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F9, AT T ar OFERIC W T, #iR16.2 BuildLoop <> RO T a iz onT 1 a I ELIZEN,

10



% Define loop

Residues extracted from the loop database should be mutated...
..to match Sequence below  ..never ..to Ala ..to Ala if mismatch

O) O O O

Sequence in one [etter code, including anchor residues;
LGSGIKLNGDCSPISTPELLTPCGQ

Secondary structure (H,E,T,C for Helix,Sheet,Turn and Coil)

Bump sum Show best Allow cysteine bridges
A A
0A 14 o |
O K
loops

Figure 3-5 BLHID AT LA T a BER] (it 3 FEE T A —IZHE LT-f)

312 a7V FTEITTH5E

WIZ, 2 DHDIy 7 /V—7TRes 306-3091 B2, 2w R TOIATHIEEZIALET, AR L72L1Z, BuildLoop =<K
IFFEDIEATT U — R %48 E T 5L PDB ORIFFRZEAEHAINLD T, SENLZOBATEITL TAET, (A=a—0b
FATTHEL ., FEROT I — A E T IUEAIRERBR 2R A LT V7 BRBETT, )
KRIBESNSLT > H—IZOWTETFIA 2.5 TEED TVETO T, ZHLLIBRITEEN,

e BuildLoop 2= FD7+—<vMIDWT
av NI LFO7 4 —<y NCEITLET,

BuildLoop [V —7 Bt D7 > 1 —1,[QKBEH|(T > H—%E L) [ON—T K T OT > I1—],[OA 7 2]

N RIRZHERE T DE AL, OV —FBBO T I —IZNone ] E AL ET,
¥C RIAEE T DAL, QL —TK TOT v 1—IZNone]E AL ET,

OODT v A—R DI E 7L, @D KBEFIOIEE T IEIL, FIRDI3.1Iv v TN —T DET V7 | T EIZE N,
@D T2 A 2N TR, fiE16.2BuildLoop 2~ ROF T2 a2 DN THZEED TWDD TELLEZ BIIZEN,

PLEXD, Res 306-309 DIy v 7 N —TF aAEE 450~ RENILL T O IR0 ES, GERIZT b —FElk)
J7EL O~ RiL, PDB O EIRFRZE S E A SND BRI > TWDDO T, S EIFZDa~vr REFEITLTAET,

514 1) BuildLoop C Res 304 or N CA Res 305,GWDRGEAC,CA C Res 310 or N Res 311
J51% 2) BuildLoop CA Res 303-305,CGWDRGEACP,CA Res 310-312
J51% 3) BuildLoop Backbone Res 304-305,GWDRGEAC,Backbone Res 310-311

s avURNOELT
N TEILU FTOFIETAIV U REE T, Iy 7 =T 2 ELE T, Z2TIEFIEL T, PDB O RIIFR 3R 236 il S 4L
L7 ONED) ZFATLTAET,

a Space ¥ — &L T, a2/ — LVEEAHXET,

a TieOav o Mlzar—4 525U T, aryy— /VlEmica~v R E AN LET,
BuildLoop C Res 304 or N CA Res 305,GWDRGEAC,CA C Res 310 or N Res 311

11



a Enter ¥ —Z#L Ca~ FE2EITLET,

>BuildLoop C Res 304 or N CA Res 305,GWDRGEAC,CA C

Loop 1, object 1: From PDB file 2pqg (resolution

Figure 3-6 BuildLoop =1~ K 3174

EITTHE, Yy — VEmEICEHASN PDB #1ED ID M 1&nET, ZORXTT U — A2 ETHE, EORETE
TV BARETT,

32 RELEEXWDETY VT

RV N—T R TED, FOTXRIBLTWS C Kk (Res 370-385) DET VL7 &IV ET, N Kl C Rimd/KIE
IZ DWW T, BuildLoop 2~ REESCTREROBIETET VN TEET, 2Hobar Yy —Ahba~v R CETTLHEE, A
Za—2bFETTHHEZIEICHPALET, EITROLENFIZEAMICFE 2O T, BHER T TEITLTLES N,
KIBLFNRLT > =122 TIE, FIE 2.5 TEED TWET O T, THLEMHERLARNRSHED TEEW,

