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1.!����!

1.1.! ��!
ďQjtVn7o#ĺĹ$�MolDesk#Çďþ�"í21� ��� 
 
1.2.! q4BJ7E$F�u�!
ďQjtVn7o�$�MolDesk Screening MolDesk Basic��Ɓ"Ùţ�
1Çďþ�"���

ŲĆ�'��ďQjtVn7o4Ùţ�1� ".0�ÌƉ#GtZt�¬��1 myPresto4Ĵ��9
rInFsKBntXrCŭŋ4ţ�Ɩ"çŧ !1^69o#�î4ţ�� +�
'��ďQjt

Vn7o�$��x#�Û4ñ�'�� 
s�MolDesk#ź¬ 
s�m9MrK#7BT8atV 
s��Ó#ų(Ž( 
s��Ó#ŤŀĄģ#Ëĉ 
s�Or[Bŷ ��Ó­»ĭ #WRArC 
s�ÌƉGtZt�WRArC4�1Ɩ"çŧ !1^69o#�î 
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1.3.! myPresto� MolDesk����!
myPresto$�ŒĦĳĔĽ�NEDO³& AMED�/#ÒŮ`qJ;BV#}�Ǝĸ�2�¯Ţ¿Ǝĸ

ÿý#�ÓIfjptIlrIKTg��ĪĂ�£Ĵ�
�Ä� 30Ł�w��32��'��myPresto
$�WRArCsIfjptIlrs`qCmg (sievgene) ��Ó¬©ÖIfjptIlrs`qCm
g(cosgene) Ŋ�ÍĀ#`qCmg4¾)¨ŢŭŋĴ`qCmgř���myPresto $�:;_G9V�
/P:rqtW�
'��myPresto "¾'21`qCmg$� ÇďĹ"$FerWm9r�/Ùţ�
'�� 

MolDesk $�ēá�ŁéÈĀıZ9>�Ǝĸ�� myPresto ĴCm^8RBsktHts9rOt^
;9K (GUI) ��GUI �/ myPresto #`qCmg4Ùţ�1� ��
'��MolDesk $ČĂ#`
qCmg���MolDesk"$�MolDesk Basic MolDesk Screening# 2�#ZtJlr��0'��
MolDesk Screening"$�MolDesk Basic�$�
!�Ɵß!Ěŝ�ÍĀÙť�2��'���	%�
MolDesk Screening$�ÌƉ#GtZt4��� !��MolDesk Screening�9rKVto�2��
1 PC��200v­»ĭ4Ýŵ ��KBntXrCŭŋ+·ŝ��� 

 
myPresto �3DIeJ8@J/: https://www.presto5.jp/!

MolDesk (shk�j`o}:&(): http://www.moldesk.com 

! !

Ã 1� myPresto MolDesk# web page!
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1.4.! LigandBOX����!
sievgene �#WRArCsIfjptIlr"�Ĵ�1­»ĭ^69o$�Ġō°ÓéÈ�Ɖ�Ƙš

éÈ4¾)�Ň�ĖƂéÈ !���1� �çŧ��� 
uş"�­»ĭ4ŶÊ���1�Ł#?OqCéÈ$�SD ^69oơôäÓ$.sdfƢ�ü��2'�

���#?OqCéÈ"$Ň�ĖƂéÈ+Ġō°ÓéÈ+¾'2��!�� �Í���#''�$

sievgene#WRArC�$�	'�5� 
LigandBOX�ZINC Ŋ#­»ĭm9_mn#uƉ ��ü��2��1­»ĭ# mol2 ^69o$�

WRArCsIfjptIlr"��"�	1.�"�/��*Ĵë�2��'��LigandBOX $�1
v­»ĭĝ"ƣ�# mol2^69o"!��
0�200�# mol2^69o� 200v­»ĭ#UtOMR
V ��ü��2��'���# LigandBOX $�ěz�Ïīĭ­Öľņő»"nB<KV�1 ü�
��+/	'�(Űŏ$�myPresto#P:rqtWG9V�/�ð�
1 screening_pack"¾'21Q
jtVn7o4²Ĭ�������)�İÅ$�ÎƑÎÖ# webG9V�/$ü��2��'�5��#
­»ĭMRV"Ý��$���#­»ĭ"Ý�� 181­»ĭ #WRArCKF7+ü��2��'��
�24��� ".���multiple target screening (MTS) ģ, docking score index(DSI)ģ".1m
rArCnKV4«į.��î�1� ��
'�� 
KBntXrCĴ��Ó­»ĭ$ŦĀ#�Öķè�4¾)mMf��ŶÊ�2��1� +Í�#��

­»ĭm9_mn#}�$¢# ID�®¢�2���+�Ÿ�ć#?OqCéÈ ��$ƌŦ�1� �
�0'�#��ĸĤ­»ĭnKV�îć"$ğ4��1çŧ��0'��  

Ã 2�  LigandBOX# web page 
LigandBOX: http://ligandbox.protein.osaka-u.ac.jp/ligandbox/ 
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1.5.! b�-J:J"X~� a]�M+EJ9I,��Qt�y!!


.�#�Ĕ#ĥ2$�x#.�"!0'��õã�$��ĔÉï��Ĵ�1N^V:;7Ŋ"��

�#éÈ��� 
1.! Or[BŷŇ�ĖƂéÈ#�ÛĿű (qt?o PC, MolDesk) 
2.! yŧ�Ó#¤Ɣ (qt?o PC, MolDesk) 
3.! TKVWRArC (qt?o PC, MolDesk) 
4.! PDB^69o#�Õ (qt?o PC, MolDesk) 
5.! VdqJt^69o#�î (qt?o PC, MolDesk) 
6.! ¶Û�dDRVUtO^69o#�Õ (qt?o PC, MolDesk) 
7.! PDB^69o�VdqJt^69o�¶Û�dDRVUtO^69o4ŭŋGtZt"Żƀ 

 (qt?o PC,ŻƀĴN^V:;7(WinSCPŊ)4�Ĵ) 
8.! CnRW^69o#�î (ŭŋGtZt, sievgene & KBn`V`qCmgƢ 
9.! WRArCŭŋ (ŭŋGtZt, sievgene & KBn`V`qCmg) 
10.! WRArCœđƗŭ (ŭŋGtZt, KBn`V`qCmg) 
11.! MTSģ".1mrArC�î (ŭŋGtZt, KBn`V`qCmg) 
12.! WRArCdtL#µæ (ŭŋGtZt, KBn`V`qCmg) 
13.! WRArCdtL#Żƀ (qt?o PC, ŻƀĴN^V:;7(WinSCPŊ)4�Ĵ) 
14.! WRArCdtL#ŪÜ (qt?o PC, MolDesk) 
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Pro_md.pdb, Pro.tpl, point.pdb 

ļ��Ĵţ ^69o 

mrArCnKV 

WRArC 

MTSŭŋ 

OtERVOr[Bŷ# PDB^69o 

sievgeneĴ�©^69o�î 

Ã 3� ƌŧ^69o"Ĥĺ���ĔƅŅ#ĕŧ(ÌƉGtZt£Ĵ#É») 
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2.!MolDesk_qnQ���!

ďQjtVn7o�$�\VsHMG-CoA ƈ�Ƌō4OtERVOr[Bŷ��9rInFsKBn
tXrCŭŋ4�1� 4êØ���KBntXrCŭŋ#¥"Ùţ�1ħ�#�Ĕ4ţ�'����

�$�PDBFtW� 2Q6B# PDB ^69o4�Ĵ�'�� 
ÌƉGtZt4�Ĵ�1É»"$����çŧ !1 3�#^69o(PDB^69o�VdqJt^6

9o�`qt_ĩ^69o)4�î�'���# 3�#^69o4GtZt"Żƀ���FerW�Ùţ
�1 myPresto#`qCmg4���KBntXrCŭŋ4Ùţ�'�� 

MolDesk Screening�KBntXrCŭŋ4Ùţ�1É»"$��2/# 3�#^69o#�©$y
ŧ����Ɖ��2/#^69o4����'���ktHt��2/#^69o#ÕÅ4ëŴ�!�

�+KBntXrCŭŋ4Ùţ�
1�ő("!���'�� 
 
2.1.! MolDesk��Y!
� UKBVR`"�179Fr��1É»"$��24BnRB��MolDesk4ź¬�'� (Ã 4)�U
KBVR`"MolDesk#79Fr�Ī�É»"$�Windows#`qCmguũ#}�/MolDesk Basic 
+��$� MolDesk Screening4ú��Ùţ�������ź¬Ļå#p97:V (Ã 5) $�¥ÁŐ~
ć#p97:V4â
Ŕ��*�p97:V�Ã ķ!1É»��0'�� 

 
  

Ã 5� ź¬Ļå#MolDesk#ĵƛ 

Ã 4� MolDesk#79Fr 
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2.2.! MolDesk�nQ����
 \�l�^�!
MolDeskĵƛ#ºƉ�#½Ń4Ã 6"ŀ�'�� 

 
 
2.3.! D&1IM�$+6%?J.CI!
� hXjtZt#”File”4BnRB�1 �`oP:rhXjt�İ2'� (Ã 7)��#hXjt"

���Quit�Ì#hXjt#āÔ�ĨŠ"!���1É»$�m9MrK#7BT8atIlr�ţ3
2��'�5�Quit�Ì#āÔ+ƠÔ"!���1É»$m9MrK#7BT8atIlr�×~��
�'�#���#Ō$ƞ%���ě#Ō (2.4. �Ó#ų(Ž() "Ƅ5������ 
 

 
 
 
 
 
 

 
  

������ 

��	��� 

3D���� 

������� 

����� 
���� 

	������� 	���� 

jV 	���� 

������	���� 

�
�������� 

MD���
� 

Ã 6�  MolDesk#þ�ĵƛ"
�1ºƉ#½Ń 

Ã 7�  MolDesk#ĵƛ(m9MrKĎůØ#É») 



 8 / 33 
 

� m9MrK^69o4ůØ�1"$�hXjtZt#”Help”4BnRB�1 ���1`oP:rh
Xjt#}�/”Activate License”4BnRB�'� (Ã 8)�İ2�P97qC#¸x"�1”Choose 
license file”4BnRB���m9MrK^69o4÷Ø������ (Ã 9)����1 m9MrK�
7BT8atVĮì !0'��m9MrK^69o4ń¬�1 �7BT8atVĮì�ŬƔ�2'

�#�ğ4��������m9MrK#7BT8atV�ŬƔ�2�É»"$��ß¼�ðƜ�7B

T8atIlr������� 

 
 
 
 
 
 
 
 
 
 
 
 
 

 
  

Ã 9�  m9MrK^69o#ůØ 2 

Ã 8� m9MrK^69o#ůØ 1 
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2.4.! Wd�����!
� �Ó#ų(Ž($�”File”	
 ”Open Remote PDB”�P97qC�/ PDB ID4�©�'� (Ã 10)�
9rOtYRV"ûŕ���!�É»"$�”File”	
 ”Open Molecular File”�^69oƇò#P97q
C�/^69o4Ƈò�'�� 

  
� ���$�2Q6B �©������ (Ã 11)� 

  

Ã 10� �Ó#ų(Ž( 1 

9rOtYRV"ûŕ���!�É»

$�”File”	
 ”Open Molecular File”�/
PDB^69o4ų(Ž5�x��� 

Ã 11� �Ó#ų(Ž( 2 
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� ų(Ž'2��Ó#Ėî$�Snts]jt (Ã 12 #ŹĒ�ŀ��:8rW:) �Ŀű�
'���
#��$�ų(Ž5�^69o"�b`QWƍ�Ʀď (pro1Ƨpro4)�n@rW� 8� (lig5Ƨlig12)�Ġ
�Ó�¾'2��1� �3�0'��n@rW#éÈ$�n@rWs9r^=(Ligand Info)"Ťŀ�2
'�� 

 
  
  

