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[Tips] UniRef & —4~x—2 (UniProt Reference Clusters) &% ?

UniProt 7-Lv 7~ —2 (www.uniprot.org/uniprotkb) & —#i?> UniParc L-=—F (www.uniprot.org/uniparc) 7>52
FTABN T ENTZEZ L NI E DSy Nt i § 27 —F_X—2 T4, ZHUTED TLERESIEZRIL DD #iE
D4 (100%, 90%. 50% D [F— M) THISIZZ M & T2 &N TEET,

UniRef90 (L. UniProt 7 —#_X—2D—H T, ZL I EEIN T AZ) 7 U TURMAO L, 2h3Rr7 56
PEMR SR Z ATREIC T 2720 Db O T, HRAIZIE, UniRef0 (X, R CTOX LRI EE I EZZDEEHRFFT D
UniRefl00 DEEFIAE I FAZN L 7L, %7 TAZ NI El 0%DERFIE—VEE, 7 7AZN DR ERS (- —FEd
51) & 80% D EMAFFO LIRS TWET,

UniRef50 1&, UniRef90 O —NRELFINZ 7 FGALY T L & 7T AZ DD 7edEt 50%DESIFE —MHEE4H 5| 80%L
FOBEBFHEFFOIITHERSILTNET,

2024 4F 9 A BI{E, UniRef D% DB D27 A%%1E. 100%(412,245,268) . 90%(192,983,315). 50%(66,075,574) &
725 CTHEY, 42 671,304,157 La—R 72> TV ET (www.uniprot.org/uniref) ,

Huge UniRef90 iX, UniRef90 DYLIRMN T, LN ZLDESNEZE T IHICRRFEN TWE T, KT — X iR
RALF ) DERT KNG T DEIRFI SN TR, BBV T NROAS T ) 5T — 22y " bOEL A B IA Fx |
IVIRFREW S E =L T ET, YRR UniRefo0 LRIEEIC, D7 &t 90%DAELH[E—M 4 SRS
HITGAZV T LTEY, LS OT —X2 BT 5720 O b fE S Vg,

BT —H_X—=AOFENL, WD~V T R—T% TRERLTZEN,

UniProtkB
https://www.uniprot.org/help/uniprotkb

UniParc
https://www.uniprot.org/help/uniparc
UniRef
https://www.uniprot.org/help/uniref
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3. ETYVITHBRDOIER - afRLAiE

FHRBZE T 958, (ERESNTZET A0 YASARA LIZE RSN MEET AL NNIZEETT LV OREET 741 (YOB FER) <°
A7) —>ayvh (PNGER) . BEIOET VT OREREZFLLIZLAR—MHTML IR0 BMER S E T,

3.1 BHHER (HTMLERXLER—F) ORA
BT 4L 7RI NIC HTML JE RO LR —k (YourModel.html) 3B &S50 T, BV CNEZTERLET,
(w7 W TETLIG AT, FHREE TRICABIICL R — 7 7 AV BAE £, )

YASARA Protein Modeling Report for YOURMODEL

1. The protein modeling target YOURMODEL

The three-dimensional structure of the following target sequence has been predicted by YASARA's protein modeling experiment,
Version 25.9.17 W64

>YOURMODEL

SKPQPTAAANWKCNGSQQSLSEL IDLFNSTSTNHDVACYVASTFVHLAMTKERLSHPKFV

TAAQNATAKSGAFTGEVSLPILKDFGVNNIVLGHSERRAYYGETNEIVADKVAAAVASGF
MVIACIGET

The target sequence contains 129 residues in 1 molecule.

2. The protein modeling parameters

The following parameters have been chosen for this target:
= Modeling speed (slow = best): Slow
= Number of PSI-BLAST iterations in template search (PsiBLASTs). 3
+ Maximum allowed (PSI-)BLAST E-value to consider template (EValue Max): 0.1
« Maximum number of templates to be used (Templates Total): §
= Maximum number of templates with same sequence (Templates SameSeq): 1
« Minimum cligomerization state (OCligoStateMin): 1 (menomeric)
« Maximum oligomerization state (OligoStatelax): 4 (tetrameric)
+ Maximum number of alignment variations per template: (Alignments): §
= Maximum number of conformations tried per loop (LoopSamples): 50
= Maximum number of residues added to the termini (TermExtension): 10

« Selected Al folding methods (Foldiviethod): ESMFeold OmegaFold BoltzMSAS0

Figure 3.1 7 U7 LAR—Fh
[ 2.2 Experiment A== —03BRITT 2 HIE] CTHEITLBRICER SN L AR — M fllc, £ THENAZIEICRALET,

(=7aZ HWTETLEEAY , NSFA—ZO—E RN RRAF T CLR—MRIZFELTT, )

1. The protein modeling target (=274 —%">h)
1. The protein modeling target YOURMODEL

The three-dimensional structure of the following target sequence has been predicted by YASARA's protein modeling experiment,
Version 256.9.17.W.64:

>YOURMODEL
SKPAPTAAANWKCNGSQASLSEL IDLFNSTSTNHDVACYVASTFVHLAMTKERLSHPKFY
TAAQNATAKSGAFTGEVSLPTLKDFGVNNIVLGHSERRAYYGETNE T VADKVAAAVASGF
MVIACIGET
The target sequence contains 129 residues in 1 molecule.
Figure 3.2 #—/" v MNELAI1E
FHEZIT 72 YASARA DO A—Var b Z—7 vy MNidsl, 2 ORI, 750 FED RIS TOET,
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2.

The protein modeling parameters

Modeling speed (slow = best): Slow

Number of PSI-BLAST iterations in template search (PsiBLASTs): 3

Maximum allowed (PSI-)BLAST E-value to consider template (EValue Max): 0.1
IMaximum number of templates to be used (Templates Total). &

IMaximum number of templates with same sequence (Templates SameSeq): 1
Minimum cligomerization state (OligoStateMin): 1 (monomeric)

IMaximum cligomerization state (OligoStateMax): 4 (tetrameric)

IMaximum number of alignment variations per template: (Alignments): &
IMaximum number of conformations tried per loop (LoopSamples): 50
IMaximum number of residues added to the termini (TermExtension): 10

Selected Al folding methods (FoldMethod): ESMFeld OmegaFold BoltzMSA9S0

2. The protein modeling parameters

The following parameters have been chosen for this target:

The protein modeling templates

Figure 3.3 /37 A—4 &
A EITRO SR E NS NTVET,

3. The protein modeling templates

ESMF-A ||[ESMFold

2

OMFO-A]|OmegaFold

BMS0-A "BOIIZMSAQO

Since only 3 template structures were provided or Al generated, but 5 were requested, additional possible templates were identified
by running 3 PSI-BLAST iterations to extract a position specific scoring matrix (PS5SM) from UniRef20, and then searching the PDB for
a match (i.e. hits with an E-value below the homology modeling cutoff 0.1).

The following 173 hits were found:

The following template structures have been generated using Al folding methods:

Object" Name "Method Amino acidsl

1

Al R—ZXFXREFALTERBSN-TOIL—F

PDB MR ZEFER—E (RO T7IE)

£

| "Total "BLAST "Align " " : " |
Template| score |E-valuellscore Cover||ID Resolution||Header
XRAY Triosephosphate isomerase, glycosomal [Trypanosoma
4 596.39||7e-033 ||659.0 [|[100% ||513F-D [|1.72 A brucei brucei] <TPIS_TRYBB(1-250)= (249 residues with quality
score 0.905), released 2016-05-18
XRAY Triosephosphate isomerase, glycosomal [Trypanosoma
5 595.08||8e-033 ||659.0 [|100% [|513J-B [|1.80 A brucei brucei] <TPIS_TRYBB(1-250)= (249 residues with quality
score 0.903), released 2016-05-18
XRAY Triosephosphate isomerase, glycosomal [Trypanosoma
brucei brucei] <TPIS_TRYBB(1-250)> (249 residues with quality
) 504 42 llae-033 llss9 0 ll100% llsiacr Il score 0.902), released 2016-05-18. NOTE: This template was

Figure 3.4 5> 7L — M

BRI ETVTHEDOT T — e LB T 7L — OB GEHSIN T ET,

Al R=2AFEEZAVCHESNEZT 7L —MINZ T, UniRef90 (2% LT PSI-BLAST %47 > CTIERS L2 EL S 7 1
77 ANE T PDB O ZFERO—E A3, [Total score ] D WIIEIZFR RS E T, [Total score]i%. BLAST 7 A
A bA=7 [ Align score] . PDBFinder2 7 —# X — {23517 % WHAT_CHECK D747 1227 (0.000~1.000) , & —
o ORI Cover ) MR FE TREINFT, 70 7L —hOBIRITE WO TTFEAMIC total score ZFEAELL

DB, FFBATT D 0% %577 L —NIBSSNET,
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AKF2—hIT IV TlE, T 7L — a5 I EL T2, 3TED Al R—AFIEICK0ARENZ 3 >DT 7L
—RIMz. YD 2 54573 PDB HEE N OE SN TV ET,

4. The secondary structure prediction

4. The secondary structure prediction

The resulting prediction is listed below, the lines 'PreHel', 'PreStr and 'PreCoi' indicate the estimated probability for the three
secondary structure classes helix, strand and coil.

