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◓fi♬כꜞ◒☻ .1  

 

MolDesk Basic ≢ ≢⅝╢ │∆═≡ MolDesk Screening ≢╙ ≢⅝╕∆⁹ 

 

ⱴ♬ꜙ▪ꜟ≢│MolDesk Screening ≢─╖ ≢⅝╢ ⌐≈™≡ ⇔╕∆⁹ 

MolDesk Basic ≤ ─ ⌐≈™≡│₈MolDesk Basic ⱴ♬ꜙ▪ꜟ₉╩ ⇔≡ↄ∞↕

™⁹ 

 

Ligand Box │ 200 ─ ╩ ⁹MolDesk Screening∆≢☻כⱬ♃כ♦╗ ─

◓fi♬כꜞ◒☻ ≢│⁸LigandB ox ⅜◙כꜚ┘╟⅔ ⇔√ ⅛╠⁸

─ ╩ ╡ ╗↓≤⅜≢⅝╕∆⁹ 

 

╕√⁸ꜚ ⅜◙כ ⇔√ ⌐ ◓fi♬כꜞ◒☻⁸≡⇔ ⅜ ⌐⌂╢ ⌐

◓fi♬כꜞ◒☻⁸≡⇔ ≢⅝╕∆⁹ 

 

 

1.1. ▬fi☻♩הꜟכꜝ▬☿fi☻  

 

MolDesk  Screening ─▬fi☻♩כꜟ ⁸ꜝ▬☿fi☻ ─ │⁸MolDesk Basic ≤

∂≢∆⁹MolDesk Basic ─ⱴ♬ꜙ▪ꜟ╩ ⇔≡ↄ∞↕™⁹ 

 

√∞⇔⁸ ╩⁸MPI ╛⁸nVIDIA ─◓ꜝⱨ▫♇◒Ⱳכ♪≢ ⌐ ⇔

√™ │⁸MPI ─▬fi☻♩כꜟ╛ CUDA ⌂≥⅜ ⌐⌂╡╕∆⁹ 

⌂ │⁸₈MPI/GPU ⌐╟╢MD ─ ₉─ ╩↔ ↄ∞↕™⁹ 

 

β Mac │⁸ ─ MPI ╛ CUDA ⌐╟╢ ╩◘ⱳ⁹╪∑╕⇔♩כ 
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1.2. LigandBox─  

 

L igandBox ─ │⁸LigandBox ─ ╢∆◓fi♬כꜞ◒☻╠⅛ ⌐ ≢∆⁹ 

 

β LigandBox │♄►fi꜡כ♪◘▬♩≢ ⇔≡™╕∆⁹♄►fi꜡כ♪◘▬♩⌐ ∆╢

╩↔ ⌂™ │⁸ Ᵽ▬○ moldesk@imsbio.co.jp ╕≢ⱷכꜟ≢↔

ↄ∞↕™⁹♄►fi꜡כ♪◘▬♩─ URL ≤⁸▪◌►fi♩⁸Ɽ☻꞉כ♪╩↔ ™√⇔

╕∆⁹ 

 

≢ ⇔≡™╢  LigandBox │⁸LigandBox ver.2 210⁸LigandBox ver. 2104⁸

LigandBox ver. 2004 ≤ LigandBox ver. 1906 ≢∆⁹ 

 

LigandBox ver. 2210 │⁸8 ♃כ♦─ ⱨ□▬ꜟ⅛╠⌂╡╕∆⁹ 

│ ─ ╡≢∆⁹ 

 

LB_drug_Namiki 2204.gz 

LB_drug_Namiki 2204.ligandImage.zip  

LB_agri_Namiki 2204.gz 

LB_agri_Namiki 2204.ligandImage. gz 

LB_drug_Kishida 2210.zip 

LB_drug_Kishida 2210.ligandImage.zip  

LB_agri_Kishida 2210.zip 

LB_agri_Kishida 2210.ligandImage.zip  

 

∕╣∙╣ ∆╢≤⁸ ─  ⁹∆╕╡⌂⌐♃כ♦─≈4

LB_drug_Namiki 2204 : ♫Ⱶ◐ ה ↑ 300  

LB_agr i_Namiki 2204 : ♫Ⱶ◐ ה ↑ 300  

LB_drug_Kishida 2210 : ◐◦♄ ה ↑ 100  

LB_agri_Kishida 2210 : ◐◦♄ ה ↑ 100  

 