Ã 12� �Óų(Ž(Ļå#ĵƛ 
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2.5.! K�Wd��[!
HMG-CoA ƈ�Ƌō ƒÚ¦ #Ŧ»�ĖƂ (2Q6B) 4.�ŪÜ�1 �¼�ƍ� 4 ď�0�2 ď�

��ő( !��
0�2ď#ƍ#ƕƏ" 2�#dDRV��0��2�2#dDRV"¼�ƒÚ¦�œ
»���1� �3�0'���Á$�2�#ƍ#(4Ĝ����# 2�#ƍ4¤Ɣ��dDRV# 1�
4OtERVG9V"�1� "�'��'��pro3 pro44¤Ɣ�'��ŦĀ#�Ó4Ƈò�1É»
"$�2�ĺ�Ɠ#�Ó4Ƈò�1Ɩ"�AtctW# CtrlAtó�!�/BnRB�'��+��$�
e:K� pro34BnRB��AtctW# ShiftAt4ó�!�/�e:K� pro44BnRB�'��
Snts]jt��ƃŕ��|5��1�Ó4uß"Ƈò�1É»"$�ċ¡#�Ó4BnRB��å

��ShiftAt4ó�!�/ċå#�Ó4BnRB�1� ".0ŦĀ#�Ó4Ƈò�
'�� 

 
 

  

Ã 13� pro3 pro44Ƈò���1ĵƛ 
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pro3 pro4#{Ą4Ƈò��/�FerWs]jt#}"�1”Delete Molecule”#cOr4BnR
B�'��”Delete Molecule”cOr�Ī�É»"$�O_4�0Ċ	'�� 

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

� pro3 pro44¤Ɣ��+�lig wat#¸�"�����Ķ¹$ċ¡"§0ø/2�Ķ¹��ö�
2'� (Ã 15)��#ć#Ķ¹� lig6 lig7�ƒÚ¦���{Ŝ$¼��Ó��0�ÝŊ!Ɛ�� ś
	/21#���#uĄ��1 lig6�œ»���1G9V4OtERVG9V"�1� "�'��
pro3 pro44¤Ɣ��þ� ¼ė#þ���OtERVG9V"œ»���1 lig6�Ì#n@rW 
Ġ�Ó (lig5�lig7Ƨlig12�wat13) 4¤Ɣ�'�� 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

Ã 14� Ƈò���Ó#¤Ɣ 

Ã 15�  pro3 pro44¤Ɣ��Ļå#ĵƛ 
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� Ã 16$�yŧ�ÓƔ±å#ĵƛ��� 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
� �Ó�Ũ	"��É»"$�space fillingŤŀ"�1 Ũ,��!0'��Ã 17$�ƒÚ¦4 space 
fillingŤŀ (lig64Ƈò��”Display”	
 ”Space Filling”	
 ”Only”4BnRB) "��ĵƛ��� 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
  

Ã 16� yŧ!�Ó4¤Ɣ��å#ĵƛ 

Ã 17� n@rW4 space fillingŤŀ"��ĵƛ 
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� jVFrNto#FerW�©^=tg (Ã 18#ŹŖ#Àū�Â��Ɖ�) "FerW4�©�1
 �e:Kþ���
!�ŏ��ůØ4�1� +�
'���	%��x#FerW4ƜĶ"�©�

1� ".���Ã 18#.�"º�Ó"Š4��1� ��
'�� 

select *A 
color red 
select [HR2] 
color yellow 
select *B 
color blue 

 
� jVFrNto"�©�
1FerW$�jV# webbtJ4²Ĭ������� 
 

jV � web @J/: 

https://pdbj.org/jv/index_j.html 

 

 

 

  

Ã 18� ƒÚ¦ Ƥ�#ƍ#Ɛ�4Ũ,����Ã 
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2.6.! 85*I,��~>eJ={�Qk!
���$�KBntXrCŭŋ#¥"Ùţ�1TKVWRArC"���ŲĆ�'��WRArCŭ

