(G

@ | The Chem-Bio I nformatics Society TRt L e Y S

<
STEENEFE | ol
LT —49AIURDOER ’




5: (593) #¥E #HRX&Ht 102374 HEEKE

)(15%) OW/A HEBHFELMEET—SYIIUR]

(30%7) OFE—& {5 (Computer Chemistry) &

4. 13:50:15:20(90%) O & L¥ BT RMBET /49— BH (AR vH X (Chemomairics) ) B

p Yard sampling

15:40 20
40 6520(40;9) OE =8 N T (Artificial Intelligence: ) B5E
LISP FORTRAN PYTHON

0(30%) OFEME FHH#E S (Computer Sciencge &
WEB

05) OHMEIUVARXRE



In ﬁ )ilico Data

==

SEERBWTT . I\3—2 B8
AR 2 (Chemometrics) ) B & F—7 —F

KY K-step Yard sampling



) b ﬁ Jilico Data

L=VU? FTFhn-?



In * ilico Data

T—3ZANNERTEANHES
&b RZ G E

Jazzyiativti—
HELG—— - EhFEERRE
ROEFICH T - 1FHRINEE
fRDERKE
HALRILTER
AR LB A (2 5 P



BT3BV IR BNTERAH TLALRNL



In ico Data

iracles by the KY-methods

Y=y

Y S EPDRC R
CYEDIETY J a YASLEY

AFTFULE

T AP s St oE i —ll



https://www.google.co.jp/imgres?imgurl=http://qa.jaf.or.jp/uploads/questions/img/commentary01_01.gif&imgrefurl=http://qa.jaf.or.jp/mechanism/structure&docid=TLw9ryvO7Ty24M&tbnid=-j6bYHkKJr0_6M:&vet=10ahUKEwiOy7OUx_zeAhXXIIgKHQKLCE4QMwiZASgCMAI..i&w=400&h=267&bih=1097&biw=1291&q=%E8%BB%8A%20%E3%83%A1%E3%82%AB%E3%83%8B%E3%82%BA%E3%83%A0%E3%80%80%E3%82%A4%E3%83%A9%E3%82%B9%E3%83%88&ved=0ahUKEwiOy7OUx_zeAhXXIIgKHQKLCE4QMwiZASgCMAI&iact=mrc&uact=8
https://www.google.co.jp/imgres?imgurl=https://t.pimg.jp/009/036/187/1/9036187.jpg&imgrefurl=https://pixta.jp/illustration/9036187&docid=zzG5R-hBjt0R6M&tbnid=hgbo2diNhoox2M:&vet=10ahUKEwj-qaaWyPzeAhXW7mEKHXFFAlwQMwiBAigGMAY..i&w=450&h=337&bih=1097&biw=1291&q=%E5%9C%B0%E5%9B%B3%E3%80%80%E3%82%A4%E3%83%A9%E3%82%B9%E3%83%88&ved=0ahUKEwj-qaaWyPzeAhXW7mEKHXFFAlwQMwiBAigGMAY&iact=mrc&uact=8
https://www.google.co.jp/imgres?imgurl=https://t.pimg.jp/007/130/115/1/7130115.jpg&imgrefurl=https://pixta.jp/illustration/7130115&docid=DSEzjAN6l2irvM&tbnid=_v2LCfF_jTEIuM:&vet=10ahUKEwjNw5LOyPzeAhVWeXAKHWIzBVkQMwhvKAAwAA..i&w=450&h=396&bih=1097&biw=1291&q=%E5%A4%A9%E6%B0%97%E4%BA%88%E5%A0%B1%E3%80%80%E3%82%A4%E3%83%A9%E3%82%B9%E3%83%88&ved=0ahUKEwjNw5LOyPzeAhVWeXAKHWIzBVkQMwhvKAAwAA&iact=mrc&uact=8
https://www.google.co.jp/imgres?imgurl=http://tennis-watch.net/wp-content/uploads/2017/02/%E8%AD%A6%E5%AF%9F.png&imgrefurl=http://tennis-watch.net/post-173&docid=mHdlA5u9xmChqM&tbnid=aSd5O_Ft3No8qM:&vet=10ahUKEwj2zITtyPzeAhWSFogKHSXCBi8QMwg_KAIwAg..i&w=800&h=686&bih=1097&biw=1291&q=%E9%81%93%E8%B7%AF%E4%BA%A4%E9%80%9A%E6%B3%95%E3%80%80%E3%82%A4%E3%83%A9%E3%82%B9%E3%83%88&ved=0ahUKEwj2zITtyPzeAhWSFogKHSXCBi8QMwg_KAIwAg&iact=mrc&uact=8