321 AZa—hmBEFTITIHEHE
FEARMIZIIN—T T V7 LRICERIEIZRDET,

Q A==—25 Edit > Build > C-terminal loop %33R
(N R2EF V7 Lm0 A 1T, TN-terminal loop ) Z IR £4, )

Q BT R OFIR
N—T BTV TR ERIBROFE BT IE TR T VI — R 728N L E7, (IN-terminal loop ) ZBHR L7254 13, #&T
TUA— R ERIRUET, )
PUTFIZ, ZEXD TR I 5 368-369 DNy VAR — V7245 & L 7=l (PDB O RNk 3R 2598 F S iV H e 1) L A
DR FLF 5 367-369 D CAJR T AIEE LBl A TN EIURLET,

W% Select anchor atoms at the loop start (the end is free) X W% Select anchor atoms at the loop start (the end is free)

Sequence X 2@ Name Belongs to or has Sequence: X 4B
w N val 305 Alh A @cC s » All PN @ cz3 [p 367 A~ - _ \ N
gg"x:{,ggg[:h, QCA » Selected @ CH2 [Trp 367 |[A B (ZBR S TR A DY

NN YRR e - (" Nd:) » AminoAcid N val 368 |A[1 >
Ll e @ cD » Protein @CA Val 368 A1 | Res367 D CABLBRLET
@ cci Val 550 Iah @ co » Nucleotide @C |val 368 |Af <o Vo
@ cc2 v"’l sl il @ CD2 » NucAcid Q@O0 |val 368 |Afl @ CD2 » NucAcid
N G;‘ SEDTLR @ CE » HetGroup @CB |val 368 |Afl Q CE » HetGroup
@ ca GI" bk @ cel » Water @ CG1 |val 368 |Afl @ cel » Water
@cC GI: 369 Al @CE2 v » Outside v @ CG2 |val 368 Al @ Ce2 v » Outside v
@0 ohn 369 [Af @ N__JGhh 369 JAll
@cs o369 |Afl v [ ] Negate [] Neg;le RN, ] Negater [ ] h:eg;xe
name attribute name attribute

and / or this manually typed selection and / or this manually typed selection

@O ok @O ok

Figure 3-7 (/) B AF+ 368-369 DNy IR —V R T-ZFE L7 (F) 735 367-369 O CA R & fE L7l
A 7rh—E5CXREEINOANDESTT a3 E

N—TET VT DOREERILIINC, T I —% & TRBIREOESZ AL, SRbA T v adT 74V ED

FFOKZIUI L CETFILV I HFETLET,

#11)  VQGCAPENTLPTPMVLQR (2R DOBMGT v —%ELIZHE
$12) WVQGCAPENTLPTPMVLQR (375 DBMET I —% R ELTI-HE)

12



W Define loop %

Residues extracted from the loop database should be mutated...
..to match Sequence below  ..never ..to Ala ..to Ala if mismatch

O O O O

Sequence in one letter code, including anchor residues:

VQGCAPENTLPTPMVLQR

Secondary structure (H,ET,C for Helix,Sheet,Turn and Coil)

Bump sum Show best Allow cysteine bridges
A A
10 A 1
” v
loops 0K

Figure 3-8 BLSIDAF LA T L a BER (2 7RIy 2 BlRT o 1 —ZHRE L)

