CITOTTIT T I T I T I I T T T T T T T T AT T T T T T T I T T T I T I T I T T T T T T T T I T T AT I I T rrrrrrrI Tl
— 1D —~ W -~ 0 - W0 A W - 0 —A W -~ 0 A W A Ww -
HHNNMMﬁ'ﬁ'LﬂLﬂLDLthOOOOmmE
-500
—— EKGSAVYGLPK
1000 —— GEKKLVEAPKS
——— KYKLAPGVSEK
-1500 LKYKGPKESVA
——— SPYVEKKAGKL
-2000 YLASEKVKKGP
M model
-2500
-3000
(A)
_1450 TITTTTTTT T I T I T T T T I T T T T T T T T T T T T T T T T I T T T I T I T T T T T T T T T T T T T T T T T T TIT T TTTITITTTITT Tl
o M~ M o~ Mmoo M~ MmN ™~
N 4 M~ M M s s WD WM~ M~ o0
-1500
-1550
——— GPKFVYSGSTATPAFYVL
-1600 /J —— PPGVAKYLVSSGATTFFY
-1650 ———SSGAYVTTFPKFAVYGLP
1700 SVYGASVAPKYPLGTFTF
1750 - . ——TTFPKFAAYVPLGYVGSS
model
-1800 - //
-1850 -~

-1900

(B)




-2900

= M~ M O~ M = M~ MmOy W o~
= = M~ M on s s N W0 M~ M~ 0

-3000
—— MTFDSGSVSWQGQVGTATANK
-3100
—— MTNKATFDATSGGVSVQGSWQ
3200 - NKATATGVQGMTDFGSYSSQW
" —— QVGQTAFSSGSVTAMWKTEDN
-3300 SGATQKTDFVQVGFSSNWMAT
ﬁ —— WNKTAMTFDFSSVSGQVGATQ
~3400 / model
p————— ]
-3500
-3600
(C)
0 TTTTTITTIT T I T I T T T I T T I T T T I T T T T T I T T I T T T T T I T T I T T T T I T I T T T I T I T T T I T I I I T T I T ITTTITITTITIT Tl
I U= T T U T T W T T U T I W T T W T T U T B U T B U T R U
N = NN MM s s N N W W M~ I~ 000
-200
-400 —— FMIQTLTSASPRAMT
-600 —— MIFQLTTSSAPARTM
-800 MIFTALTAMRSPSQT
-1000 SSTTPALQRAFIMMT
-1200 TAMRPSSTALQTMIF
1400 . TSMSMTITFPAALQR
model

-1600

-1800
-2000

—

(D)




_2700 TITTTITIT T I T I T I T I T I T I I T T T T T T I T I T I I I I T T T I T T T T I T T T T T T T T I T T T I T ITITITITITITIT ]
—~ D — W0 4 W - W - 0 A 0 A 0 A WO - W - W0 o
o I B e AR ¥ O o o N o N~ L N T N ' T W TR W T S e = o N o o I o 2 B 9 2
-2800
9900 e DKGVSDQPSNDAPST
e PDAPSQNDGKDSSTV
-3000 e PSANDDPSQKVDTGS
-3100 SNDSGVSDTQPDTAP
3200 e \/GQPADPNSDSKDTS
_— e QVPGSAPSDNDSKTD
-3300
— model
-3400 ="
-3500
(E)
_2300 TITTTTITITT T I T I T I T I T I T I I I T T T T T I I T T T T I T T I T T T T I T I T I T I T I T T T T I I ITTITITITITITITl
= T U T T W T T W T O W T I W O B W T R W T B W R B U R IR U}
o e T e R o R o T o T L~ o I O O W T W TR o S o 0 B+ o B o 2 T @0
-2400
-2500
e YHTGSSVSLTSPSLGEVKE
-2600 i SVSSLTPSKGEHLSGVYTE
9700 . e SSSTPELHSGEYTGVSKVL
I\/\W e KEHGLSSPLTVSGSSTVYE
-2800 v ' e (GSVSSTLPSLGEHKEVYTS
2900 e \/SSGTEKHEGLSPSTLS YV
model

-3000

-3100

-3200

(F)




_2650 TTTTTTTITTT I T I T I T I I T I T T T I T I T T T AT I T I T I AT I T T T T T T AT T T IT I T IT T T I T T T T TITTIT I T ITTITTITITTITITITTITTTI

= W o~ W W WD W0 WA W AW W0 D
o I B e o A 0 T 0 TS S "2 T " T = R Vs T = o B+ o R o ) B

-2700 ——— QEKRAEKE
-2750 KKREAQEE
B . —— KEAKEREQ
2800 PN

—— EKQEREAK
-2850

——— EKEQKRAE
-2900 -

_— —— EEKREKQA

ra e
-2950 _2:5 - AKREEEQK
e ——
-3000 —ﬁ AEKREKQE
Model

-3050
-3100
(G)
0 TTTTITITTT I T OIIT T I T T e T T I T A T I T T AP T I T I T I I T T I T T AT T T T AT T T T AT T I T I T T I T I T I T IT I TITITITTITTITITTIT
o [V T I Ve T R U T [ W B N U Y U= I B Vi ] = D — W — WO
o I I e T o O . o T o T N B i T ¥ O W e T W T U O o = o T & A T 2
-100
-200 —— AVPTGYPFVLP
-300 ——FVPTGVYLPPA
-400 GTYPFVAVLPP
-500 LPTPFGVYVAP
600 PPVAYLTPFVG
-700 g PTFVGYLVAPP
-800 model
#
-900 - ———
-1000

(H)

Graphical representation of potential energies of designed oligopeptides and original
oligopeptide represented as model in each graph

() PGKYKLAVSEK (b) PGKFYVSSGATTFPAVYL
(C)QVGFSSTAMWNKTFDVSGATQ (d) QTAMRMIFTALTSPS
(€) SGVQPDAPSNDSKDT (f) PSTLSVSSGTVYEKHEGLS
(9) KREAKQEE (h) PGPTVFPAVLY

Peptides are differentially coloured and represented at the right side of the graph which helps in
identifying the most stable oligopeptide in terms of their potential energy.



