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Lipophilicity Data (from MoleculeNetl'])
o U X/ —IL-IKDEFRE (pH=7.4 TD logD) DEERE
— X 4200

/
RGN %@’/ Y
4 i
OJ:Q ey T
logD = 3.54 logD =-1.18 logD = 3.69
) //2“
G W " N=
—\NZ
logD = 3.37 logD = 3.1

[1]  MoleculeNet (available at: http://moleculenet.ai)
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BIALEE (preprocessing): 7 — X =TS 2EIICT — R 2 BT 5 &
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DFBEZBEBEETETIVICANTZDIEEL L.
> DTFREETHBET —RICEHL L9

cil+ (descriptor): B FBEN O EH SN L5HE
ex) nFE, KRIRTFDH, XVEVIRDOH, ...

)z 1L, RDKit""Z=FFH L CETE TZE %

ROMol MolWt ExactMolWt HeavyAtomCount NumAliphaticRings NumAromaticRings MinPartialCharge MaxPartialCharge fr_ben

0 O‘OQQQ 340.858 340.145474 24 -0.368964 0.123343

494591 494.118143 33 -0.495171 0.312967

321.829 321.059027 21 -0.467586 0.327301

[1]  http://www.rdkit.org
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> REBEZRAoNMDHFETRHREL LD

S0L3E 7D 71

o UV INEBRETS

o MM FZ&IRET B

o ‘FIfE/HRME/&IBIE/0 THTT 5

ROMol MolWt ExactMolWt HeavyAtomCount NumAliphaticRings NumAromaticRings MinPartialCharge MaxPartialCharge fr_ben

~
1560 508.600 508.178041 36 1 4 -0.288500 8331336 1

T

1561 274.181 274.984935 16
1562 450.539 450.226705 83 -0.4S€6 0.250557
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E(w) = Zn(f(xn) ) +aXlwl (a: EE)
—IEFRE 1IEHI{LIF

ERHLIE: /85 A — & wAKRECRBARNES L, JULEEE# FIF 2
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INT A —Z wDEXDHD 0 (2781 g Ly (RAMT — XI5 FRIERE)
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https://weblabo.oscasierra.net/python/ai-mnist-data-detail.html
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o B LN TRIELRIT
f(x)

J=F T IL:

=Znanexp(—yllx —x, 1) + b (y: B

RBF 5 — %L (ay, b: TE TRTE)
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ETIWZHEIEDITIE, NANRN—NRIA =R REST DEDDH 5
> RUSBDZNTA=RE2EAST (T v FH—F)
ZOBRICIAAN)T—2a vz AT 5
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nEBOY LT (n=1,.,N) I T2 FIEE 9, BEES v,
EAE y, DTEHEEE § & § 5

RIERZEL (coefficient of determination):
B 2n(Vn — yn)z
Zn(yn o 37)2
e TTIINELZLLET BRICHIHT BIE1E
o ETIDNT =R ENTZITRIBTZBAHDDEGVEZERT

e TUUTODEZEY 1ZIEWIEETILOYTIZEY A LWL

R* =1
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nHEBOY T (n=1,..,N)ICNTLFAEZ 9, ZAEZ v, &£ T 5

Izl

L) T HERAE D F 1R (Root Mean Squared Error: RMSE)

1/2
1 5 )2
RMSE = (> (O = 93)
n

15T {EEE Z (Mean Absolute Error: MAE)
wm—1§] 5 |
—N n Yn = Yn

I¢I
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RZ

RMSE

MAE

LASSO 0.5389
SVR 0.6795
RF 0.6546
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0.6790
0.7049
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