322 a2 FTEITTHEE
HARMIZIIN—T TV ERUARDT, F 312 DIa<w R TCEFTLHRS  ERRICa~ L REFEITLET, 72750,
AENE CARMMAKIBLTEY, & TOT o A= IPFELZWZD 20X None ) SR ELE T,
(N RERAS RIBL TODIBE T, BT > 1 — 5 1 D38 EH 4y % TNone) L LE T, )
LUFMa~< RN ET GRATRMIET v —5E L) 728, flloa~< Rk PDB ORIF#RE S #EASA X TT,

f511) BuildLoop C Res 368 or N CA Res 369,VQGCAPENTLPTPMVLQR,None
f512) BuildLoop CA Res 367-369,WVQGCAPENTLPTPMVLQR,None
%13) BuildLoop Backbone Res 368-369,VQGCAPENTLPTPMVLQR,None

13



4. BTV VIS O&EIE (OptimizeLoop)

FWT, BB L= TV & Bl k3 5=~ K, OptimizeLoop Z#4TL. EF A DEE R EARAET, EFLOMEIT,
Z-A27 (Check =< F) TH#EL THET,

41 Yy—z=vgng
FRNZI) == TR A T TEBEET, LTFO Clean av U FEFEITL. RERS TRHIUTHIRL THEET,

Q  Edit > Clean > All
42 ETLOREFTv Y (B#EILHD
b OptimizeLoop 2~ R&ffo THER LI L — 7" ORI DET VAR LE TR, FITRIHZOET VO MEE KL
72V DT, Check 2~ R&EM > TIRBALATOET /LD Z-Aa7 2R L TRBEET,

HFNZE% YASARA2 (2R EL TS, Check v U REESTERIEDET N D Z-AaT 5 F 2o 7 LET,

Q  Simulation > Force field 23R L, UARSTYASARA2 | 238N L CIOK, and~ &2V~

W% Select molecular dynamics force field -
{Force field: Force field terms

» AVIDEKYY A 5

» NOVA W4 Bond Planarity

» NOVA2

» YAMBER Angle ¥4 Coulomb

» YAMBER2

» YAMBER3 Dihedral Van der Waals

s em——————

» (YASARA2:

I OK, and if a force field is selected above, also set its default parameters I

Set these two parameters instead: Cutoff
10.50000 A

EI Use PME for longrange electrostatics

Figure 4-1 J335003% & i

O  Analyze > Check > All 725, ModelQuality:~] & %L, OK

W% Select check to perform X

Check

Isomers: Correctness of enantiomers A
PepBonds: Absence of cis-peptide bonds

NameConv: Adherence to naming conventions

WaterPos: Normality of water locations

Bonds: Normality of bond lengths (current force field)
Angles: Normality of bond angles (current force field)
Dihedrals: Normality of dihedral angles (current force field)
Planarity: Normality of planar groups (current force field)
NonBonded: Normality of VdW and Coulomb energies (c..
Packing1D: Normality of 1D packing (YASARAZ2 force fiel..

vlv v vV Vv VvVvVYTVYVvYVYYy

ModelQuality: Normality of dihedrals and packing (YASAR.

=y

= J

Figure 4-2 Check ==~ >R D FEFTE H

14



THE ALY —AVHEEIIC Z-Aa T B IENET, (T —R O EFEICL S TE O ENBRAGEENHY
£, ) ZOBI T, KIELATD Z-2=71% -1.895 TLI=, -

DONE

Object 1 (2ac3) has an overall model quality Z-score of |-1.895
Interpretation: < -2 is poor, < -4 is bad

Figure 4-3 Z-A=7 DR

43 EFYVHLEL—T - XinDO&HEIE

VT, OptimizeLoop 2~ R&FITL, MERLT- RIS O it 24TV EJ, OptimizeLoop 2~ RiL, 7o h—JR T (&,
FRELIG AT ki) 25 B L T HBELZEOHES PDB NOIHL, L —7 OfiE{bE = 3L —5E ATV, kb A2
THRED T AEE RSN E T, BuildLoop 2~ RO FE(FHELRILIANCT v — R T2 ELTEITLET,

LITFIC, awy R CEIT TG E Ama—bFETT D550 FIEEZIEISHENLET,
MICIFERE LD TEEEZ B R E9728, OptimizeLoop 2~ R FETHIT N4 YASARA2 ([ZL TR EMHERS N TV ET,