Sequence: SKPAPTAAANNKCNGSQASLSELIDLFNSTSINHDVACVVASTFVHLAMTKERLSHPKFVIAAQNATAKSGAFTGEVSLPTLKDFGVNNIVLGHSERRAYYGETNEIVA
SecStr @ CCCCEEEEECCCCCCCHHHHHHHHHHHHCCCCCCCCEEEEECCHHHHHHHHHHHCCCCEEEEECCCCCCCCCCCCCCCHHHHHHCCCCEEE ECCCHHHHHHCCCHHHHH
PreHel : 0000000100232110999999999976210000000000002666999998851000000001111111111231018888762000000001366776400079999
PreStr : 0003588984100000000000000000000000137998520000000000000001788564223100002323310000000011899721000000000000000
PreCoi  : 9886310015778889000000000023789998852001457333000001148997211335655566765456780110126987000268532222499920000

Figure 3.5 —k##&i&E T

TIARNDHIEE N —T TV TR IR HI2OIATO I, Z—7  MNidF 0O & TR OFE R Fedi S
TWET, —BtH DX —5 v M5 (Sequence) DA 7% L2k LT, B B (SecStr) I~V v 7 A ##iE (H) | ANT U RigiE
(S) . AANAEE (C) VI N DOEEA RSN ET, Z~FBE B IZIE, ~U v AfEiE (PreHel) | AhZ R (PreStr) |
oAU (PreCoi) &7 AIREMEDY 0~9 DA T T/REN, FEET LOAT GFHMNN2D L5 lS N E T,

5.  The target sequence profile

5. The target sequence profile
To help align target and templates, a target sequence profile has been created from the following multiple sequence alignment,

which is built from related UniRef90 sequences (small version, see 'Install' command in the user manual). This alignment has also

been saved as YourModel profile.fasta. The color codes are: negative, positive, hydrophilic and
Target : SKPOPIAAANWKCNGSOOQSLSEL [DLFNSTSINHDVACYYASTFVHLAMTKERL SHPKEY I AACNATAKRS AR TCEYSLP TLKOFGYNY HEERRAYYGETNE
04POB4 = ... ... HNWKMNGSLESTKOL TOTL TQAKLDSMYEYYYSPRALHLLAVOEQLKGSK YAV AALNAYHES AR THEYSVTML KDAG [PW HEERRTLFHESDAN
QO0XG1 = ... NWKLNGDKKSLGEL THTLNSGK INADTDVVCGAPTIYLDFVRSKLDS . KMGYVAAINCYAK . GAF TGEVSFAMIKDCGYSW HSERRHYFGESDEL.
Q6CJGE @ ......... NFRMNGSKAS TKE [YDRLNGAS TPSNYEVY TAPPATYLDHAVALNKRKEY/K [SAONAYSKSCAY TLENSVEQIKDVGAEW HSERRTYFNETDE!
AONRNG = .. NWKCNGTLEEYKKLVGTLNAAEVPSEVEYYYSPPFVFLSTVRALL . RSDFAVAALNCYREGE AR THE TSVEMLWNLG [PW HEERRLLLNEDKEF
@6N6 - ..., .. NWKCNGTTEEWKK [V TTLNEAKVLGEYEVVVSPPFVFLPYVKSLL . RPDFHVSAINCYRKGEAY THEVSAEMLWNLG TPW HSERROLLNESNEF
Q69KO0 @ ....... .. NWKCNGTKDSYSKLYTELNAATLEPDYDYYVAPPE [V [DAVKNSLTD.R IEVSAONYIGKGLAY TLE [SAEQLYDIGLOW HSERRHY IGEDDQF
AJTRK7 = ... ... NFKLNGDRKS TKE [VERLNTANLAENYEYY [CPRPALY IDY TVOLYNKPOYTVOGLNTYLKESUAR TEENSVDQTKDLGAKW HEERRTYFHEDDK 1
CODSHD : ....... SGNYKMNGNKEMIKV T IDLKNE TASONSTEYIL ACPSTYLAYARNLLP PTG AACNAYLKSGAF TGE ISPEMIKDIGODW HSERRT IFREDDAM
AZTWES @ ..... [VAGNWKMNNDLAATAGL [ TOLKRKYNNGDAEY T TAPTY INLHSAFESL SOSN I TVAAUNMAAKS LAY TEE [SAAMLKSVEYNT HSERRAYFNEGDEL:
BAHPHT - ... ...... NWKCNGTAEEYKK [VTVLSEAEVPSEAEYYYSPPFVFLPYVRGLL . RPOFQVAALNCYRRGU AR THE TSVEMLWNLG [PW HEERRSLLNESNEF
EEIVID : ...... ASGNWKMNGOKAS I TE ICKNLSS . GLOPNTEVYVGYPAXYLQF AKSLLP . ASTGVAGONCVAK . CAFTGE [SPAMLKDYVGADW HSERRT IFAETODL:
CID9G8 = ....... SGNYKMNGDKAS TAD ICKTL TAGPLOSNAEYVYGCPSLY ITYARSLLPST. [GIAGRNAVAK , CAF TCE [SPAMLKDAGADY HSERROIFGESDEL:
FOJBYT : ..... WYGGNWKMNGNENS [RD ICNTLKGASLOPNTEYY IGCPAPYLDYCRSLLP . PSYAL AAUNCYVER AR TOE [SPAM TKDCGALW HSERRH [FKETDEL
E4T3W7 : ..... [VAGNWKMNKTLOEGLAL ATELNKALAGSTPNCVIGTP A THL ASVAAATDTTK IGYVAACNCANKSGAYTGE [ SAAMYKSTGANY HSERREYYGETSAL
05K287 @ ... KPIVGGNWKCNLDKAGYSALYTSLNGMOCT.OCEVYYVAPYAVHL GSYVONYKAP . [EVSGONCNFKNGAYTEEYSADQL YOMGAKW HSERREYFKEDNEM
BBUEB7 : .. QFFVGGNFKMNGVTDS IKS [VTNLNNSKROPSTQYY [APFSTYLTLTRE . LADPS [GYSALNYYDKNC AR THEYEVEQL KDAG [OW HEERRVLLREDDDF
DOUS21 & o SKETIGE IVDFLMVGSLOPNTEVVVGYPAL YL DFTKORL . .PRAVVAAONCYAPKGAFTGE [SPAMIKDIGLEW HSERROIFKESDEL.
Q76BAG @ . KKSLGEL [CAMNKAKYSAETEVVCGAPAYY [EFARKHLD . AKF AV AAINCYVORCAF TEE TSP AMTKDCGATW HSERRHYFGESDEL:
NALURZ7 - TKANINF [ TKFLKAGSE SSOVEYIVACET YL OYSROANL PRV AACNCYTOK AR TEO TSP AMIKOIREEY HSFRRHVEGENDF]

Figure 3.6 < /L F 7 /LT FA A O R

=0y NI VTFTINNT T4 A bORERO—FN—EL S ET, BKFIT —H % UniRefd0 7 5455
nNCTEY, FF27 Vv 7 LT I/ _X=VICBETL2LHTEXET, UniRefo0 DRt v MEICHE R (]
abCECY vy 7 7 v ) &h, BEMEHEOET 2 JBRIIR, EEMEHO0ZT 2 BRIETE. dkiEo
TR RIS, BUKYEO T S R KOO FTCRINTWVET, ZOhmIBEROFRRTIE, AR—XDHE
b BRENDEFNOLIIE SN TOETR, R TOERIIIEET + L2 bUIC [, _profilefasta] & LT
TFENTOVWET, ZOVILFTILT T AL b, 77 A VPMERSNTWET,

v

6. The initial protein models
KT T L= LTINS ET VOFEMNENTIVNERB IO O TORENET, T 7T L—Fh
L, T4 A2 "BEEBRBEITHE—DET AN, HVEVWREEEIEEOET VBMEREINET,
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 TmTFAN-T T ANT TA A NOFER
Z—iy NS ET L — D 20D a Ty A NET TARL NTAHZET, Z—4y MNESIE T v
7v—b@*&%ﬁ®WEﬁk Ty 7L — MIEENLHEEICHT ORI BEINET,
BAFRD Match] EWHIITIZH—F v b=T T — T T4 A2 MOBERNTEH I TOHET,
RBUARNOTHIE, 77— MEEZEIZET VAR LT BEORABIZ DN CREEN TN ET,