β  LB_drug_Namiki 2204.gz ≤  LB_drug_Namiki 2204.ligandImage.zip │  ∂ⱨ◊

ꜟ♄ ♦▫꜠◒♩ꜞ ⌐ ⇔≡ↄ∞↕™⁹ 

∕─ ╙♃כ♦⁸3 ≢∆⁹ 

  

mailto:moldesk@imsbio.co.jp
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ⱨ◊ꜟ♄ ♦▫꜠◒♩ꜞ ⌐ ∆╢≤⁸ ─ ⌐⌂╡╕∆⁹ 

 

LB_drug_ Namiki 2204  - ligand              : ─mol2 ⱨ□▬ꜟ 

                       - mts_data           : -  

                       - protein             : 181  

                       - pro_list (ⱨ□▬ꜟ)   : 181 ꜞ☻♩ 

                       - pro.list (ⱨ□▬ꜟ)   : 181 ꜞ☻♩ 

                       - version (ⱨ□▬ꜟ)   : DB ≢ ⇔√ sievgene─Ᵽכ☺ꜛ

fi 

                       - ligandImage        : MolDesk Screening ≢ ℮ ⱨ□▬ꜟ 

─ 3≈╙  

 

β Linux ⱴ◦fi─ ⁸ ◖ⱴfi♪│⁸ ⅎ┌⁸ 

     unzip LB_drug_Namiki 2204.gz 

   ≢∆⁹ 

 

β ─Ɽ☻⌐│⁸☻Ɑכ☻╩ ╕⌂™╟℮⌐⇔≡ↄ∞↕™⁹☻Ɑכ☻╩ ╪∞Ɽ☻⌐ 

∆╢≤ C:¥ Program Files ⁸MolDesk Screening ⅜ ⌐ ⇔╕∑╪⁹ 

 

β ∆╢≤⁸∕╣∙╣ 63G Ᵽ▬♩⌐⌂╡╕∆─≢⁸▬fi☻♩כꜟ ─

─ ⌐↔ ↄ∞↕™⁹ 

 

β Windows ≢ ♁ⱨ♩╩ ℮ │⁸ⱨ□▬ꜟ◘▬☼⅜ ⅝™─≢ ⅜ ≢∆ 

   ♁ⱨ♩⌐╟∫≡│⁸◘▬☼⅜ ⅝∆⅞≡ ≢⅝⌂™ ⅜№╡╕∆⁹ 

   ⅎ┌⁸Explzh (x64) ≤™℮ⱨꜞכ─ ♁ⱨ♩≢│ ≢⅝╕⇔√⁹ ⅜

╣≡™╢─│₈Explzh₉₈7-Zip₉≢∆⁹◄ꜝכ⅜ √ │↓╣╠─ ♁ⱨ♩╩ ∫

≡ↄ∞↕™⁹  

   Linux ⱴ◦fi╩⅔ ∟─ │⁸Linux ⱴ◦fi≢ ⇔√ ⅜⁸ ⇔╛∆™≢∆⁹ 

    

⌐⁸₈8.3.2 Screening₉╩ ⇔⁸LigandBox ╩ MolDesk Screening ⌐ ⇔≡⁸

◓fi♬כꜞ◒☻ ≤⇔≡ ≢⅝╢╟℮⌐⇔╕∆⁹ 

 

  



8 

 

1.3. ChEMBL sdfs─  

 

ChEMBL sdfs ─ │⁸ ─ ─ ⌐╟╢ ╩∆╢ ⌐ ≢∆⁹ 

1 ♃כ♦─ ⱨ□▬ꜟ⅛╠⌂╡╕∆⁹ 

 

│ ─ ╡≢∆⁹ 

 

chembl_24_sdfs_moldesk.zip 

 

ⱨ◊ꜟ♄ ♦▫꜠◒♩ꜞ ⌐ ∆╢≤⁸ ─ ⌐⌂╡╕∆⁹ 

 

chembl_24_sdfs_moldesk  - c000   : ─ sdfⱨ□▬ꜟ 

 ChEMBL  ID ⅜ⱨ□▬ꜟ ⌐⌂∫≡™╢ 

                         - chembl_id.lst  (ⱨ□▬ꜟ)   : ꜞ☻♩ 

 

⌐⁸₈8.3.2 Screening₉╩ ⇔⁸ChEMBL sdfs ╩ MolDesk Screening ⌐ ⇔

≡⁸  ([Make Regression model] ≤ [Predict with Reg ression model])  ≢ ∆

╢ ≤⇔≡ ≢⅝╢╟℮⌐⇔╕∆⁹ 
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◙כꜚ .1.4 ◓fi♬כꜞ◒☻─ DB─  