4312a<Y RTEFITIEE
A< R TIEITTHEESIE. LTI 73—~y MRV ET,

OptimizeLoop [D/L—7BRIED T I —],[@N—T K T OT v h—], [@A T =]

OL@D7 o J1—1%, BuildLoop = FERICIIIZHEL £, £72. BuildLoop =~ FE[EER, BlArDT 1 —%TC-N-CA].
BT OT v —% ICA-C-NIDOERTHRETDE, KEHE M 17 LN THIIE PDB DIAv I T IR AL T v I A M AL
AR AN E A SN ET R=ma—2bIIT T BB R .

@A T arTik, PDB LI 32V 0 7 ke ks E A e E T E3, ML, =2 —F—~=a2T
OptimizeLoop 2~ RR_R—=CE T B MLZESW, AL, &7 v ar i EeFICETLET, GEELRWES., o7 v iis
TANRT 100 IR ESNET, )

PUTFiZa<rRlE R OT, BIEEETV 7 L3 DO KIEH /& it L TAhTIZE, ZOFITIXT > I —F I L AN
WBENEAENDEREEALTCOET,

OptimizeLoop C Res 230 or N CA Res 231,CA C Res 251 or N Res 252
OptimizeLoop C Res 304 or N CA Res 305,CA C Res 310 or N Res 311
OptimizeLoop C Res 368 or N CA Res 369,None

432GUlI A= a—hHETTHIHE
A= a2 —bFEITTDEAE, IROBIEEI TV E T, A==2—5 Edit > Optimize Z23&R L, L — 7 D LA TV 20
EAd Loop %, N KD ¥4 1% N-terminal loop, C KD 413 C-terminal loop N2 VS8 IRLE T,

1) A —7(Res 232-250) DHEL
Q A==—2>5, Edit > Optimize > Loop ZiEiR
Q BT AR T ORI
BuildLoop 2~ RDEITHRFEFILLHITEIRL . OKZ 27>, (ffil:Res 230 D C & Res 231 ™ N, CA)

15



a

% Select N-terminal anchor atoms (C-N-CA for fast indexed search)
Sequence: % 2% Name Belongs to or has
W LA |uly 23U |[A|L A @cC 'S » All )
@ HA G:y 230 [Af1 @ CA » Selected
@ HA Gy 230 [Af1 @ CB » AminoAcid
dcC G:y 230 A1 @ cD » Protein
g 3 |§5y ;;g |Af @ CD1 » Nucleotide
el @ CD2 » NucAcid
@ H [ser 231 |A |11 @ CE » HetGroup
g{ CA Ser 231 Al ° CE1 » Water
HA  [Ser 231 A :
>
@ C Ear o0 N PCE2 v Outside v
@0 Ser 231 Al
@ CB [Ser 231 |A[1 v Negate Negate
name attribute
and/ or this manually typed selection
©O
\

Figure 4-4 BRI4AT > — R+ DBER B

KT T U —HF ORI

ZHb4 BuildLoop 2w ROFATREEFRILLHIZEIRL , OK 27V 7, (f5]:Res 251 @ CA, C & Res 252 ™ N)

Figure 4-5 #& 77 —JR 1 DERR B

= =

FT A BRE - FAT

WIS, AT ar OREEFEAAHEET, [Samples] Ti& PDB 2 bHiH T2 E DA IR ETEHD T AEZICE
HLTLEEND, av U ROBETTDHHEDOT 74V MED 100720T, 22T
LCHEATLET, AN ZEMOEZICLTCOETA, FTOMICIE _REEDERERET L TEET,

W% Configure optimization protocol

Number of conformations to sample:

100

Secondary structure (H,E,T,C for Helix,Sheet,Turn and Coil)

(Leave empty to keep the current secondary structure)