WAl ETSFAMLKDLNIG
FY EISARMLEDIG
YE EYSARMILAVGESS
EDH EISCVMLADLG
KOA E[SPAMILD
EISFADLADCK (P
K ¥ E[SFKOISDAG [P
H 3‘ Uﬂ‘l QKNVOYALONESL I Y EISVEQVKDLAIP
YLSTFSKLVDTRE VAL P EVEVPMLKS
K H ’H KARLTHPKRQ T EVELAILKD
o O EEECH E! ccl JH:H: CCCCCCOCCCCCCOCHHHHHHCCCCREEED
Target S\FDI"\’ A AN K NS g E EVSLPILKD
Match o SKPOP I AAANHKC FTGEVSLP ILKDFGYNY VL
Template ‘FUP N ‘. GS003 F PILKD
SecStr
2VAN-A MK T H PLYVOAKL RHPR Y T \ul F PILKDIG
PH-1 ;. F 'S1Y.DFAROKL .DAK1G YRV ETSPAMIKDIGAA
219E-B : .ARK ELVRTCV.PASIG YRV E[SPAMIKDYE
TTIM-A& @ . ARTFF DYSVSL YLK ENSVDOIKDVG
3THG-A : . E TRV E[SPGMIKDCG
3KRS-B : .SRKYF E SCTN EVSCEM_KDMD
IMO0-& . D TRV E[SFAMIKD
2YC7-A i) YLEN ETSVEMLOD H
2VFD-B : L ARKYF 0 KGNGSY TCEVSAEAKDLN
1B9B-A : ..RKLI FE FYE E[SFLMLOE
2BTM-B  : ..RKPI I HF Al EVEFYMLKD
1AHT-A 0 LN OHEF AMLKE! H
IMaY-B WRTPI ES YFER ETSPVALAD
aTAB-A  : ..RKPL i L {(IAFS. 0 PH DYVSCAFLAKLD
IKXD-B ;.. GTGE. Sl F ATAAG. FE HFD DISAFMLKEAGASH
1YYA-B  : .MRRVL RY AF I \ P F’I 0sE K| EVSARMLSDLEG
2JG0-B : .....1 . PRC EITSKHLEELK
IHG3-B : ....PI G ir JPKPGSHTCHYLPEAVKEAGAV
IWOM-C  : ....PILTIN AMGKRAVEL KA FAE G. ‘J GAWEAGLAHTAHVSLEN [KE
2HBR-F : ..... {YKTYSIGNRGLE 1 4k [AEKY .‘..b T DNNPGSHTCHILAEATKDCG

Figure 3.7 a7 7AN-7 07 7ANVT TA A MOFER

VA RORNFIZENDIAIZLLTO L 91272 > TWET,

UniPlotID A= YNRINERIZ/ONIZIILFIINT A AV CDERO—EHARTIND (ERFII

(10 &) UniRef90 &YEEEN D), [ (MacroTarget) _profile.fasta] 774 /LD L H 5 10 {57 A,
LTFHEQHNICH-TERESINTINS,

Seqstr RSN -2—7 VRO ZRIEE

Target A=y BRI

Match A— BRI —T o TL— MRS DTS4 A MER

Template TUTL—MEEDERS

SeqStr TUTL—EID ZREE

PDB ID ToIL—TOTFAILD—EH RTINS, ETOHERILT (MacroTarget) _(PDB ID)-

(20 &) ~_profile.ali. IZ7AJLICRTFSNA TS,

. T3 NF—f/Me L Z-score
NT, =X F =R/ MEEIT S T2BRD Z-score DFFRAFTH I LTV ET,
TARNAF —F/MEDRTPETEED Ny 7 R — & EE Lo E 1701 (Hi&EId~ _refined50.yob & L TR
7). %R EEZEEETITbE T (Wi iX~ _refined100.yob & L CT#ETF), LAR— MIiX, ThZ
U Z-score B I NN &, A (Overall) @ Z-score NEWFRNET VI SN ET,

Z-score Description
[Check type|[Quality Z-score][Comment| Z :i S;sj;?:ng
[Dihedrals |[1.435 [[Optimal | <3 bad
[Packing 1DJ|-0.463 [[Good | <-2 poor
[Packing 3DJ[-0.162 [[Good ] < satisfactory
[Overall ||-0.048 [Good | ; g i‘;::)nal

Figure 3.8 Z-score O [ 7745 (£2) &AM AL 4E (F7)
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. B 72T NV ORETE & Z-score 71 v b
ERRSNT=ET VOBEX, (T L7 MV (w2 u¥—45 v ) _ (FF/V ID) yob & L TRFS
nNEJ,

Model quality per residue

Molecule A

r»Z—--471VO0
@ = N W B

-4
SKPQPTAAANWKCNGSQQSLSELIDLFNSTSINHDVQCVVASTFVHLAMTKERL SHPKFVIAAQNATAKSGAFTGEVSLPILKDF GVNWIVLGHSEF
—_— L& —- O Q.

7. The model ranking
TERESNTZET VN Z-score IZE->TT 7 HTSn e —BRNTHSINTND, FEEIL. EET L 7MNIc(GHED7 7
AN4) .sce ELTHRAFESNTOET,

Ran k"Z—score"Stru ctu re|

-
|-
-

=

State lIModel ID|[Filename Original number||Residues|{Comment

monomer ||[OMFO-A|[YourlModel omfo-a.yob |2 1-129 Optimal

i

homodimer||513F-~  ||YourhModel_Si3f-~yob ||4 1-129 Optimal

monomer |[ESMF-A [[YourlModel esmf-a.yob ||1 1-129 Optimal

4 | - homodimer|[513J-~  |[YourModel_5i3j-~.yob ||5 1-129 Goed |
5 | monomer ||BM90—A Yourldodel _bm90-a yobl|3 1-129 Good |

Figure 3.10 fERESN/=ET N DT %7 (Z-score JIH)

8. The hybrid model
VERES VI E T VO RGETRE 73 Al B o TR RS NI ATV RET LV ORERBE RSN ET,
12 HDOIARNTIE, AT VYR ET A OGS T 77 A MO — RS TOET,

|Transfer First residue"Last residue"Length"From modeI"Score |
2~ [same Jlsame Jlsame |lsame |[-1:231 cligomerized]
[3 74 | 15 |l513)~ |-1.230 rejected |
[« [ (ER [[12 " ][513F~  J[-1.226 accepted |
[5 |[s9 (B3 [[1e Jfer30~  J[1.213 accepted |
[6 71 lI76 lls JI513J-~ |[-1.197 accepted |
[ |[75 [l 5130~ JF1214rejected |
B |EE Ifes 2 Jlei3F~  JF12068rejected |

Figure 3.11 NATVYRETNDTTT A —E
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BT ANAT VY RET LD Z-score & 3D #idk, Z-score 7y b3 IS ET,

[Check type|[Quality Z-scorel{Comment |
[Dihedrals |[1.250 [[Optimal |
[Packing 1D][-0.028 l|Good |
[Packing 3D|[-1.007 |[Satisfactory}
[Overall  |[-0.298 l|Good |

Figure 3.12 A7 Uy REF /L0 Z-score D H} I

4
o Molecule A
Py
T
Iz
Moy
A
L oll
-1
-2
Bad -3
-4
SKPOPIAAANWKCNGSQOSLSELIDLFNSTSINHDYQCVVASTFVHLAMTKERLSHPKFVIAAQNATAKSGAFTGEVSLP ILKDF GVNWIVL GHSERRAY YGETHEIVADKVAA
— b G e — T — N — E—

Figure 3.13 A7V RET VO (/) LT LD Z-score (£7)
ERENTEAAT VY RET L OMEIL, FEEOT 7404 yob) ELTEET AL Z7MICRESNET, TNENOk F 3R
RBENIIRDINTHT =V T ENTWET,

