPFFLDORRTPAKMCLNRTSGENISFETHYDYLETKPYLNELTY¥Y TTLIDYTKGOFETYLRDCPOPCIGY

[BLAST file for PDB] (plain) (bar) (multiple alignment) [BLAST for UniProt: (plain) (bar) (multiple alignment) (PSSM file) ]

[n]:site nunber of aquery sesuence. [al:amino acid of auery seauence. [s]
[e]l:predicted exposed/buried. [accl:predicted relative accesssibility(%).
[contact mols]ipredicted binding molecules
[variantT:UniProt Human Yariant.

[observed aal:Observed amino acids among homologous seguences.

‘predicted secondary structure.
[pdh]:PDB code of homologous structure.
[feature tablel:UniProt Feature Table

n a |5 |elacc  |[pdb contact_mols Hobserved aa feature table variant
SITE M- |- |- - SIGNAL DISORDER predicted by DISOPRED SIGNAL
SITEZ | |- |[-]I- - LPR SIGNAL DISORDER predicted by DISOPRED SIGNAL
SIE3 |G- |[-]I- - G SIGNAL DISORDER predicted by DISOPRED SIGNAL
hetero QOGUI1 CAEEL
i E->V:(0.0 %):LP/P Farber lipogranulomatosis
SITE138(E (T|b| 0.0/85u81 A|ABKOBE HUMAN ASAH1 HUMAN [ED
I (FRBRL) dbSNP:rs137853594 [MIM:228000]
compound 13C metal IOD . L . N - <o
N hetero ABKOB6 HUMAN % E 2 7 ) Eﬁi a: —_—
SIME139|L (T |b| 13.5 EAI compound [3C |[ALESE 1 3 8 I\U) C &) N /
— O | O Hovcos x| [ HoMcosprotsen. x | [ x| D s x| D s x|+ - a
hetaro ABKOB6 HUMAN
sItE 140|F |Sllel 20.1/[€5u81 A ASAHIW 5FTA C R 6 m dbj org/cgi-bin/prot.sch eachsie.cizcon=Tapssm=Taprecslc blt=Taa.. Y5 G 3 | 1= s
Summary for the 138-th Site(E)
MUTAGEN /note="T->A: rate of autocatalytic SITE
smegat|T | lb|  1.3|lesust A ey / M[
Decreased rate of autocatalytic processing. PiD |[QueryLength|Focussite| TTTLE
SITE {421 bl 13.0 ESUSI Allmetal cL FaTuy RecName: Full=Acid ceramidase ; Shart=AC; Short=ACDase ; Short=Acid CDase; EC=3.5.1.23
— : — — ;AltName: Full=Acylsphingosine deacylase;AltName: Full=N-acylethanolamine hydrolase ASAH ;
ACT SITE ‘[note:"Nudeothe" ECO OOOOZSQI PUbMed : 30 3946607|[395 138E EC=3.5.1.- ;AltName: Full=N-acylsphingosine amidohydrolase;AltName: Full=Putative 32 kDa heart
. i . ) B 1 protein; Short=PHP32;Contains: RecName: Full=Acid ceramidase subunit alpha ;Contains: RecName:
smeqa3c |- bl o.olesust A compound WTF HJA JRY A autocatalytic processing. Loss of ceramidase activity." ACH Full=Acid ceramidase subunit beta ;Flags: Precursor:
’ B ECC:0000269|PubMed:30525581" MUTAGEN /note="C-| UniProt Information
d Ct o ‘|| IAC/ID IAC:Q13510 ID:ASAH1_HUMAN
ceramidase activity [VARIANT: /note="E -> V (in FRBRL; loss of ceramidase activity; dbSNP:rs137853504)"
SITE 144||T b 0.0/|€su81 Al T Feature Table for 138- [ECO:0000269|PubMed:10993717" /id="VAR_021582"
[th site HELIX:
SITE 145|S by D.D”&ESUSI A 5 ICHAIN: /note="Acid ceramidase subunit alpha" /id="PRO_0000002312"
SITE 1461 b O.O”&ESUSI A [rva \S’::IAN“‘"”H‘ E->V LP/P dbSNP: 5137853504 "Farber lipogr: (FRBRL) " [MIM:228000]
se147)v [F 6l o0.0lEsus1 A m Evolutionary Information
” 4 - [Percentages of Amino Acids in Homologous Proteins g [show allgnmemt]H
SITE 148 A = b 0.0[€85u81 A aTl oo Ex |
) 3D Structure Information
SITE 149 E b 2'5”&‘5 u8l Ajmetal CL [ED |Template For Monomer|predicted Secstr[predicted ExpBur|Predicted Relative Acc(%)|
sme150[D | [b] 15.4]€5u81 Afcompound 13C bHAEFG1KLPORSTY st ¥ tibond turm) o (buried) o0 |
= 3D Complex Information
sme sl [T[e] 61.3[@5usL A KN GADF 1L PGRTY —
hetero:9 compound:1 metal:1
SIE 152||K |T || 88.7[625u81 A KRADGEFGILNPSTY [Ferhelahes eI
hetero [5280 HUMAN ] €5u7z A 1 B 1&5u72 C 1 D 185u7z C 2 D 2&6mhm A 1 B 1 &€6mhm C 1 D 1
[49694:Q9GUI1 CAEEL ] €6dy3 A 1 B 1€6dy3 C 1 D 1&6dy3 E 1 F 1&6dy3 G 1 H 1 compound [I3C]&5u84 A 1 [ 1
= metal [IOD ] €5u84 B 1 VA 1
site 152z [ W 14 =llees, a1 al ICAF] SUNEHT MNP ORTY