All
Selected
AminoAcid
Protein
Nucleotide
NucAcid
HetGroup
Water
Outside

Negate
attribute

% Select C-terminal anchor atoms (CA-C-N for fast indexed search)
Sequence! X 2% Name
wn jLys 231 |A |1 A @cC A N
Q@CA  Cys 251 A1 @ CA ¢
@ HA [cys 251 |Afh @ CB y
@C s 251 A1 @ D >
@0 Cys 251 All @ cD1 >
@ CB [Cys 251 Al @ D2 >
@ HB [Cys 251 Al @ CE >
@ HB [Cys 251 All @ crl >
@ SG  [Cys 251 Al QCER2 v >
@ HG |Cys 251 All
QN T Gly 252 AT
Q@H [y 252 |Al1 v D Negate
name
and/ or this manually typed selection

O K

O K

Belongs to or has

A

X

(IBILL T 100 ICRREL, OK 227y

X

Figure 4-6 A" 2> 3% & M
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2) v —7(Res 306-309) DL

DEFRBRICEEL, V—T DO L& T > TEE D,

A== —7nb, Edit > Optimize > Loop % 3&R

BASAT I — IR TF- DI (] :Res 304 ™ C & Res 305 ® N, CA)
BTT o —IRF DR (ff]:Res 310 ® CA, C & Res 311 @ N)
AT al RE-FEIT (B Samples % 100 ICRE (EE))

3)  CK¥(Res 370-385) D& L
EARBICIE 1) ERC IS0 BAEI RV ET,
Q A==—»5, Edit > Optimize > C-terminal loop % &
a BILET 1 —JR D3R (5] Res 368 ™ C & Res 369 @ N, CA)
Q A7 ariiE- £ (5 Samples % 100 (7% E (ER))

44 ETLORKREFI VY (F#ik#k)
FTNVORBALBE T LD, HE Z- 227 2B L TAET,

Q  Analyze > Check > All 25, [ModelQuality:~ | Z 341 L, OK

Object 1 (2ac3) has an overall model quality Z-score of

Interpretation: < -2 is poor, < -4 is bad

Figure 4-7 Z-A=7 D

ALY, Z-A3 7 )8 -1.895 755 -1.326 (2T HZENTEEL,

RIFLIZI— T RKIGOET Vo 7 OEEITLL B ET OT, fERRL7ZET /L% File > Save as HIRFEL TR T &0 E T,
Z- AT HELIZHE LW AT, FOEFROFIETS HEERAKRDY 7 74 1A TEEN,

17



5. BEREDYIFAY

ETNDIFVTAZESHIHE LG A, RO 2 SOFERGYVET, 1 D HIE, HEEEO =X —FK/IMUEHEE
IIOHIET 2 DRIE &) 7 74 JAOE MD 315~ 271 (md_refine.mer) ZFI 5 51T, MWK TEITLIZWGS

(TR B 2T DNDSE B3R E Z@IRL TS0,

A& DT RNF —R/MEICOWTE, DT =7 AMIHARGET 22— N7 V2 R/BLTOETOT, 25025 EITETL

TLEEW, (YASARA HiffiiE#~<— https://lwww.affinity-science.com/yasara-tech/)

ZITIE BEORE) 7 A DO~ a7 7 ANV EEITTEHEERNLET,

51 &Y IPAVARIOIDPAILDES

YASARA [ZITHEE) 7 7 A H OB Iab— a7~ rm md_refine.mer BB L TWET, 2O~ rnzFEITT5HE,
500 ps DI 3=l — a9 Thoh, 25 ps T8I PDB 7 7 A A DBMEFESNET, EBIZ, HFAFT YT L av DT R X — [l K2k
WL R T 740 (tab 7 7A V) PMER SN ET,

Q

YEZET AL 7N DIERR

~ Ik EITTDICHTEVANE I T 7 ANERENT DT AL IR (T4 05) BBl /ER L ET (Windows CTld=2
27'm—7 Linux TiE mkdir 3w FEEZEED , (FRGFTC7 7 AV A IHEE TREHV EE A, YASARA £ T
FARDENDIZD . BARFEE G 20 EHNTLTIEE N,