32 EFIRBENHER (BREE ZXa70OFAHIE)

SRS T T DL, LT OET ARG 7 ANV DBMEET AL 7 MICRAFSIET,

c(wraF—ryh)sce - BT UL —MEENLIERR SIS ET AR E
c(wrus—2yh)yob 1 ANATVYRET O

Lz, (v7ax—4vh).sce 77AN (KT 22— 7Tk YourModel.sce) BV TR CTHET,

P YASARA - Yet Another Scientific Artificial Reality Application = o X
File Edit Simulation Analyze View Effects Options Window Help 3
ATOM PROPERTIES SCENE CONTENT
Number : 0bj Name Vis|Act| Atom
Name :
Element: 1{OMFO-A Yes|Yes 1
Occupancy: % BFactor:
Residue:
Object: 2[5I3F-~ Yes|Yes| 1943
Position: X = 600000.060000 E
Y = 000000.00000
Z = 000000 .00000 3fESMF-A Yes|Yes 5829
S| d: X = 0000000000
Peed:  Z 6600000000 Mva 415133-~ Yes|Yes| 7771
Z = 0000000000 m/s
Total = 0000000000 m/s
5[BM90-A Yes|Yes| 11657
Active X = 0000000000 N
Forces:Y = 0000000000 fN
Z = 0000000000 N [ EEEEEEREEE No [No [------
Total = 0000000000 fN
Bonds : P8 > 4 A . e NoMWo [ ------
1) Type  to =--- (== b 0 Y Z = N
| S

Marked Distance: -----.--- & VAN SIS it VRN $ 0008090909090 lot------------|No |No |------
Harked Angle: -
Marked Difedral: -

Pro 11/1[Mem82 [Sys L | YASARA Stencinas NOVA Sim Off [Obj 1 | 13598 Atoms
Figure 3.14 &-E7 /L& — % (~.sce 77 A/V)
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ZOT7 AL, RSN A T 7 — MEEE I ER S W I E T WS MR TF SN TV ET,
Al TSCENE CONTENT | TlE, Za7 BN EWIEICYAMEES NI K BT MIAEIEZfER T AZENTEET, BT MEEORIED
IS TOED T, L RO FETHT =< 7L TRl b2 M TEE T,
[HEE]B Factor GREERF) X, ARRFDBIREN D RESEZR T RIA—FTT R, FURIET VT OETRITIZ. Z 29T %

LD Z A7 1%-20 4T B Factor &

AT =V ZIZEO AL TEDENTT D720

[B Factor (Z 2= 7) @A #HAL]
1. A==a—

2. el

—§~

WTC, ADFRE

Effects

Options

12, —HFEYIZ B Factor fED /3T A—H|Z

5, View > Color > All %f ERLFET, (Object X° Molecule 72 & CfE B

Z AT H ML T AE S E T,

IGEIRLTHENTY)

Window Hel
All | i

Color All by Force

Style scene »  All surfaces

Style atoms > Object

Switch object »  Object surfaces

Show atoms » | Object mesh

Show trace Molecule

Show secondary structure  »  Molecule by ConSurf

Show interactions »  Residue

Show surface »  Residue by feature

Show cavities in or at »  Atom

Show eIectrostatic potential Carbons per object
Figure 3.15 7 —R EA=2—

HRFRENDDO T, AlD Name Y ARG, B Factor) Z5R L. [ Apply unique color] %2V 27L&

W% Select first atom color

120 60

180

240
First color

BFactor

A Dranarhy v

Apply unique color Apply color gradient

Load colors from file

Figure 3.16 O3RN T

3. %L, B Factor i %T’fﬁﬁ?‘é &75}’(%1‘?

W vasan

file

- x
s-m-lwon A'“'Yll' iew s options_vindow Hep @O O BDOOOBE@IG 00|
AT SCENE CONTENT

Pro 11/1[Mem82 [Sys L |

YASARA Seuisks NOVA

Sim Off_[Obj 2 | 13598 Atoms

Figure 3.17 B Factor @ #]{fAL;

17



B Factor ®EL L, 7 (0) DM (75) DI TFF — a1l >TWET, Z2TIE Z 2a7%-20 f£L7-fE72 B Factor fEIZk& NS
NTHEY, FEO) IV TR REWRE LN LR ET,

B Factor Z-score Description
> 100 <-5 disgusting
> 80 <-4 terrible

> 60 <-3 bad

> 40 <=2 poor

> 20 <-1 satisfactory
>0 <0 good

<0 >0 optional

75

Figure 3.18 B Factor & Z A= 7 D5t (/£) & B Factor OEL & (f5)

%7-. B Factor |ZHMIE - B 1. HifZE DT ATOMPROPERTIES | OERTHIEN TEE T, HERLI-W T /BICE NN
THODOF T2V Te—2RBEICT AL, Wi IshEd,

File Edit Simulation Analyze View Effects Options Window He
ATOM PROPERTIES

Number: 2451
Name: HE1 (1 of 1)
Element:Hydrog[” =

Occupancy: 100 BFactor: -3.49 I
Residue:HIS =
Object: 2 (5I3F-~)

Position: X -00035.42988

000010.59348 %

Y
Z = 000004.34447
Speed: X = 00000.0000 m/s
Y = 00000.0000 m/s
Z = 00000.0000 m/s
Total = 00000.0000 m/s [RTZ~¥—7
Active X = 0000000000 fN
Forces:Y = 0000000000 fN
Z = 0000EEE0E00 fN
Total = 0000000000 fN
Bonds: 1

1) Type - to CE1l,(HIS 34 )
Length 1.083 &

2) Type to ----_(--------- ) .Y
Length --.--- R

Figure 3.19 B Factor 5 DS
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4. IBA: MBDTFUTL—FOTFSA AV 2F>TRITTS
INFETITRN LTENE TEARNRZ L RIET Vo TIXELTARETT A, A DT U T — T IA AV MR L TH L
ETVTEATHIZELTEET, ZOHA TIE, LTONELZNEIZTHALET,

T 7L —MIEM % PDB A48 E T D ik

MEOT 7L — MR 55k

ME DT ITAANEAET T 2515

FTUTV =T TAA D EL LB M A ICHELIZb O ZE 5 51k

W

CNHITEARBE+ « ODRNEERDVET OT, BERFRIZSEIZL TSN,

41 FoTL—FMERAT S POBRBERIEET D5k

stis~suz7 A4 Tpm_build.mer) F£72i% 'hm_build.mcr
WHELRT 7 A Z—7y MidSIT (ERO7 74 /v 4) fasta) (FASTA JE)

KUEBDT 7ANG) DXL FHIN~Iud—07y beipDET,

BED PDB #iELr T L —MIBEELEWE AR, v~ 727 740 (Tpm_build.mer ) E7-1% Thm_build.mer ) Z#R4EL .
[TemplateList) /X7 A—% (7 7L —MIUEH T2 PDB HEIEDVARN) ZH ML TEITLET, LEITS T Tl Templates | (£
THT T — DRI NTGA—FEETRLET,

IR IR T AN B ST ELT BT LE T AN, Experiment A= —2BB[FIE 4.2]0HET, MEOT T L—hE
LT PDB & H MIADITEITCTEET, (ZOBSITIAICHER LT 7L —heLTbi, 7o 7L —Rre LTSNS
EF L Al N— 2D E LB BN ET, )

4113502774 )LDMwE (TemplateList)

[TemplateList) 3T A—=#%, w707 7 AV DIZLD D FIZHHNRTA—=FE I ay (= 4T TEHEN TODEB) 121372, %
WZHDHDT, TTemplateList] THER AT TERL THTIZE W, KW\ T, [TemplateList) 27 2 A M CSCEAD T#) ZHIBR) L, 7
7L —MIEA L7V PDB #iE2 AN LET, AF=2—hI 7 /LTl lpm_build.mer ) Z#REL TLL FOZEE 21T, [5I3F ) &
M2V2C | HfEL TCHET, (7 7r7 7 ANVORREITTEZ OO TUI[FIE 2.23]4 3R TIZEW)

(ZFAi) (EFE%)
# TemplatelList 2ZPY,2HE7,2I1K — TemplatelList 5I3F,2V2C

TETTE

# Uncomment below to select certain template residues for deletion, e.g. het-groups. See use

# DelTemplateRes Hetgroup

# Uncomment below to require certain template residues (e.g. co-factors), see user manual ai
# RegTemplateRes FAD FMN with distance<1® from HEM

Uncomment below to rank certain templates first (only affects templates found by YASARA

TemplatelList 2ZPY,2HE7,2I1K

Uncomment below to speclity a list ot excluded templates

TemplateExList 1CRN,5TIM,1AON

—

' ' . . model > Useful hi
equif # Uncomment below to rank certain templates first

uncol TemplatelList 5I3F,2V2C (#&&EHD) ixed, e.g. target
# Uncomment below to specify a list of excluded t