& 1382 H DAPLDFE EDH(ASAHL Hormwerzm

Focused Sit« é B
i o i e s s Urifei | CERA R T EREO Y =R EINE
query
sp [012510 | ASAHT
| [ Homcos: X | [ HOMCOS(protsch - X | [ ProteinModelon & X | [3 ProteinModelon5 X | [ Protein Modelon 5. X gg égégﬁz ﬁgﬁi :
&) ) 5 https://homcos.pdbj.org/cgi-bin/prot_sch_eachsite.cgi?con=T&pssm=T&precalc_blt=T&q... 16 fb gg %}L% ; ==
sp | ADAOPBJG3T[A
SITE Summary for the 138-th Site(E) [T —
sp |04D686 | ASAHT UAEELL 1] [SUTYNIFYELF YU 14U
=p |009551 | ASAHZ CAEEL[1] 137:LNLFYEMSRFC: 147
- sp |LO07VI | NAAA MOUSE[1] 121 WMLAYEASAFC: 131
PID QuerylLength||FocusSite|[TITLE sp |QBKTCY |NAAA_RAT[T] 121 WNLAYEASAFC: 131
- - - sp |09GULT |MNAAA CAEEL[T] 103:MMILYDYALFC: 122
RecName: Full=Acid ceramidase ; Short=AC; Short=ACDase ; Short=Acid CDasq =p |HOVCJE | NAAA CAVPO[1] 113:WNLAYEASAFC: 123
;AltName: Full=Acylsphingosine deacylase; AltName: Full=N-acylethanolamine h gg gg]%gg ﬁﬁﬁ ESS&H Hgmtﬁ%\égégg gg
3946607||395 138 E EC=3.5.1.- ;AltName: Full=N-acylsphingosine amidohydrolase; AItName FuII jSD QOURYE | YRE3Z_MIMIV[T] BE:LOLVYEITAAC: 96
Fad Y i I s T 1 - = B 1l . g | o | - 0D N ” ‘
UniProt Information | - E->V LP/P dbSN P:rs137853594 "Farber lipogranulomatosis (FRBRL) " [MIM:228000]
AC/ID AC IO I IO ASATTI_TTOTTAN -
ARIANT: /note="E -> V (in FRBRL; loss of ceramidase activity; dbSNP¥rs137853594
Feature Table for 138- (|ECO:0000269|PubMed:10993717" /id="VAR_021582" oD »o»;os mx o wmste x| peentec x [ () prsaios x | O »w»; x(\: . «_ “ x|
th site HELIX: &’mpro:ein Model on 5u84_A_1_L_1 focusing on 138-th site (TEMPLATE: PDBi5u84 )
ICHAIN /note="Acid ceramidase subunit alpha" /id="PRO_0200002312" ‘
VARIANT for 138-th ) . .
site or H‘Eﬂ! LP/P dbSNP:rs137853594 "Farber ||p0granulorrpeés (FRERL) " [MIM:228[]DD]j \
Evolutionary Information $E| | E§|J§¥0)7\
IPercentages of Amina Acids in Homologous Proteins| &t [show alignment]

E_: 90% D:10% — ~ | [seuence-repiaced 30 model v | CurrentView:HTMLS Change to:[JAVA]
3D Structure Information — *L b & 7 I) “J 7 _d_ é t ~ C FOCUSED SITES [template(5uB4_A auth_asym_id:A)
‘Template For Monomer”predicted SecSterredicted ExpBur”Predicted % -U- /r l‘ tj_é*EA 12: ST N G i = e N

[@5us1 [T (Hbond turn) [jb (buried) [o.0 T 2 3

MOLECULES ) [contact sites ‘
3D Complex Information odel arkiauery g T description plavery A)
|Predicted Bind Molecules 18 b possuwmpiw PGl pocemiie |
— 134N 1357 136€ 1391F)
|'"Eti—§l'(i:9 com DOUﬂdZ 1 metal: 1 ‘ 2m L1(A) Inon-polymer(13C) triiodobenzene-1,3- {:iik‘{IsdiLn‘tft/v?Z’_BZ;:'{;}_l ‘
‘ | [dicarborylc acid )
Templates for 3D complexes /
hetero [52802:A8KOB6 HUMAN J€5u7z A 1 B 185077 C 1 D 1&5u7z2 C 2 D 2&6mhm A 1 B 1 &€6mhm C 101
[49694:Q9GUI1 CAEEL 1 &6dy3 A 1 B 1&6dy3 C 1 D 1€6dy3 E1 F 1€6dy3 G 1 H 1 compound [I3C {335u84 AlL 1 ] 51
metal [I0D ] £5u84 B 1 VA 1



http://www.ncbi.nlm.nih.gov/projects/SNP/snp_ref.cgi?rs=rs137853594
http://omim.org/entry/228000
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SiteTableRTDEREEDZDT7AED) YD
UniProtl ZEEE SN TULV-ZEEEXRD Y T —hRRSINS