 

LigandBox ╩ ◓fi♬כꜞ◒☻≡⇔ ╩ ℮ │⁸↓─ │ ╖ ┌⇔≡ↄ∞↕™⁹ 

 

 [Preparation ] -  [Make DB  for Screening ] ≢⁸ ↕╣╢ LigandBox ⌐⁸

◙כꜚ ─ ⱨ□▬ꜟ╩ ◓fi♬כꜞ◒☻⁸≡⇔⌐ ╩☻כⱬ♃כ♦─ ∆╢

↓≤⅜≢⅝╕∆⁹∕╣⌐╟╡⁸LigandBox ⅜◙כꜚ⁸─ ⇔√ ♬כꜞ◒☻╩

fi◓ ⌐≢⅝╕∆⁹ 

∆╢ ⱨ□▬ꜟ│⁸ ─ sdf ⱨ□▬ꜟ⅜ ≢∆⁹ 

 

β ☻◒ꜞכ♬fi◓≢ ⌐☻כⱬ♃כ♦╢∆ ╕╣╢ │⁸ ≢╙ 100

1000 ⌐⇔≡ↄ∞↕™⁹ ⅜ ◓fifi♬כꜞ◒☻≥™⌂ Ⱪꜟ⌐ⱥכ♥

♇♩ ⅜ ↕╣╕∑╪⁹ 

─◓fi♬כꜞ◒☻ ⸗♦ꜟ≢ ⇔≡™╢ ─Ɽꜝⱷ♃╩ ∆

╢√╘⌐│⁸ ⅜ 100 1000 ⌂√╘≢∆⁹ 

 

1.4.1. ⱪ꜡☺▼◒♩─  

 

ⱪ꜡☺▼◒♩╩ ⇔≡⌂™ │⁸ ╩ ∆꞉כ♬fi◓ ⅜≢╕∆─≢⁸ⱪ꜡☺▼◒

♩╩ [File ] ð [Save as] ⱷ♬ꜙכ≢ ⇔≡ↄ∞↕™⁹☻◒ꜞכ♬fi◓ ─ ⱬ♃כ♦

⁸│☻כ ⇔√ⱨ◊ꜟ♄ ⌐ ⇔╕∆─≢⁸ ⌐ ─№╢ ⌐ ⇔≡ↄ∞↕

™⁹10 №√╡⁸ 6GB ─ ⅜ ≢∆⁹ 

 

 

 

╕√⁸∆≢⌐ ─ⱪ꜡☺▼◒♩╩⁸[File ] ð [Open Project] ≢ ™√ ≢⁸  

[Make DB  for Screening ] ╩◒ꜞ♇◒⇔√≤⅝⌐⁸ ─꞉כ♬fi◓ ⅜ ╢↓≤⅜№

╡╕∆⁹ 
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∆≢⌐⁸ ⌐⌂╢ work ¥  database ⱨ◊ꜟ♄⅜ ↕╣≡™╢ⱪ꜡☺▼◒♩≢♦כ♃

ⱬכ☻╩ ⇔╟℮≤⇔√√╘ ≤⌂∫≡╕∆─≢⁸work ¥  database ─ ⇔

⌂™ ─ⱪ꜡☺▼◒♩≢ ⇔≡ↄ∞↕™⁹ 

 

☻כⱬ♃כ♦ .1.4.2 ─  

 

ⱪ꜡☺▼◒♩⅜ ↕╣≡™≡⁸work ¥  databaseⱨ◊ꜟ♄⅜ ⇔⌂™ │⁸ ─♦

☻כⱬ♃כ ─ ⅜ ╕∆⁹ 

 

 

 

2 ─⁸ 

[set substitute property name to identify molecules, if "<NScode>" or   

"<SUPPLIERID_*>" or "<IDNUMBER>" or "<idnumber>" does tag does not exists in 

sdf file :]  
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─ ─ ⅜ ⌂─≢ ≢ ⇔ↄ ⇔╕∆⁹ 

 

╘⌐⁸  sdf ⱨ□▬ꜟ─ ≢≤⌂כ♃▫♦◄♩☻◐♥╩ ⇔≡ↄ∞↕™⁹ 

 