3 W K I

Figure 4.1 ~7u”7 7 AV #REEH]: TemplateList D2 E

4128774 I)ILDHE (Templates) ((EFE)
KIOBIEFMLEIEL T T TRLIEEE N, KF 22— N T A TIEAZ Y7 LET,
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fBELTz PDBHEDHET 7L —MEELL TR A LIZWE S, v 7ol Templates) ((EFH 357 7L — ik ) /37
A—%% [TemplateList | {2 CHEELT- PDB #ii&E Dl — 9 AINCEH L ET, 7 74V Tidl Templates=5] &£725 T 57280,
ELIBE OB NI D IRNEAIL, AEIZERY OO T 7L —R3 PDB P BRBENTLENET,

T2 Al R=ZAFEEFFIALET V7L — MEE SR EARSA1E, Thm_build.mer | (72 7L —MEEO W I Al R—Z2FiEE
FIALW) ZRIA T 5L 0T,

~ a7y ANVERE, B 1285 [# Maximum number of templates to use. .. | EFRESIVZTH B AL TLEESW, 2D FD
17. Ttemplate=($4fE) | 7> 7L —MIEEBEL THDHO T, FE)BEHELIT 7L —MUcEE B2 RELET, (=7
07 7 AV OFREFTIEOWTIE, BiRO[FIE 2.2.3]2B L TLIESV, )

Fm——————— =

# Maximum PSI-BLAST Evalue allowed for templates

evalue=0.5

templates=5

# Maximum number of templates to use (if you provide fewer templates, the others will be picked by YASARA)

# Maximum number of ambiguous alignments to consider per template

alignments=5|

# Maximum oligomerization state, build at most decameric models

P s

413 <9 OFT

Figure 4.2 ~7u” 7 AN\ HEH] : templates D2 H

~ a7 7 ANPYEETEDL, [FIE 221 FHRICED TWE, ~7u 77 L ORI T, L CTHELI-REF A~ I/ 77
ANVERINLTEITLET,

[Note]

Tpm_build.mer ] ZfE L, Al R—AFIEEZRIALIZSGEIE, 70 7L —heLTET Al XR—AFEOHENMESEL TRASh
F97, KtV VT, TemplateList IZ THEL 72 PDB #EE R RS, 8 ELTCT v 7 L —hORBEIZ RV B HIVL, RV D431 PDB H»
DS ET, (FXIZ foldmethod /37 A—4"C ESMFold & OmegaFold %5 & L 7= D i)

Figure 4.3 7o 7L —

MR IR O SENAAL

3. The protein modeling templates

The following template structures have been generated using Al folding methods:

| Templatel[Object][Name  |[Method

[1 1 ESMF-A J[ESMFold  ][129
|2 | 2 (OMFO-Al[OmegaFold][129

[Amino acids

(i.e. hits with an E-value below the homology modeling cutoff 0.5).

The following 165 hits were found:

D Al R—XFED
BENMBESND

Since only 2 template structures were provided, but 5 were requested, additional possible templates were identified by running 3
PSI-BLAST iterations to extract a position specific scoring matrix (PSSM) from UniRef90, and then searching the PDB for a match

Total ||BLAST [|Align )
| Template E-valuellscore [|<°Ver|['® Resolution||Header
[XRAY Triosephosphate isomerase, glycosomal [Trypanosoma
. | brucei brucei] <TPIS_TRYBB(1-250)> (249 residues with quality
2 596.39 |16e-033 |[659.0(1100% |SI3F-D | 1.72A  flCo010 0 908), released 2016-05-18 NOTE: This template was
ranked manually, the score was ignored.
IXRAY Triosephosphate isomerase, glycosomal [Trypanosoma
" 2V2C- brucei brucei] <TPIS_TRYBB(1-250)> (244 residues with quality
¥ 579.90|(50-033 659.0198% I, 11894 liscore 0.898), released 2008-02-13 NOTE: This template was
ranked manually, the score was ignored.
FrbviFriosephospi : Feye
5 595.08 ||8e-033 [|659.0 [|100% ||513J-B ||1.80 A brucei brucei] <TPIS_TRYBB(1-250)> (249 residues with quality
score 0.903), released 2016-05-18
II XRAY Triosephosphate isomerase, glycosomal [Trypanosoma
hrucei hriceil <TPIS TRYRR(1-2501> (249 residiss with aualit

@457 L 1= PDB 1&i&
MY R b ERIZERT

TRy IEBHI
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42 WBEOEEETYIL—FERATSAE

B OfEE (B HAEROREESS, FEICIEIEEZ M A& ) 270 7L — e U CRI AL WG A2, SERncEET (L7
MIZT 7L — MEEE R L TRLET T, v /S ATRIC BB 7 7 AV FEARAEN TET V7 IS ET,
Fio, FRICT 7L —MEEE YASARA #{EEE LIZn—RLTEITIE, Experiment A== —NOH FEITTHIENTEET,
2B, WITNOEALMLEIGL TvrrN o [Templates) (FE 3270 7L —bh0ia#k) NI A—2EZETLTLIZE, ([FIH
412155 R) B, MBI LT 7 L —MEE L, Al R—AFEOHEIVLELEL THASNET,

421XV AEFRVWTETT S4%

stis~2za”77A:  Tpm_build.mer | E721XThm_build.mcr
WFEIR T 7 AN OF—7 ML (EE D7 7 AV 4y) fasta) (FASTAFER)

Q7T —bT7ANT LR DT 7A4/v4) _t001.pdb] ., [ LEDT 74 /v4) _t002.pdb] -+ (yob FEZ THAT)
~raf—r7 vk EET AL INIUEBE DT 7 A0V 4)

KUEBEDOT7ANA)HET X TR —LKIEEW, ZOXFHE~vrag—7y e UTERALET,

1. EFF TV NI ANVEREELET, (EET AL N (X —F Y MNEFIBREFEL THL7AVZ) I, HELIZT 7L —)h
&% . pdb F7-13.yob B THRAFLET,

2. T7ANGIE, T{EED7 7 AV 4) _ t001.pdb (or .yob) | ELTLZEW, (EHICHELTIHAIIIRED 3HTDEFEREE 1 o7
DHERCLTRIFL TSV, ) BBEOT 7 AV4) HiIiE, #— 7 Y NidFI D FASTA 77 A4 LB OATLE DO L F 5%
RELET, 2OXTINT, BIFE~IaETRICw/ad—ryhe U THRELE T,

(31 : it %7 7 A /L ---YourModel.fasta 7> 7L —hk7 71 /L~ YourModel_t001.pdb (1 ->H). YourModel t002.pdb (2 2H)...)

3. U LoHEENTES, [FIE 2.2 EFERICHED Q& w77 7 AV EFITTHE NEET AL IRIRIFLEZT V7 L —h
HEEN H B AIAEN TET VI SN ET,

4.2.2 Experiment * — 1 —h b RITT 5 4%

MBI T 7 AV OF =7y ST ERB DT 7A/v4) fasta) (FASTA )
@77V —MEE (AT VIR

FTHERALEWT T L —MEEE YASARA OEMEMHIZr—RLET, BEHIL A TR TERAIAA TIZEN, 77—
MEELRDT 7 AN TV =7 M1 8 IR EITHV EE Ao
W T, FIET EFRBROBRIETHED TWE T T L —NEH T4 7 V7 bO@RINE A TEET, ZOMEAND, 41
THT T —MEE DA T V=7 MBI (Shift F—=0 Ctrl & —Zffi > THEEGRIAN) L, [OKJARZ U Z2L TSN, 7RO #
PRI FRIE 2103 ERERICT T, XL VBTV T EFZITLET, 7258, [Templates) (fE 357 7L —hDid$R) (T A—4
IZOWTIERTR DY, MENECTERLTLEZSWN, ([FIE 4.1.2]1%2H)

W% Select template objects loaded before, or click OK to proceed

Sequence. Name Belongs to or has

# 1 templatel A # templatel A » All A
#{2__template2! # template2 Selected
AminoAcid
Protein
Nucleotide
NucAcid
HetGroup
Water
Outside
SecStr Helix
SecStr Sheet

CorCtr Turn ¥

v

vV vV VVvVVvVvVvVvVvYVYYwY

v D Negate name

and / or this manually typed selection

Figure 4.4 7 7L —h 4+ 7 V7 FOFEIR
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43 MWEDT M4 AV bEERTSAEE

sHis~w2zaZ7A:  Tpm_build.mer | £721ZThm_build.mcr |

W27 7 A1 TIAANT7ANT (LB DT 7 A0 4,) _align.fasta) (FASTA TE=)
~rai—/rvh: VEET AL NI E DT 7 AV 4) (I_align.fasta) #5013 A 2E)

T — VR TFRPRREERET NOLGERE | BTN TT I/ A MO E L= FBMEFR G ALHVET, TDOIIRGE
WL, =T 7 ANDROVNZT ITAA N T 7 AN EETDHIET MBICHBELET 7/ AV MR TEET,
WEOTITARANNFETHEEE, ~7a 7 7 ANV B F>TEITLET,