https://www.google.co.jp/imgres?imgurl=https://3.bp.blogspot.com/-cdsk9tucLS8/WiiK1xqzs6I/AAAAAAAAA0M/ZzUDKRlncWwFwLePqPGvsJqeF6BnyUUsQCEwYBhgL/s1600/140-01.png&imgrefurl=http://www.illust-lab.jp/2017/12/blog-post_9.html&docid=N1_tIiwfEa7mzM&tbnid=-MzeO96ehN59tM:&vet=10ahUKEwiFjaK3y_zeAhXDF4gKHc8_BF8QMwg9KAAwAA..i&w=518&h=518&bih=1097&biw=1291&q=%E5%89%B5%E8%96%AC%20%E3%82%A4%E3%83%A9%E3%82%B9%E3%83%88&ved=0ahUKEwiFjaK3y_zeAhXDF4gKHc8_BF8QMwg9KAAwAA&iact=mrc&uact=8
https://www.google.co.jp/imgres?imgurl=https://st2.depositphotos.com/5579928/12094/v/950/depositphotos_120945222-stock-illustration-abstract-illustration-of-biotech-word.jpg&imgrefurl=https://jp.depositphotos.com/120945222/stock-illustration-abstract-illustration-of-biotech-word.html&docid=qvkdCaHdYVB2fM&tbnid=Y1tgLCT_nnC4-M:&vet=10ahUKEwiKtOvczfzeAhXLM94KHeW4AVUQMwhFKAgwCA..i&w=1023&h=651&bih=1097&biw=1291&q=%E3%83%90%E3%82%A4%E3%82%AA%E3%83%86%E3%82%AF%E3%83%8E%E3%83%AD%E3%82%B8%E3%83%BC%20%E3%82%A4%E3%83%A9%E3%82%B9%E3%83%88&ved=0ahUKEwiKtOvczfzeAhXLM94KHeW4AVUQMwhFKAgwCA&iact=mrc&uact=8
https://www.google.co.jp/imgres?imgurl=https://previews.123rf.com/images/yupiramos/yupiramos1708/yupiramos170814208/83828031-%E6%B3%A8%E5%B0%84%E3%83%99%E3%82%AF%E3%83%88%E3%83%AB-%E3%82%A4%E3%83%A9%E3%82%B9%E3%83%88-%E3%83%87%E3%82%B6%E3%82%A4%E3%83%B3%E3%81%A8%E5%AE%9F%E9%A8%93%E5%AE%A4%E3%81%AE%E3%83%9E%E3%82%A6%E3%82%B9.jpg&imgrefurl=https://jp.123rf.com/photo_83828031_%E6%B3%A8%E5%B0%84%E3%83%99%E3%82%AF%E3%83%88%E3%83%AB-%E3%82%A4%E3%83%A9%E3%82%B9%E3%83%88-%E3%83%87%E3%82%B6%E3%82%A4%E3%83%B3%E3%81%A8%E5%AE%9F%E9%A8%93%E5%AE%A4%E3%81%AE%E3%83%9E%E3%82%A6%E3%82%B9.html&docid=bZCjLNeS563_gM&tbnid=awDsfTtb8oxPqM:&vet=10ahUKEwj8rKz4zfzeAhXDdN4KHUPiDXAQMwjOASgIMAg..i&w=1300&h=1300&bih=1097&biw=1291&q=%E5%8B%95%E7%89%A9%E5%AE%9F%E9%A8%93%20%E3%82%A4%E3%83%A9%E3%82%B9%E3%83%88&ved=0ahUKEwj8rKz4zfzeAhXDdN4KHUPiDXAQMwjOASgIMAg&iact=mrc&uact=8

PCA

P AdaBoost
LTFHL AR
£ i

Q T ADME P SAR




chemometrics

https://ja.wikipedia.org/wiki/

chemometrics by Yuta



In ilico Data

ALl

TEAN) VORI R G B TERATEIARY—ILTHS)

QSAR
QSTR
QSPR

/ / IADME
off-target






In Oilico Data

2T — SR TOrEAN YR = K E R E