β sdfⱨ□▬ꜟ╩Windows ≢ ™≡ ╩ ∆╢ │⁸ⱨꜞכ♁ⱨ♩─ TeraPad ⅜

≢∆⁹ 

 

sdf ⱨ□▬ꜟ─ ≤⇔≡⁸property ≤⇔≡⁸NScode ╕√│ SUPPLIERID_*  

╕√│ IDNUMBER ╕√│⁸idnumber ─ ⅜№╢ ⁸∆⌂╦∟⁸ 

 

>  < NScode> 

***  

 

>  <SUPPLIERID_*>  

***  

 

>  <IDNUMBER>  

***  

 

>  <idnumber>  

***  

√∞⇔⁸*│  

 

⅜ ↕╣≡™╢ ⁸MolDesk ≢│⁸ ⌐ ∆╢ mol2 ⱨ□▬ꜟ─◖ⱷfi♩ ─

IDNUMBER= ⌐⁸sdf ⱨ□▬ꜟ─ propery ─ ╩ ─╟℮⌐ ⇔╕∆⁹ 

↓╣⌐╟╡ ─ ⅜ ⌐⌂╡╕∆⁹ 

 

(mol2 ⱨ□▬ꜟ ) 

@<TRIPOS>COMMENT  

 LIGANDBOX_ID = MOLECULE -00000001-01 

 SUPPLIER = SUPPLIER  

 SOURCE = SOURCE  

 IDNUMBER = NS -000000001-0001 

 MOLECULAR_FORMULA = C8H9NO4  

 MOLECULAR_WEIGHT = 183.163  

 MOLECULAR_CHARGE = 0  

 SUM_OF_ATOMNUMBER = 96  

 SUM_OF_ATOMNUMBER_MINUS_CHARGE = 96  

 NUM_OF_DONOR = 5  

 NUM_OF_ACCEPTOR = 4  

 HOMO = -9.2167 

 LUMO = -0.5693 

 NUM_OF_CHIRAL_ATOMS = 1  
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@<TRIPOS>MOLECULE  

MOLECULE -00000001-01 

 22 22 0 0 0 

SMALL  

USER_CHARGES  

 

@<TRIPOS>ATOM  

     1 C1           0.2340     0.2060    -0.1420 C.ar      1  LGD        -0.0357 

     2 C2           1.5030    -1.9990     0.1260 C.2       1  LGD         0.3443  

     3 C3           1.5630    -0.5300    -0.3070 C.3       1  LGD        -0.1662 

 

 ההה

 

 

 

∆╢mol2 ⱨ□▬ꜟ│⁸☻◒ꜞכ♬fi◓ ◓fi♬כꜞ◒☻⁸≢─∆╕╡⌂≥

ꜞ☻♩⌐╙⁸IDNUMBER ≤⇔≡↓─ ⅜ ↕╣⁸  sdf ≤─ ↑⅜

⌐⌂╡╕∆⁹ 

 

↓↓≢⁸ ⌐⁸  sdf ⱨ□▬ꜟ─ ⅜ ─ ╡⁸ ≤⇔≡⁸property

≤⇔≡⁸NScode ╕√│ SUPPLIERID_* ╕√│ IDNUMBER ╕√│⁸idnumber ─

⅜⌂⅛∫√≤⇔╕∆⁹ 

 

  Mrv1622910011607582D           

 

 14 13  0  0  0  0            999 V2000  

    0.2198    0.0635    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0  

    0.9343   - 1.1740    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0  

    0.9343   - 0.3490    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0  

    0.2198    0.8885    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0  

   - 0.4946   - 0.3490    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0  

   - 1.2091    0.0635    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0  

   - 0.4946    1.3010    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0  

   - 1.2091    0.8885    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0  

    1.6488   - 1.5865    0.0000 O   0  0  0  0  0  0  0  0  0  0  0  0  

    1.6488    0.0635    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0  

    0.2198   - 1.5865    0.0000 O   0  0  0  0  0  0  0  0  0  0  0  0  

   - 1.9236   - 0.3490    0.0000 O   0  0  0  0  0  0  0  0  0  0  0  0  

   - 0.4946    2.1260    0.0000 O   0  0  0  0  0  0  0  0  0  0  0  0  

    3.6524    0.0000    0.0000 Cl  0  0  0  0  0  0  0  0  0  0  0  0  

  2  3  1  0  0  0  0  

  3  1  1  0  0  0  0  

  4  1  2  0  0  0  0  

  5  1  1  0  0  0  0  

  6  5  2  0  0  0  0  

  7  4  1  0  0  0  0  

  8  6  1  0  0  0  0  

  9  2  2  0  0  0  0  
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 10  3  1  0  0  0  0  