431 TSA*AV I 7AILDERE
F9 TIAANT AV (FASTA 7 7AW ZFHELET, TIA AR T 7 ANV DOIERRIZEBW T, LT OSIZER L TEEN,
VERR LTI T FA AN T 7 AT T 7 ANICEE L AEET AL 27N ([FIE 2.0.1) 25 8) IR FLET,

Q 77 ANVADOEKEILT align.fasta) &35

Q 7IAA PN REEDOZ —5 Y NIF| &7 7 L — LSO G DEN L DL EEENTWDILERHD,

Q Zix—5 v e, wITT 7 —MNRAE LR T 5,

Q LEEC. =T REHRETTAGATICZ T A AN, (D572 HZ2 T4 A TH L)

Q B\{ETIAANDGE, F—T I N —T U AD~y X — 13— 5, (LA TFOF, [>YourModel ] D57, 4 BTEATE)

Q 77V —h =T AD~yH—E PDB ID TS D, NAT L DRICT =—2 (5 F4) e T&%, (f#1:20UC-A
%> 20UC-B 72¥)

O —ATHVDO—r ZCFHULRRRL ATE TR T LB T,

Q ~TeAlad~v—%T7 7L —MNERATHIE, V=T ADF =~ D RYIAL B ZfFAL, ~y&—@ PDB ID I

Fz—EREBFET D, (Bl: PDB ID:AXYZ DF =—2 (43 F4)A L B = HL=WEA 1L, PDB ID #11XYZ-AB],
F T2V DOETOF =—2 (55F) 2T 25813 NIXYZ~ 1855, )

TIARNTFANDE (AN (EEDT 74 _align.fasta)

>YourModel —— #— 7 Y MELHI D~y & — Tkt —3 %
MIGTQIVTERLVALLESGTEKVLLIDSRPFVEYNTSHILEAININC-SKLMKRRLQQDKVLITELIQH---
SAKHKVDIDCSQKVVVYDQSSQDVASLSSDCFLTVLLGKLEKSFNSVHLLAGGFAEFSRCFPGLCEGKSTLVPTCISQPAH
HHHHH

>20UC-A: First alignment variant with PDB file 20UC-A—— 7 =7 b —NiAIO -~y 20— PDB ID THlka T %
---KITYPNDLAKKMTKP----VIIDCRPFMEYNKSHIQGAVHINCADKISRRRLQQGKITVLDLISCREG--
KDSFKRIFSKEIIVYDENTNEPSRVMPSQPLHIVLESLKREGKEPLVLKGGLSSFKQNHENLCDNSKE ----------------

>YourModel —— #—7 > MEH D~ 2 — 3 —T 5
MIGTQIVTERLVALLESGTEKVLLIDSRPFVEYNTSHILEAININC-SKLMKRRLQQDKVLITELIQHSA-
KHKVDIDCSQKVVVYDQSSQDVASLSSDCFLTVLLGKLEKSFNSVHLLAGGFAEFSRCFPGLCEGKSTLVPTCISQPAHHH
HHH

>20UC-A: Second alignment variant with PDB file 20UC-A

----KII'YPNDLAKKMTKP---
VIIDCRPFMEYNKSHIQGAVHINCADKISRRRLQQGKITVLDLISCREGKDSFKRIFSKEIIVYDENTNEPSRVMPSQPLHIV
LESLKREGKEPLVLKGGLSSFKQNHENLCDNSKE----------------

Figure 4.5 7 IA AT 7 A LKL
432 %Y OF{T
[FIE 22]LFRDOBIE T T7 7 ANVEFATLUET, o, v /¥ —F MU, TIA AT 7 AN DT {TEDOT7 7 AV 4)
_align.fasta| DO EEDOT 7 AN R T2TERELET, TIAANT 74 V%251 % . Remove 47+ a2 Clfrom underscore |
(7o =237 PRBEERO T =y 72 AL I T,
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44 BEDTUTUV— L ET IS4 AV EERTHAE

st~ 2za77An:  Tpm_build.mer | £721XThm_build.mcr |

MBI T 7 AL TIARANNT 7 AN HEBEDT 741 4) _align.fasta) (FASTA JE)
T T = T ANTULREDOT 74v4) _t001.pdb], T {EEDZ 7A/v44) _t002.pdb] -+ (yob T TH )
~rai—/rvh: EET AL INIUEB DT 7ANV4) (I_align.fasta) #8513 A~ 22)

KUEBEDT 7ANA) FET N THR—LTTESW, ZOXFINE~rng—7y e U THERLET,

MBOT T —MEE, FRNCABE LT 7/ A MELLLERT 5120, [FIR 42]E[FIE 43) 550 TETL
E3x

441 T TL— T 7MLD&
T T — 7 7 AN DYE TFIEIZOW T, FIET NCEEEH L@ T, 2hBL RIS, 77 ANV LIET (BB T 7 AV4)
_t00L.pdb ), I ((EEDT7AN4) _t002.pdb ... DI, BEGHIG AT RRBOETEILL TLIZE,

AA2 T SA AV M T 7AILDERE
T IAASNT 7 AN DHE( FIEIZDONTEH, FEARMIZIZTIAT SRR LZ@EY T8, MA OT 7L —MEEEFE R T84
I, BT T O AICEREL TESN,

Q FU7L—h—F L RADO~YE—|Z1E. PDB ID OR0YIC, [FIE 4.4.1)THER LT 7L — 7 7 ALV DR EBDA T
Z 95, (Fl: TO01, TO02 728) Fiz. NAT L D%ICTF = —2 (B3 F4) BB ETES . (F=—r AZBRTELEWES

1ZITO01-AJ, EEEIRELIZWEAILITO01-~ 742 Y)

TIARANNT7ANDH] (T7AN%: HEEDT 7A/V4) _align.fasta)

>YourModel target sequence

---------------------- MIGTQIVTERLVALLESGTEKVLLIDSRPFVEYNTSHILEAININCSKLMKRRLQQDKVLITEL---
IQHSAKHKVDIDC---SQKVVVYDQSSQD--------
VASLSSDCFLTVLLGKLEKSFNSVHLLAGGFAEFSRCFPGLCEGKSTLVPTCISQPAHHHHHH

>T001-A: Alignment with custom template t001 —— 7~ 7 b — NSO~ 20— 137 7 AV O RED 4 37 TR T2
MIDTLRPVPFASEMAISKTVAW----------
LNEQLELGNERLLLMDCRPQELYESSHIESAINVAIPGIMLRRLQKGNLPVRALFTR--GEDRDRFTRRCGTD--
TVVLYDESSSDWNENTGGE------- SLLGLLLKKLKDEGCRAFYLEGGFSKFQAEFSLHCETNLDGS--------------

Figure 4.6 77 A A N7 7 A NHERA LB 72 7L — Ml )

443 <Y OFET

[FIE 22]EFIEEOBIECT~IaT7 7 AN EFITLET, 2B, ~/ad—F oML, TIAA T 7 ANDI {EBDOT 7 A/V4)
_align.fasta| ® (fEE DT 7 ANE) WD T2 ERELE T, TIA AN 7 AV %R . Remove 47 L =212 Clfrom underscore |
(T —=2a7 PR ICTF =y & AU N T,
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5. 8hYIC

2—AyNRBID fasta 7 7 AN S 2 iU, A EIETE L SIETF YL P BFIZ LN TEES, 7. HTML B0 7L
A=A BB SND T | DR FECNTA— 2L RT LKL TT,
T T ET VI LS THRLNIEEE AWV TE D TRy F 700 T B 15 BICAL—XITBATTX, YASARA
Structure B THEE R —AFIEOZLE TR WZT £,
Bett HP @ YASARA HIFIEH~— T Tl RO FRyF L 7R T8 1T FH RO ET 2 — N T AL AL CNETOT, LA
LIFHIEZEHHH IS RTES N,

YASARA {71 % : https://www.affinity-science.com/yasara-tech/

F OB R TIIZS W,

24



6. BERH
6.1 A—H—I=aFIJIIZDWT

K RTET VT RITIZOWVTOFEMIL, =2 — ¥ —~==7 /L (Help > Show user manual) ®. Recipes - Perform complex
tasks > Build a protein model {ZFE# SN T ET,

«Protein modeling the easy way AR B TR T VT DFEITFIA

- Providing your own templates B OT T — NI T %A D FATHIERSRA L M d
- Providing your own alignments TRA DT TARANERIA T 555G DOFEATHIERLAR A Mk
-How YASARA builds protein models BRI ETV T OBENEFEOFEE) 7 7L R