ŋ4ţ��*"$�'��OtERVG9V4÷Ø�1�*#`qt_ĩ4�î�1çŧ��0'��

`qt_ĩ�î$�FerWs]jt#”Dock”O_ +��$�”Screening”O_"�1 
”Make Pocket”4BnRB�'�����$ąÕ#�Ó#àĘ4`qt_ĩ �1Ąģ"���ŲĆ�
'��Snts]jt"
���`qt_ĩ ��àĘ4£Ĵ�1�Ó4Ƈò�'�����$�lig6
4BnRB�'���#å"”Make Pocket”4BnRB�'�� 

 
 
 
 
 
 
 
 
 
 
 
 

�  
 
 
Snts]jt"ă�� point7�İ2��'� (Ã 20)� 
 
 

 

 

 

 

 

 

  

�  

�  

Ã 19� WRArCĴ`qt_ĩ#�î 

Ã 20� `qt_ĩ�îĻå#ĵƛ 
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� �î�2�`qt_ĩ4Ŀű�1�*"�lig64ƚŤŀ"��('�-��Snts]jt# lig64
¸BnRB�1 İ21`oP:rhXjt#}�/”Hide Atom”4Ƈò�'�� 
 
 
 
 
 
 
 
 
 
 

 

 

 

 

  

lig64ƚŤŀ"�1 `qt_ĩ4Ŀű�
'� (Ã 22)� 

 

 

 

  

Ã 21� �Ó#ƚŤŀþ� 

Ã 22� �î��`qt_ĩ 
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2.7.! G1>2J2I;+��mf!
ě"�pM`OtOr[Bŷ#÷Ø4ţ�'�����$�pro1 pro2#{Ą4pM`OtOr[

Bŷ ���Ĵ�'��pro1 pro24Ƈòå (shiftAt/CtrlAt4ó��ŦĀƇò)�FerWs]
jt#”Select Receptor Molecule”4Ƈò�'�� 

 
  

Ã 23� pM`OtOr[BŷƇòĻå#ĵƛ 

� 

�  
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2.8.! 85*I,~E)I8�s}!
� ě"�WRArCĴn@rW#ħ�4�'��WRArC"�Ĵ�1n@rW$�(1) Ġō°Ó�
ª�(2) Ɖ�Ƙš�ª�(3) 3D­4ţ�çŧ��0'�����$ XŖœĈĖƂ"¾'2��1n@r
W4Ĵ���'�#��(3)# 3D­$yŧ��� 
� Tree View# lig64¸BnRB	
 ”Show Atom”��ƚŤŀ"���� lig64�Ťŀ�'��Ġō�ª
#ėÓ4ŪÜ�1"$�space fillingŤŀ.0+KT8RBŤŀ#Ą�����-��Tree View#
lig64Ƈòå"�hXjtZt# Display 	
  Stick 	
  Only4Ƈò�'�� 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
Ġō°Ó4�ª�1"$�Tree View� lig64Ƈòå"�Command View#”Add Hydrogens”4Bn
RB�'�� 
 
 
  

Ã 24� n@rW4KT8RBŤŀ"��ĵƛ 

Ã 25� Add HydrogensÙţĵƛ 
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“Add hydrogens”4Ùţ�1 n@rW#Š�Ë3���'�É»��0'��Ũ,���1�*"
lig6#Š4Ë	�('�-��lig64Ƈòå"�hXjtZt#”Color”	
 ”Atoms” 	
 ”Cpk”4Ƈò�'
�� 
 

 
  

Ã 26� ­»ĭ#Š4Ë	1þ�#ĵƛ 

Ã 27� ­»ĭ#ŠËĉå#ĵƛ 
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ě"�lig6"Ɖ�Ƙš4�ª�'��Tree View� lig64Ƈò��”Partial Charge”4BnRB�'
����
�P97qC��”MOPAC7 AM1 BCC”4Ƈò���OK4BnRB�'�� 
 

 
  

Ã 28� pM`OtOr[BŷƇòĻå#ĵƛ 
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2.9.! 85*I,�g�!
� ­»ĭ#ħ��Ő3��/”Docking”cOr4BnRB��WRArC4ƎÑ�'��”Docking”4B
nRB�1 WRArC��1n@rW4Ƈò�1P97qC��'�� 
 