2SR (ASAH1 HUMAN)
b

Al 159950 Spinal muscular atrophy with progressive myoclonic epilepsy 228000 Farber lipogranulomatosis LB/B (likely benign or
(SMAPME) (FRBRL) benign)
Number of sites 395 2 14 7
i 57.7 (%)
Buried 50.0 (%) [1] 83.3 (%) [10] t 57.1 (%) [4]
Buired or [213] ]
Exposed 42.3 (%)
Exposed [156] 50.0 (%) [1] 16.7 (%) [2] 42.9 (%) [3]
Ave relacc 23.6 % 46.9 % 8.1 % 30.7 %
SD relacc 26.28 % 41.74 % 11.79 % 27.81 %
39.5 (%
hetero [1(56"3 ] 50.0 (%) [1] [ 57.1 (%) [8] t 28.6 (%) [2]
nudeotide|| 0.0 (%) [0] 0.0 (%) [0] 0.0 (%) [0] 0.0 (%) [0]]
compound|| 20.3 (%) [80]| | 0.0 (%) [0] | 35.7 (%) [5] | 0.0 (%) [0]
Contact Mol 25.3 (%
ontact 1o metal [100"] 0.0 (%) [0] 42.9 (%) [6] [ 14.3 (%) [1]
otherpoly || 10.4 (%) [41] 0.0 (%) [0] 7.1 (%) [1] 14.3 (%) [1]
homa 5.8 (%) [23] 0.0 (%) [0] 0.0 (%) [0] 28.6 (%) [2]
precipitant| 24.1 (%) [95] 50.0 (%) [1] 28.6 (%) [4] 0.0 (%) [0]
Number of variants 25 3 15 7
[N_Freq(Aavariant)==0 % | 33.3 % [1] | 86.7%[13] | 28.6%[2]
T ——————— 1,
N_Freq(AAvariant)>0 % 66.7 % [2] 13.3 % [2] 71.4 % [5]
Ave Freq(AAvariant) 6.7 % 0.9 % 14.6 %
SD Freg(AAvariant) B8.73 % 2.75 % 12.00 %
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Feature Table
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{ADP,AMP,ANP,ATP,FAD,FES,FMN,GDP,GNP,GSH,GTP,HEM,NAP,NDP,SAH,SAM}
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ABL1 HUMAN :Tyrosine-protein kinase ABL1
AIphaF9}dQB

UniProt Feature Tables [P00519(ABL1
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HHIP HUMAN :Hedgehog-interacting protein

(AC: Q96QV1)
HOMCOS AlphaFold DB

UniProt Feature Tables [Q96QV1(HHIP HUMAN)]
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I . llregion  |name description
L 1-17 SIGMNAL
e | 18-700  ([CHAIN /note="Hedgehog-inter:
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HHIP HUMAN :Hedgehog-interacting protein
(AC: Q96QV1)

AlphaFold2 PDB
Tpgk: (22 B B:2021-12-15,
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HHIP HUMAN :Hedgehog-interacting protein
(AC: Q96QV1)

AlphaFold2 PDB:7pgk

N-terminal

N-terminal N-terminal
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GP158 HUMAN :Probable G-protein coupled rece

(AC: Q5T848)
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GP158 HUMAN :Probable G-protein coupled receptor 158
(AC: Q5T848) AlphaFold2 PDB:7ewp
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GP158 HUMAN :Probable G-protein coupled receptor 158

(AC: Q5T848) AlphaFold2 PDB:7ewp
TM domain TM domain TM domain
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GP158 HUMAN :Probable G-protein coupled receptor 158

AlphaFold?2 PDB:7ewp
Soluble domain Soluble domain Soluble domain
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MKS3 HUMAN :Meckelin

(AC: Q5HYS)

HOMCOS

UniProt Feature Tables [QSHYAB(MKS3 HUMAN)]
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isolation.
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MKS3 HUMAN :Meckelin

(AC: Q5HYS)

AlphaFold2 PDB:7fh1

7th1:(22B H:2021-12-01)
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MKS3 HUMAN :Meckelin

(AC: Q5HY8) AlphaFold2 PDB:7fh1
209-989 209-989

7th1:(2A B H:2021-12-01)
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MKS3 HUMAN :Meckelin

(AC: Q5HY8)

AlphaFold2 PDB:7fh1

44-208 44-208

RMSD(Calpha)=11.08 A 7h1:(A B8 B:2021-12-01)
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