- Useful protein modeling hints BT T VT HBFITTHIZTOEBE RIS Ml

K12, TUseful protein modeling hints | (Zi%, Z2 _7 T V7T 28V MRREHIN THDO T, R EBHLHELIEIN
IRV ERETT ZEIZL THTIZEN,

6.2 BENSTA—4DOHWEL </ O (pm_build.mcr, hm_build.mcr, hm_buildfast.mcr) MELMZDLNT
Z R T VIR T D YASARA £ B~ uid, pm_build.mer, hm_build.mcr, hm_buildfast.mer, @ 3 fifENHY F9,
pm_build.mcr
YASARA ver.24.04.10 2LV ELTZ, Al XR—RAFEEFIHL- TREEEZ 7 7L — ML THW TR ERY —F

TV T EATHZENTEET, Al X—2TFik1F ESMFold, OmegaFold, Boltz, AlphaFold @ 4 2% Ff|IHCT&Ed,
ESMFold, OmegaFold, Boltz i3 YASARA I[ZE £ THEY, ERINc TRIfEEE T 7L — L TRHIALET, Boltz
X, OMSA 721, @Unirefa0 7 —x~X—2% H\ /= MSA #1225, @AlphaFold 7 —%~X—2% H\ /= MSA #/l25,
D 3ODOF T var#RATEET, I MSA ZFIH L7253 80 &k ORE TR FTRE TS, 7 74/ T,
ESMFold, OmegaFold. Boltz (Uniref90 5 — %~ —2%& i\ /= MSA ZFIH) ® 3 2D Al R—AFIERHITR>TOE
9, 72T AlphaFold bR TEE3 A, ZH51E AlphaFold 28 AL TR EE 4R350 Tix7e<, AlphaFold
IO TFRISNTH 2 (BORLYT —4X—R(EBl) ¥ 7 ua—RL, ¥—7 v Nidd &b W ELF &S O SR E 2R T
oY —FV T OT T —hELTERALET., 7o 7L — MRV HNIE, BOOT T L — NI KD
hm_build.mer L[RITESIZ, PDB MHRA27 O RS ONRER - FAHSNET, Al XR—ZAFET TV 7L — MiE O HEiF 12
RIS, D% OFEAUEL hm_build.mer E[RICES T/ > TVVET,
FEHINE, AT O YASARA AR YA, Zo 0TV 7 ODREEERRN R — U a TELIZ S0,
https://www.yasara.org/proteinfolding.htm

hm_build.mcr

Z—7y ML FIE A 12, PDB 2L TAIT B BN O IEE T 7L — e L TRERY —E TV 72 FATLET,

T T —MEEDOHEKIZ Al R—ZAREEF A LR TEWEAIE, 2hh0~7az Bl Zan,
FERIC OV TIE, BUTF D YASARA ARY AR, ATV —FF VT OBERER T N — V2 &0,
https://yasara.org/homologymodeling.htm

hm_buildfast.mcr
EFED hm_build.mer OfE G IR T, LT DT a— iy ThVET, ZOMIZHNL DR /TG A—=ZRNHLHD T,

R AT ELTES N,
1. Ty 7l —Ni(templates /XT A=) LT T L — T LIZHFERIND BRI DT T4 A b %k (alignments /357 A—
2) 3D,

2. TIAANIERINT a7 7 A0 GHREIARE PSI-BLAST 2043 L 9°2) 24 & IER SN,
No—TF 7 H (Loop samples 2857 A—4) 23D,
IEHDOBLE TN IE SCWRL 7LV X AL MkIC I b2 g2 AL, #HEIANDO@mNT & LY
VIV DAT T BT D,
T INDOYF—HF— ) VN TOMERIELETT DR,
BEHOET VO EZHAEDEDNAAT VY RET IERINR,
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ERAREREFANTA—LL 3 FHEOMNE~raDT 74V MEO—EE TITRLET, [3T72A—4 [fillZI%, Experiment 235
FATTDBRCEREND T A—H R E B A CORFLELEBL TBY, O NIZExE T b~r/aNEEEm# L 0 ET,

NTA—4

(=5 O REH) 5oLz pm_bui Id hm_build | hm_buildfast
AlphaFold/ESHFold/OmegaFold | > 7L — MERDEBISFETS Al x—x | Conold® -
(fol dmethod) FEEEE i OmegaFold+ | BEWL | BEGL
eI BoltzMSA90
_ : : A=y B EDERILESEIERT S RIE
Pl B(LAS.Tbl'tetra)t'ms EMEIEE, (1) 45&. B BLAST & 3 3 3
psiblasts ROHNITHND,
PSI-BLAST E-value A—4y MRS & DEBERZEE, BEHNE 0.5 0.5 0.1
(evalue) WFE., BUELNEL LD, : ) :
Templates. .. RERAS—ETYVIETSISTUIL—LOR 5 5 3
(templates) ABEEE,
Alignments per template 1 20OF VT L—RIZDE, BHBTSA4AY 5 5 :
(alignments) FDHEBHERE.
: : : : BR—4y FEINELADOLF) T — (EEHK)
M”E ‘I’! 'g°','c'e;'z?t)'°” EHRTABEEERL. ERTBETLOL 1 1 s L
ofigostatemin ) ST —ORMEEIEE.
Vax oligomerization | ;0 4po| mamr0sTRESEE. 4 4 7L
(ol igostatemax)
Oligomerization state 4o spuigsskonrusse. BEEL  BEAL 4
(oligostate)
Terminal extension T L— FERIIAE =5y FERII & YE S 10 10 10
(termextension) BlIZ. RKIFIHAMT 2BEORAHMEIETE.
- With same sequence RLEAZER>TY T L— FOBARERE, 1 1 1
(SameSeq)
Loop samples L—TORERBELDORIZHET S/IL—TDa 50 50 25
(LoopSamp|les) VIt A= a UHERE,
BT DHE, &YEFEHMA PSSP (Profiles
Use PSSP from Sequence- and Structurally related tr tr g
(structprofile) Proteins) T—A R—XEFATHIENTE y y BRI S

60

Experiment @ Speed :FxE1T% [fast] IZERE

Model ing speed BREGL BELGL

TBE. WKOADRTY TREHE, RE s low s low) fast
—Fh@EEETN D, stow stow
Table 6.1 &%~ 27l RTFGRA—=HDF 7 )V ME
63 BNV EFYVIDHETOER
EY HENE #REE (A S5 A—4—%)
1 <SAIR—RFZEFHHILIEHEDH> foldmethod: T FL—MMEBD=HIZFIHAT S Al A—XFXZEZHETE

AIR—FEZZFRAL. ToIL— M MEEEERT D, 9%, ESMFold-OmegaFold-Boltz [& YASARA [CEENTHY, BEF
BETS, Boltz I&. MSA 7#:LTBoltz], UniRefo0 1Zxt3 % MSA {#F
I BoltzMSA90 | . AlphaFold ¥ — 42X — X [Zxt ¥ % MSA & H
[BoltzMSAAF | 3 DDA T3 %HEE, AlphaFold ZHRIZT S
ELEBl OERHT—EAXR—X(FEIZF I A—FKEhB)IZHLT
BLAST BEMNThh. 24—~ vrEIlEEEtR NI AEENTY T
L—rMEEELTRASh S,

2 HERIIDIER, Psiblast: PSI-BLAST D [EI$%1EE T 5,

A—45 kB2 5| D PSSM (position—specific scoring | E-Value: BB EFIEET S,

matrix) [CEDE, T—EX—XTUniRefO0 1Z A VT

PSI-BLAST #175,

3 FUFL—hrELS PDB DEFR LB, FEHRED HTML J70LICIE BRFRELTHSN -2 TD PDB
FIg 2 THERShEHRENETIZ. ETIVIOT | AHEBEERIEDERRITIBEIZR RTINS, EMST Templates | THRE
UIL—hELTHIATESD PDB #ERL. 731 AVE | SNIZHETO PDB BTV TL—heRY, LIBEDEENTTHN S,
RAFPIZEDWTIERLZE I3, Templates: T FL—FDEEIEET S,

TemplateList: I B DB DT FHEERES,
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A=Y MEEHI O ZRIEE T B,

A—T YR DBFHEITHLT, AYYIR(H) | RS
R(S). AL (C)BELLDEREME 0~9 DRIT
TRL. BRAT7OBENRASN D,

B—F YRR ETFUTIL—rDOEFHTOT7LILDE
Ao
T—AA—ZTUniRef901Z& AN THA—4 Y FEEFIIZH L
T BLAST #{TL\, BoNM=EvhETSAZ0H T 5T
T.BHITOI7AIVEERT D,