&7 7 AV ORTT
TV UIREE T 7 AN EFITENER UTAEET ALV NIRAELE T,
A==—® File > Save as > PDB file 25, {17547 P =7k (2ac3) 2R L T OK, Browse /55T EVERLT-1E
T AV TN EARAFIEICHREL | Filename AT D7 7 A /L4 (H: 2ac3-model.pdb 72L) ZFEEL T OK,
X7 7 AVIERUZ, PDB 77 A VTR OMIZ YASARA Object FE 7 71V (.yob) TEALFIH TEET,

~rad—7 v DEE

A==—0 Options > Macro&Movie > Set target 7°5, v 7BZ—7 v i ELET,
VBT AL 7N D BIIFE CIRAFLIAEE ” 7V (#i]: 2ac3-model.pdb 728) 238K L, 1> Remove... 47 =
o Ifile extension | |2 F = 7% ANV THRIRF 2RI CTHEEL £ 9,

~IRT 7 AN DELT
A==—@ Options > Macro&Muvie > Play macro 7>5., md_refine.mecr 238/ C OK 227V 3%&, MD #HHE
BAAL £,

WU vASARA Macro 2404 10¥YASARA. app¥C: Hmad_retine.mct - o X
File  Edit Si i Analyze View Effects Options Window Help @
ATOM PROPERTIES SCENE CONTENT
Number: 52060 obj|  Name _|vis|act| Atom
Name: W (2 of 2) (HW)
Element:Hydrogen ( 1t2ac3_model |Yes|ves 1
Occupancy: 100% BFactor: ©.60
Residue:HOH 5876 A
Object: 3 (Water) 2lsimcelt veslv
Position: X = 000069.51456
N a3 3fwater ves|ves| 4938
Speed: X = -2133.6582 /s
Y - 016733398 m/s 4 No (N
7 = 03351.35
Total = 8a311.7866 m/s
5 No [N
Active X = 0001643341 fN
Forces:Y = -600209239 fN
2 - 0004425985 fN 6 No [No
Total = 0004725854 N
Bonds: 1 | S No [No [------
1) Type - to 0 (HOH 5870 )
Length ©.997 &
2) Type | 0 ---e (eeoeoens ) Spssassiza No [No [------
Len h
,,,,,,,,, )
e
y Of--mmemnenen No [No [------
1 R no [No [------
Marked Angle o
Marked Dihedral: -----l--- ©
Pro 11/1]Mem79 [Sys L | lfmmﬂm YASARAZ Sim On |Obj all | 53908 Atoms

18



FERT 7 AN DHER

PRab—var MR T 5L, v ruf =Sy MURELIAE 7 7 ANV DIRFIR DT AV 21T,

(MacroTarget) _results.tab ({5l : 2ac3-model_results.tab)

EVORRIDZ T KGN TR ANT 7 ANV IPMERENE T, ZOT 7 ANVEFRKE ATy T Tay MO R 2R
TEET, HFATITNE, Bb=FAF —PEEEDO ATy 7 v ay OB TREHE SN TOET, BT+, %
AT w7 vayh® PDB 7 7 AV IRGFSNE T, SRIDFEITHITIE, AT v 7 Tayh 18 DRI T b Lin-7D T,
AENIZOREEE R AT 52U ET, (2ac3-model_snapshot18.pdb)

Srapshot Erergy Dihedrals PackinglD PackinglD bweraze
0.00 -159635 .05 31 -(1.96 -0.97 -0.37
1.00 -170604 .56 1.26 .95 -0.82 -0.17
2.00 -169743.88 1.35 -0.92 -0.92 -0.18
2.00 -169498 .28 1.31 -1.02 -1.95 -0.22
4.00 -170804 .50 1.36 -0.80 -0.87 -0.10
5.00 -171407.96 1.46 .88 -0.75 -0.06
B.00 -173161.85 1.61 -0.81 -0.71 0.03
7.00 -172950.02 1.65 -0.87 -0.69 0.03
a.00 -171616.61 1.53 -0.87 -0.73 -0.02
9.00 -171674 .77 1.56 -1.01 -0.74 -0.06

