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YXR X F—H(JAK)~ 4DDH T B4 ( Tofacitinib )

Prutein Align : Pairwise Percentage Identity
Thu Jun 29 19:85:24 2817 (MOE 2815.18, Protein Align 2815.12)
The table walue at row i, column j equals the number of residue

matches between sequences i and j, divided by the length of
sequence J.

Chains 1 z 3 4

1:3EYG.A 54.8 45.2 53.1

2:3FUP.A 55.2 55.8 47.5

3i3LXKLA 52.1 &l.4 45.9

4 3LXN.A 58.3 51.5 45.6
SEYG.A .t i i iics s asa e VDPTHFEKRFLKRIRDLAEGHFGKNWELCRYDPEGDNTG
JFUP.A ittt sn s nssnanann s DPTQFEERHLKFLOQLGKGNFGSVEMCRYDPLOQDNTG
SLEK.A 0 ceinenn MGHHHHHHAQLYACQDPTIFEERHLKY ISQLGKGNFQSWELCRYDPLGDNTG
SLXN.A MAHHHHHHHHHHGALEVLFQGPGDPTVFHKRYLKK IRDLGEGHF QKN SLYCYDPTNDGTG
3EYG.A EQVAVKSLKPESGGNHIADLKKEIEILRNLYHENINVKYKGICTEDGGNGIKLIMEFL
3FUP.A EVVAVEKLOH.STEEHLRDFEREIEILKSLQHDNINKYKGVCYSAGRRNLEKLIMENL
SLXK.A ALVAVEQLOH. SGPDOQRDFQREIQILKALHSDF INVKYROVSYGPGROSLRLVMENL
SLXN.A EMVAVEALKADAGPOHRSGWKQEIDILRTLYHEHIIKYKGCCEDAGAASLOQLVME
3EYG.A SILKENMLPENKNK INLKQOLEYAVQICKGMDY LGSROYVHRDLAARN
3FUP.A SILROY LOKHKERIDHIKLLOY TSQICKGMEYLGTKRYIHRDLATRN
SLXK.A CILROFLORHRARLDASRLLLYSSQICKGMEYLGSRRCVHRDLAARN
SLXN.A SILR LIGLAQLLLFAQQICEGMAY LHAQHY IHRDLAARNN L LDNDRLVK TIGDF

KEYIASDVWSFEVTLHELLTYCDSDS

KESVASDVWSFEVVLYELFTYIEKSK
IFSROSDVWSFEVVLYELFTYCDESC

JAK1 | JAK2 | JAKS | TYK2

” KEYYASDVWSFEVTLYELLTHCDSS(

KinM)* | 07 | 07 | 04 | 78 .

. CPPNCPDEVYQLMRKCWEFQPSNRTS
RPDGCPDEIYMIMTECWNNNVNQRPS
APPACPAEVHELMKLCWAPSPQDRPS

RPOKCPAEVYHLMKNCWETEASFRPT

1
FIE|-150.3|-130.4|-1316]-135.6] ~t -
*JMC56, 4521 (2013) (kcal/mol) -l
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N 1
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B HWG EE. BEALCCHHER E)_n Mmom .|
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RT ﬁﬁwﬁﬁ Feue | - LN.\ e
P e smz muows TMOANTZAL 3. SUHEORS -
e N imEnee” DR 8 QAR - B
. « e EH EFY>4Y  FMOEE
\ -, /—
ApotE & 202 203 203
Xig & mEE p38-MAP kinase 85 100 100%
Renin 34 64 64
NMR#E & TrpCage 1 76 76%
. polyQ 1 1000 1000
~ | ~
MD**E%”” TrpCage 1 1000 991 %
Bromodomain 1 1000 902
(KBDD:E i) CDK2 15 160 160
NIEZR: 3 ERK2 9 77 77

* \Watanabe et. al., CBI-J, submitted. SFMO database & %% &
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Fukuzawa, Komeiji, Mochizuki et al., J. Comp. Chem. 27, 948 (2006)
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a) Gunasekera, A., Ebright, Y. W., and Ebright. R. H. (1992) “DNA sequence determinats for binding of
the Escherichia coli catabolite gene activator protein.” J. Biol. Chem. 267, 14713-14720
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cAMP-CRP complex and each DNA base DNA duplex and each amino acid
or sugar-phosphate fragments or CAMP fragments

stabilized fragments

destabilized fragments

9 87 65432 1-1-2 O 87 65432 1-1-2
TAGTGTAAAAA TAGTGTAAAAA
ATCACATTTTT ATCACATTTTT [FMO-MP2/6-31C]
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CRP-DNA #8140 2 X tIFIE-MAP

I. Kurisaki et al., Biophys. Chem. 130, 1-9 (2007).
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Stability of a-helix is changed by making complex
between DNA and CRP
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Interaction between a
single—stranded DNA
(ssDNA) and a binding

protein (SSB).
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interaction
between SSB side

chain and ssDNA
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Komeiji, Y. ,et. al., Bull. Chem. Soc. Jpn. 91, 1596-1605 (2018) .
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Kaori Fukuzawa @Hoshi University

elF4A-RocA & RNAEDESIADFMOETE

“A translation inhibitor targets a bimolecular cavity between eIF4A and polypurine RNA”
Shintaro Iwasaki et al., submitted. to Molecular Cell

eukaryotic translation initiation factor:elF

stacking interaction between RocA and purine
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Interactions surrounding the ligand

CH/n CH/r PIEDA (kcal/mol)
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Two H-bonds : O6(RocA)-N7(G8); IFIE ES EX CT DI
O1(RocA)-NE2(GIn195);
-112.0 -70.0 63.0 -24.6 -80.4

(kcal/mol)
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E. Shinsho, et. al., J. Comp. Chem. Jpn., in press.
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