 
���$�”One ligand in Tree/3D view”#mJ>cOr4Ƈò��OKcOr4ó�'��ĉ
"”Docking : Select Ligand”#P97qC��1#��lig64Ƈòå"�OKcOr4ó�'�� 
  

Ã 29� WRArC4��1n@rWƇòP97qC 
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���$�”Number of candidate molecule”4 1"��Clustering4>^"Ëĉ���OK4ó�'
��WRArC4ƎÑ�'��(�#ćĩ��lig6�point7$�lig3�point4 !0'��) 

 

  

Ã 30� WRArC#ůØP97qC 

Ã 31� WRArCŭŋ}#ĵƛ 

ŭŋ}$ŹŠ 
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� WRArCŭŋ}$�79FrZt"�1Àū�etB#79Fr (79Fr#|&#¸ŉ�Ã 31s
Ã 32ƙĒ) �ŹŠ"!0'��ŭŋ#ƄùĮĢ$�FrNtoĵƛ�/+Ŀű�
'��(Ťŀ�2�
�!�É»$Window 	
  console) WRArCŭŋ�Ő~�1 �ŹŠ���79Fr�ĨŠ"!0�
WRArCs9r^="WRArCdtL�İ2'��ƥě�ĖƂ$�WRArCs9r^=�#WR

ArCdtL4¸BnRB��”Add Selected Docking Result”4BnRB�1� ��ĵƛ"Ťŀ�2
'���# 
�Þ#:8rW:" lig5�ſª�2��'��  

 
  

Ã 32� WRArCŭŋŐ~å#ĵƛ 

ŭŋ�Ő~�1  
ĨŠ 
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����WRArC#œđ4Ũ,���1�*"�Or[Bŷ4ƚŤŀ"��('��pro1 pro24Ƈ
ò���¸BnRB4�1 İ21hXjt�/”Hide Atom”4Ƈò������� 

 
�/"¼ė#Ąģ�`qt_ĩ4ƚŤŀ"��('�-��Tree View # point 4 4¸BnRB�
��”Hide Atom”4Ƈò������� 

 
 

Ã 33� Or[Bŷ#Ťŀ4>^"�1Ąģ 

Ã 34� œĈĖƂ nWRArCĖƂ#Ğż  



 25 / 33 
 

2.10.! PDB<#&F�7Ae/J<#&F�Se(b�-J:JX~�a])!
� WRArCŭŋ#Ɩ"�WRArC"Ɔ�� PDB^69o �VdqJtéÈ^69o(TPL^69
o)�Ş¬Ĺ"�î�2�
0�GUI�/�Õ·ŝ!Įì"!���'��”File�	
 ”Export PDB”��
WRArCŭŋĴ"�ı�2� PDB^69o4�UKBVR`"”2q6b” ��^=oP4�î�
��”Pro_md.pdb” ��½¥��Õ�������¼ė"�”File”	
 ”Export TPL”4Ƈò�
��”Pro.tpl” ��½¥�VdqJtéÈ^69o4�¼�^=oP"�Õ������� 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
  

Ã 35� sievgene�©^69o (Pro_md.pdb, Pro.tpl) #�© 
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2.11.! >eJ={<#&F�Se(b�-J:JX~�a])!
� w#þ��ĸĲ���`qt_ĩ4úŎĴ"Ĵ�1� +�
'���ƒÚ¦ #Ŧ»�ĖƂ��1

É»"$ƒÚ¦#°ÓàĘ4`qt_ĩ ��Ĵ�1� ��
'�����$�ƒÚ¦#àĘ4

point.pdb ���Õ���å��Ĵ�'��lig3 (WRArC¥$ lig6)  4Ƈòå"¸BnRB����
�
�hXjt#}�/”Export Single PDB”4BnRB���wž# PDB^69o VdqJt^6
9o ¼�^=oP" point.pdb ��½¥��Õ������� 

 
 
ďQjtVn7o�$�Pro_md.pdb�Pro.tpl�point.pdb 4�î�'����2/4�� �
screening_pack4�Ĵ��KBntXrCŭŋ4K[FrŊ��Ùţ�1� ��
'�� 
 
 
 
 
 
 
 
 
 
 
 
 

Ã 36� úŎ¡čƝÆ#`qt_ĩUtO (point.pdb) #�© 
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3.!��L�oX�v�!