10,00 -172847 .82 1.54 -0.87 -0.62 0.0z
11.00 -172970.72 1.62 -01.93 -0.64 0.02
12.00 -173408 .83 1.53 -00.90 -.66 -0.01
13.00 -172696 .69 1.51 .88 -0.74 -0.03
14.00 -173871.54 1.65 -(1.93 -0.63 0.03
1500 -172729.95 1.54 -0.91 -0.68 -0.02
16.00 -174044 .84 1.50 -0.90 -0.62 -0.01
17.00 -173170.53 1.68 -0.97 .68 0.07
18.00 -174456 .89 1.70 -0.91 -0.62 0.0%
19.00 -174078 .60 .60 -0, -0.67 0.03
Smapshot 18 has minimum enerzy -174456.89 and snapshot 18 has maximum qual ity score 0.055

Figure 5-2 #&ER7 7 AL DHL 14

KT#HETNDIFVT4(Z-22T ) DRHER

B UIAETEIZOW T, B Check 2~ REEITL, Z-Aa7 2L CHET,

— Hiiii% 2V 7 (Clear Scene 7= (Q) ) £2Vv2) L, JelEE RN L=~ 7 A L %BA & £ (File > Load >
PDB file /21377 A NVER T 7 7Ry, %V T, Analyze > Check > All 2>5, [ModelQuality:~ | Z 38R L
OK %27,

Object 1 (2ac3_model_s) has an overall model quality Z-score of -08.365

Interpretation: = -2 is poor, = -4 is bad

Figure 5-3 Z-Z2a7 DiERG

oY — )V TER T DE, Z-Aa713-0.365 L7220, ~ /a7 7 AV EITRID-1.326 MO KIEICHETHIENTEE
L7,
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6. SEHER

6.1 SampleLoop AT Y FEFALEETY VJITD\T

BuildLoop 2~ REBIT D~ RiZ, SampleLoop 3% £, BuildLoop %, RIEBL TCWDEDDET NV EEE ST Ha~v R
T A3, SampleLoop 1. BEIZAFTEL TWHL—T (RKM) IZOWT, BApBar T A—Tar B AT 2a~v R TT,
SampleLoop IZREfF DV —T7 % 53419 572, BuildLoop & #7200 KIBEF O A JIEARFE T, OptimizeLoop DIANZT v H—JR T
ERRETHIETTERITTEET, FiE, FlE 2.1 DLIIZ PDB 77 A /L DFi A A KREZ SeqRes 47 a4 Yes ICFREL TELLE,
RIBFEFEDOHE ML B O THRAIAENST=®, SampleLoop =2~ F T PDB 77 A /L DRIBE D HET V7T HIENTEET,
7-72L. BuildLoop & SampleLoop #FIUSMCTEITLTh, RIUEEAELND DT TlEenEHTT, (3 filED PDB #ik% M
WCHlH DI~ REFITLTTARNIZEZA, Wb BuildLoop O 5 A 0@ ERE T VAR LE L, ) KIERSI%
EETHLEN/2N 5, SampleLoop 2~ REFI AL B BICET V72 RITTEETH, TORICHEL TTRIHALEE
W, I ROFEMIZ OV TIE, YASARA O—H —<=o7 /L& ZHBIIZEN,

723, YASARA = — W' —<=a27/L®, LoadPDB =~ R~X—|Z|%, SampleLoop =~ R4 F|HL, BEIT PDB 771 /L®
KABER Sy DTV 7 il (OptimizeLoop <2 R) #4TH 28N TEL </ afilRFRHMSIN THET DT, LALITHNIEZ SR
LTEEWN,