A= YRS ETUOTL—bD TS AV,

2 DOTATFAINETSAAUNTBHIET. 4= vk
BID_RELELETUTIL— D RIEEDHEBME
TUTL—MIEENDEEICETEEBREEET 5,

HERBREDO HTML 77/)LICIE. 3 BOBED AT LI REBEN TS
ns,
SecStrFile: FEITZRIEEEXZANT S,

FUTL—HMIBETREHNTOT7AILO—ERIFETEFERD HTML T7
A2, &R (I*profile.fasta T7 A ILIZR TSNS,

BT A AVMERD—ERIIHERERD HTML J7M)LIC. £ R
*profile.ali 77 JLIZRTEND,

Equivalence : FENTD T S/ AV, TS AV FDIEEETTS,
RequireRes: T 7L —rZHIRT 2B DEEEIEET 5,
Alignments : 75A AN EFLNT . RDYDETILEERT S5
EDOREFEET D,

oligostatemin : #—#4whERFINIELXDEAREHR R TIE5EEEE
L. BERELER A )TY—DOR/INEEFIEET S,

oligostatemax: F LB 5A ) I —DHRRBEIEET 5.

oligostate : FE L LIGHA T Y—DRAMEIEET 5,

<Fast SFEDH> <HEDFAVLRMEAHHEE >
REGN—TRKGEEBLTL—TBEEERT S,

LoopLenMax: L—FT D REIZTUIL— RN T EEEFIRET 5,
Slow HETIX. NATVYRETIILERBEICEHDOHEETIRH.
DEBETIL—TIZERINEL,

< A= YrERIINTUTL—FERIILY RS >
FUTL—LEIIO N RiFRU C RiFIHREZEZMR
%,

TermExtension: RIGICIMADHREDRABEIEET 5,

<FUIL—rRIHUREELHE>
DAVRERD D FENTA—EEL, REQADS—FETY
VITEET D,

D_g?_%iﬁ1to
dead-end elimination ZAWWCRIED O—427 —&x#E
E%175,

IW—TEE R,
BH5aV 74 A= EEETHILT L —THEE
DEBELEITS,

HEIMOHEEERACRENRGEOHEEERES
BLEAIED—4Y—RE{LOBHEEZTI,

I*}l/#“_ﬁsiiﬁ1to
YASARA D HiGHERAWT, B IILATOIRILY
—RE{LETEETS,

BTUTL—MIHL 5~9 AfThbntf-%. ETILODIE
BT FETS,

DelTemplateRes : R EAS—ETYU S TEETHIRNBRZIAUNT S,

FixModelRes: FENTIEIEZ N Z 5,

LoopSamples: 5t E T 5O T+ A= 3> DHEIEET S,

A ORELHE GEREETELHE) R IT* refined50.yob (2, %
FXOHE (FREDOUEMEERELETE) 5 R * refined100.yob IZ{R7F
SNB, BRIEETIVETSAAVMERIEK yob ITRESM., STEHER
D HTML Z7AMI)LICH RTINS,

FHEfER T *sce ITRTFSN. —EIE HTML I7 M )LIZRTSIN D,

<Slow FtE DO # >

NTVIRETILDF K.

pH KEHELUH U REEELI=NATUYRETIVER
R9 %,

HEHERIHTML 97 IILIZRFTEND,
NATYIRET LIE*yob ELTRFEINS,

Table 6.2 EF V7 D
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6.4 HugeUniRef90 T—AR R—ZXD A >O0—F
i~ oA solid-state disk ZFIFALTHY, 50K 20GB DZEXRENFHETHHE T, LHEFFH A E 2> THET Y
THREEER 2% _ESE 720 5E1E, THelpl—Tnstall]— Thuge UniRef90 database | %27V LT, UniRefd0 v —/47 > A7 —#
N—2ADH/N—Var (REB) EF U a— T 52 LNTEET,
*huge UniRef90 database D4 7 m—R&{ThZieh ol 61%, HIEl~ 70 EITIRFZiEMF D UniRefd0 database (A 51#9 6 GB, ¥V n—RK7 7
AL.92:%) 1.8 GB+EFHE D7 7 (/%) 43 GB) NF U m—RENET,

6.5 EAMEE
ZRTET IV TICBNTHAWLND EARGEEZ L PRl ET,
B B
A —77 > (Target) SEARKEIE (ZRAEE) 2 THIL o nWa o RO E

77 L—h (Template)

NAHEIGESEEAN T S T RIOBFRL L TER 9220 "]

£ /L (Model)

T T BT RSN Z =y "R N O T IR &

7 A Ak (Alignment)

BEOIHN 2R HAZ I T 572012 FUELANZ R T 50 22 AR, F vy 72 ALz
DLTIE~RBHTE,

Zu7 741 (profile)

PSSM ZZ R

REQS—EFY T

SEARREERFN D 3T (B =77 v ) OSLARKEEZ | FELOELS (FH [FIE) 24870 SR
EREMOZ L RIE (T T —N)EZRLUTCTPIT2FE

E/v— (T 2=vh)

G NTEPNEERETNT D5 G OFRI T FRE, Z0 I EOf/ M E AL

FVT~— BEOE/~—PEELTTESHANE

REAVT v — RICLFEEO T/ ~— DN EEEF> T &IV~ —

~Tut)aw— R AFHEOT ) ~—NEFSTTE AT~ —

ESMFold Meta fHIZk->THZEENT- Al R—ZADT+—/)LF 427 FiE, YASARA IZHEEH TV
Al

OmegaFold HFIE D Helixon I L->TERINT- Al R—ADT7+—/LF 17 F1E, YASARA ([ZNA,
SN TWD,

AlphaFold Google/Alphabet IZLVBRZE SNz Al R—ADT 4 —/LF 47 Fik, YASARA Tit EBI (2
IS TWAELS & TRIEE DT — 2 _X—2%FI L T5,

Boltz-2 AlphaFold3 (AF3) DA — 7V — A EEET /L THD Boltz-1 #HMEEL ., 5 THEROH
ETRERABTETRERGICETTL2OICHBEIN, AES T EEET L
(Biomolecular Foundation Model) EFEIZILBHTLVY Al 712275 A, YASARA [ZNEEILT
W5, YASARA DX 7TV 7Tk, Al FIEO R THe— )2~ — DT RIN A HE,
SEBURE R (2025/12/01) Tik, YASARA IZHE G BANPE T HIMERRIX RSN TRV ER A,
MARTF 2—h )7L B L YASARA N CIBoltz| LREHEH SN CTVDEA 1T, Boltz-2 LRIFE T,

UniRef90 UniProt OEHIF — & ~—2D—->, UniRefl00 DEFIEZ 7T AR 7§52 LIZ LSS
NTEY, K7 TAZT, BB (> —REF)) &0 7KLt 90%DELS Rl — 2 FFE | 80%
O EBEFF ORI THELS L TUD,

BLAST BN DL —2r AT TA R LTI DT )VTY XD —D, BLAST ZflioTF —H~—
AUTKIUTHREB ATV, FEEIT DEL51E RO 523 TED,

PSI-BLAST BLAST TR O EFINE PSSM(T BT 7AW EED, ZNEDEITRBETHENIEE

(Position-Specific DI, BLA AR OB AR GG THORRERIZBIEL TODEA 2 TE 56

Iterated BLAST) WD,

PSSM EF—7 (BEREICELAS T2 E ORI S — 2 ) ONEZ EOT I/ BOHBLENDE HEN

A EFFR R T ITH AAATIHN(FaT 7 A1),

Z-score ETNOSE R ERRIR G SRR X SREIED DR EREN QD hER T, £7 L
DRI A7 1X, Overall = 0.145*Dihedrals + 0.390*PackinglD + 0.465*Packing3D &
VIHREFEFHLC, % D ZAa 7 OMMEFHELTRESND,

PDBFinder2 BN EREYEIRNT 7 175 L TWHAT IFJIZE E TS, PDB 77 A V&R T D720 D
T =B R AT IAVT AT IR EDFEWIE TN,

WHAT_CHECK LR EREIERRNT 7 07T ATWHAT IFJIZE FITND, Z o R0 OS2 4 MR

—/J)

Table 6.3 FeARHFE—E
YLk
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N—2a VB
% A
2024 4% 06 /1 10
2024 4% 09 A 27 H
2025 4% 12 /1 02 H

FRBENE
IR 23 BR
Al R—2AD 74—V T 17 T (ESMFold, OmegaFold, AlphaFold) [ZB89- 2N &80
Al R—=2AD T 4— )T 427 T (Boltz-2) IZBA T 2N A Z BN
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