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Abstract: In drug design, it is important to keep the biostability of a drug within the proper range. Plasma
protein binding (PPB) is the index of biostability and is used to evaluate it. The purpose of this study is
predicting the PPB of cyclic peptides. We used the small molecule dataset for feature extraction and model
construction. We focused on the algorithm that enumrates lasso solutions for purpose of extracting the
interpretable descriptors. We generated a robust model for unknown data by using the physicochemically
interpretable descriptors.
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Computational biostability prediction for cyclic peptides by multiple
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3L, YEMER 2 B #0E 12 13 PEOE6, PEOES, PEOE9
%, QPlogPo/w, PISA, QPlogKp 2% %. PEOE ({5
B (25 DA T 2HMEDOA » T v 7 R)
T, QPlogPo/w (347 % ) —VAKGEMRETH S, £,
PISA 22V TIFATHORFE T £ ZHUHEE L 72 AKFE
JRF ORI RERCTH 5. 2o ORHUE XS THT
BEL I AR LERHEETH Y, ZYIHOENSTE
TWw3 EEZ%. QPlogKp 122\ TS @Dl
flH7273, ZAUIITE cRRFICAHWS N Twiswn, £,
kAR P A IVEBR IO WL TIRIR IR ICHE L <, JafT
W78 & B3 2 2 LML W ik IZ T H e,

E7o, SATWI%E 5] & PIMIREEEZ i d 2. RO 2
DDOREIRFIEIC I > RN 2OREETIVIEED
5 BT DE T IV L R TFHREEEIZE > T 523,
CHEAPIRIRHMAE T L EHoTED, SV DERBN
Dotz o N nwEEZISNS,

AWHRIC X > GERSNRHEERD ) &, YIEERN 25
HEDOIZEAEREITMELE ILARLTRRIE26H
RS F U RN TETVB ESABD, ZDkH
BREDDLT L S BIRR T F FORNREEEZ FHT 5
BRICEE LIRS 2070 X 6 2 DB ETH 3.
5.2.1 BRFTF—9ty EeBRR7FRF—EY L

DL
BIRR7F FTF—=2 2RO I PFHTETVZETIL
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o WRIFR
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PC1 (46.4%)
B 8 mLERATF FORNLERZ R FHTELETVOR

BEIZOVTOERS NI L 2HE TR EE TR D %
il U722 AnX (o fEMMIz 2 5% 7R3 7)

(£ 4(a)) DFHERICOWT, K T7 =% ZICICERLST
517 (Principal Component Analysis: PCA) Z#{T7-> T
—FWr (PCL) Ty (PC2) 2 LT =5 D
HMAKZE 8 IR d. ZORD L, KTTLEY LBIRR
7F FD %PPB IZ O\ T KT %,

B FLEMBEIRR 7T b, PCl, PC2H/hI iz
E %PPB »M&<, PCl, PC2 28K E VT E %PPB % <
BAEAEH S, LoT, EKOTFAEYERRRTF PO
%PPB (ZIE—EDBH#HH b, BEIE L % 5 FHEIZMT
WAENDIH B EFEZ 65N DD, HAIIRENTHS. %
72, BRRR7F P70y FINsomMET ey &
HXTR->Tw3 2 E05, ZORMEBOMIZBEIRR 7S
F%&9) FLRBTETOROAREEDLS 5.

daptomycin & acetyl-daptomycin & 29 2 D DEHRR S
F 1 (daptmycin ¥ 9(a), acetyl-daptomycin IZE] 9(b)
WRT) 1E, ZNENDORDLESHD 7L F LEHDOEE V)
RDOABEE D MOMEIIECHETH S, LrL, 202
2D %PPB & daptomycin |Z 85%, acetyl-daptomycin (3
2% ERELHNT S, 2D 2 2DBIRRTF Flizow
TORSHISE [21] DA T, daptomycin & & MM 7
)V 7"2 ¥ (Human serum albumin: HSA) (% daptomycin
D7V FOVEDH HSA O—F & i < IRHEIPH 2 BUKMEIC X 2
FEAEZIRLTWS EHSPIZE N T3, daptomycin
& acetyl-daptomycin @ PPB D Z121X, ZD 7L ¥ LEH
DEMIBPEL TR LV T EBEZ NS, K8
Lo, BRR7F Fosz 7oy b LA (B 10) 25
% L daptomycin & acetyl-daptomycin IR % siA3+
STICHENTWiRL, T L, FBEOEIIC X o TEIEN
TR 7L X OVIHO A M2 EYNICRHE T E T kn 2
EERLTVWBLEFRS., 2070, BRR7F FOkA
BEMZ TFIT % 7 I3RS %2 RELTTHE 2 R o
HETH D, 2N z2FHHTL200HELE LT, mOMH
LR T WEREIER T2 5E0E 2605, bfiaL
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T2 R A SO TERL, ZDMIDOMEDRE
H2itH T2, 2huc ko GHEINAREEZ V% 2
LTS v RV EEBIRR T F FofiG2zRBITE 27
G ICE H L 7RI & e 2000 Ltz o,

6. *Eﬁj‘ba) *l:l aff

AT, MEEHINO>2H 23BN 7 F FEREG,
WCEHL, BERENMOBEELZERDO D TH HENLEEZ
Bkt B 2 TP T2 2 E2HELKL. £/, 200
REOENF 2 Ko e T — s 2 e L 72 BT
FHE TV ZRER L, BIRR7F FIC@EA$2 2 LTl
z2i1o 7z,

AFEOHEE LTUTD 2 B3 615,
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(2) BIRRTF FOT =8 H3 b wid, FHET LR
ERICHEE 35 5. BRI 2D R 2012, BIR
&7%P@%—&ﬁﬁﬁzk%kﬁ§%%%ﬁ5:
T, fEEDR LS TFREICOWTOERE I 51
DB EDHREE RS,

HEE Aok, JSPS BHFE (17H01814), JST
CREST "EBD: Xt{RD4Ea v 784 MUz A} 7z 7
A MY =Ly 7T =5 OIS (JPMJCR1303), JST
VY —Far Ly 7 AHEET T 7T L, SEREEEE H
BA /) R=yav - -zav x5 a0 725, AMED
BINDS (JP17am0101112) DX % Z T TfTb 7,
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