6.2 BuildLoop AT > FOF T 3 2DV T
BuildLoop X~ RiZiX, IROA 7T ar R ET, GEMIZ OV TIX, YASARA 2 —W —<=a7 /L Dav RX—Ubh b
TIBMLITZSN,)

FFar FRENE 7 7 4/VME

Structures LW EF VAR ELET, 1

Mutate All | None | MismatchAla | Ala 753 R All
RSN PDB A IE LR E LTSI DM O — B - A —H OB EEEELET,

Bumpsum Ny R—2 O T OEBEO G PRSI AME (A) ZHELET, 1.0

SecStr T UAEEERTEELEY, B2 H (Helix), E (Strand), T (Turn), C(Coil) FRERL
Yes |No THEE

BridgeCys R LT — T LR RO AT A DY AN T 4R (S-S) S EEHT 5 | Yes
HEHRELET,

(ff )

-Mutate 47> ar

ANEFNERBENTZT —H X —AELFI DB D — B - R—BDFE DI IFEICDONWT, L FORIZEED ET, BuildLoop
A RTIEL, ANBSIBRRRLGEIL X CRIMO T I/ ia—R) 2R TEET, —FLHOFNL. ANESND X D6 O
NEIZ720ET,

AJIBLF: BuildLoop == REATIRFIZ A S LTz, RIBFRILOELF
7 —H~_—2FF: BuildLoop =+ REFTRFICKR BRIz PDB 7 — X X —ADFlFl|

Mutate — R—% AR (X) 7
All A DIELF) ADIELF T — S —2F |
None T —H X — AR F| T — 2T T — 2FL T
Ala 77=(Ala) 77=(Ala) 7Z=(Ala)
MismatchAla Ll 7= (Ala) T R ZF |

-BridgeCys A 7> =

[Yes WP EL THEATL, B LT —F DR L OIS AV T ARG DB SHTZ35E . D% OptimizeLoop =<K
B RATT DLV AN TARFEGDILND RN SV ET, KT 2 —NT A OFITIET AL T AREE PRI RN F 7
a v EFR ELER A TLIZA, OptimizeLoop =~ REFEITTH T ENHLLEITIE, NoJIZHETHZENHERINTHET,

“GUI DA a R E mimE
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W% Define loop X

Residues extracted from the loop database should be mutated...
..to match Sequence below  ..never ..to Ala ..to Ala if mismatch

All @ None —O Ala—o

Sequence in one letter code. including anchor residues:
GSGIKLNGDCSPISTPELLTPCG

Mutate# 7'~ 3 >~

MismatchAla

Secondary structure (H,E,T,C for Helix,Sheet,Turn and Coil) o
SecStrr 7 av

Bump sum Show best Allow cysteine bridges|
A A
10A 114
loops !F &
Bumpsum Structures BridgeCys
*F7vav 7 av F7av

R
i
E
5|

Figure 6-1 GUI DA 7T ar3d

63 A—Y—I=_aT7I)IDOEBER—TIZDVT
ARF 2—RNT A THALES T~ RROBIEOFEMIZ OV T, YASARA .—H%—<==7/L (Help > Show user manual) ® .
LITOIEEZZELIZSN,

. o< FR—
Commands - Tell YASARA what to do > Index - All commands in alphabetic order >
+ BuildLoop - Build central or terminal loop
+ OptimizeLoop - Optimize central or terminal loop
+ SampleLoop - Sample central or terminal loop

o ZURUBEREDYT 7 AL NTONT
Recipes - Perform complex tasks > Refine a protein model

6.4 ZTDHDEBEEH
T RAF— T/ MU T8 ) A B Y et =7 A (YASARA E B S IC TR EF 2a— N T A AL TWES, £
OMFFRIZ OV TIL, 7a/ B EC FAQ bHbhH TISMTZE N,

YASARA Bl #t
https://www.affinity-science.com/yasara-tech/

Affinity Science Blog/.org
https://www.affinity-science.org/

YASARA J<HDHH W
https://www.affinity-science.com/yasara-faq/
Uk
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