3.1.! ���E157!
Ź�Àū�Â��cOr4BnRB�1 Snts]jt"¾'21�Ó�ĵƛ"´'1.�"�ĵƛ

�nMRV�2'�� 

  
Ã 37� �Ó4}Ð"Ťŀ���ĵƛ 
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3.2.! x�Wd�1I2JEI,!
 Tree view ��Ó4Ƈò��å"�”Center” (ŹĒ�Â��Ɖ�)#cOr4BnRB�1 ��#�Ó
4ĵƛ}Ð"ôÎ��Ťŀ�
'�� 

 
 

 
 
  

 

Ã 38� Ƈò�Ó#ôÎơ�Ó#Ƈò CentercOr#BnRBƢ 

Ã 39� Ƈò�Ó#ôÎơôÎå#ĵƛƢ 
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4.!U�Y85*I,!

4.1.! zT!
�#ň�$�DockingO_#}#”Auto Docking”4���WRArCĄģ"���ŲĆ�'��'��

yŧ�Ó4Ɣ±�'���x�$�wž ¼� 2q6b4��'��'��yŧ�Ó4¤Ɣ�'�� 

 
4.2.! Auto!Docking��c!
� yŧ�Ó#¤Ɣ�Ő3��/�DockingO_�/”Auto Docking”4Ƈò��BnRB�'�� 
 

 
  

Ã 40� yŧ�ÓƔ±å#ĵƛ 

Ã 41� "Auto Docking"#ƎÑ 
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4.3.! G1>2J��l!
� “Auto Docking”#cOr4BnRB�1 �'��WRArC"�Ĵ�1pM`OtOr[Bŷ#Ƈ
ò�ġ*/2'�#��pM`OtOr[Bŷ4Ƈò���/��#å"�P97qC#”OK”cOr4
BnRB�'�����$�pro1 pro2#{Ą4pM`OtOr[Bŷ ��÷Ø�'�� 

 

����OK4ó� �Tree View# pro1 pro2"ę"[Receptor] Ťŀ�2'�� 
 
 
 

  

Ã 42� pM`Ot�Ó#Ƈò 

Ã 43� pM`OtOr[Bŷ4Ƈò��ĵƛ 
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4.4.! >eJ={�Qk!
� WRArC#G9VơdDRVƢ4÷Ø�1`qt_ĩơÙł"$WRArC#¡čƊŘ4÷Ø�1

�*#ĩřƢ4�î�'��`qt_ĩ4�î�1Ąģ$�����0'������$�XŖœĈĖ
Ƃ#n@rW�Ó#àĘ4`qt_ĩ ���Ĵ�'����
�P97qC#}�/�”Coordinates 
of the ligand”4Ƈò�� OK4ó�'�� 

 
����°ÓàĘ4`qt_ĩř ���Ĵ�1�Ó4Ƈò�� OK4ó�'�����$�lig64Ƈ
ò�'��OK4BnRBå"�Tree View" point7�İ2'�� 

 
 

Ã 44� `qt_ĩ#�î 

Ã 45� `qt_ĩ"�Ĵ�1�Ó#Ƈòŧġĵƛ 
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4.5.! 85*I,�� E)I8�mf!
ě"�WRArC��1��Ó­»ĭ4÷Ø�'�����$�lig64Ƈò�� OK4ó�'�� 

 
4.6.! 85*I,rM�mf!
� ċå"�WRArCĐ�4�©���OK4BnRB�1 WRArCŭŋ�Ñ'0'�����
$�Number of candidate molecules4 1"���Clustering#Q;RB4>^"���'�� 

 

 
 
 

 

Ã 46� WRArC��1�Ó#÷Ø 

Ã 47� WRArCĐ�#÷Ø 