 11  2  1  0  0  0  0  

 12  6  1  0  0  0  0  

 13  7  1  0  0  0  0  

  8  7  2  0  0  0  0  

M  END 

>  < SID> 

NS- 000000001 - 0001  

 

$$$$  

 ההה

 

↓─ sdf ⱨ□▬ꜟ≢│⁸↓─╕╕≢│⁸ mol2 ⱨ□▬ꜟ⌐ IDNUMBER= ─ ⅜

≢⅝⌂™─≢⁸  sdf ⱨ□▬ꜟ─ ≤ mol2 ⱨ□▬ꜟ─ ↑⅜⌂ↄ⌂╡╕∆⁹ 

∕↓≢⁸ ╦╡⌐ property  SID  ─ ╩ mol2 ⱨ□▬ꜟ─◖ⱷfi♩ ─

IDNUMBER= ≤⇔≡ ∆╢↓≤⌐⇔╕∆⁹ 

 

∕─ ⌐ ─ ╡⁸2 ─⁸ 

[set substitute property name to identify molecules, if "<NScode>" or   

"<SUPPLIERID_*>" or "<IDNUMBER>" or "<idnumber>" does tag does not exists in 

sdf file :]  

⌐⁸SID  ≤ property ╩ ⇔╕∆⁹ 
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╙⇔⁸ sdfⱨ□▬ꜟ─ property ⅜ ─╟℮⌐⁸ ⅜ ∫≡™╢ │⁸

property ≤⇔≡ ≢⅝╕∑╪⁹ 

 

> <entry name>  

molecule.001 

 

↓─ │⁸ ⅎ┌⁸ ─╟℮⌐ sdfⱨ□▬ꜟ─♃◓ ≢≤⌂כ♃▫♦◄╩ ⇔

≡⁸ ╩⌂ↄ⇔≡⅛╠↔ ↄ∞↕™⁹ 

 

> <entry_name>  

molecule.001 

 

 

─ │⁸ ─ ╡≢∆⁹ 

 

[Convert to 3D ] 

  

2D Ą 3D 

♅▼♇◒∆╢≤ 3 ╩ ℮⁹ 

3 │ ─ ≢ ℮⁹AMBER GAFF 2 ⌐╟╡◄

Ⱡꜟ◑כ ⌐╟╢ 3 ╩ ℮⁹∕─ ⌐⁸

H ─ ≤ ─ ╩ ℮⁹H ─ │⁸ /

⅜ ≢ ⌐⌂╢╟℮ ⇔⁸ │

MOPAC 7 AM1 ≢ ∆╢⁹ 

♅▼♇◒╩ ∆≤ 3 ╩ ╦⌂™⁹↓─ │⁸H ─

⁸ ─ │ ╦⌂™≢○ꜞ☺♫ꜟ─ ╩∕─╕╕

⇔≡⁸Mol2 ⱨ□▬ꜟ╩ ∆╢⁹ ⅜∆≢⌐ 3

↕╣≡™╢⌂≥─ ≢ 3 ⅜ ─ ⌐⁸♅▼♇◒

╩ ∆⁹ 

make conformer  

3 ∆╢ ⌐⁸ ─ Conformer ╩ ∆╢ │♅▼

♇◒∆╢⁹4 ─ ─ ⌐≈™≡ ⁹

⌐◐ꜝꜟ ⅜ ∆╢ ⌐│⁸ ╙ ⌐

⁹ 
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set substitute property 

name to identify molecules, 

if "<NScode>" or   

"<SUPPLIERID_*>" or 

"<IDNUMBER>" or 

"<idnumber>" does ta g does 

not exists in sdf file :  

sdf ⱨ□▬ꜟ─ ⌐⁸<NScode> ╕√│

<SUPPLIERID_*>  ╕√│  <IDNUMBER>  ╕√│ 

<idnumber> ─ property ⅜ ⇔⌂™ ⌐⁸ ─

property ─ property ╩⁸IDNUMBER =≤⇔≡

mol2 ⱨ□▬ꜟ⌐ ∆╢⁹ 

IDNUMBER  ≤⇔≡ ↕∑√™ ─ property ╩ ∆

╢⁹ ⅜⌂™ │⁸ 3≈─ prpperty ╩ ⇔

≡⁸IDNUMBER ≤∆╢⁹ 

3≈─ property ⅜ ◙כꜚ⁸∏∑ ─

property ╙ ⇔⌂™ │⁸ID NUMBER = │ mol2

ⱨ□▬ꜟ⌐ ↕╣⌂™ ↓─ ╙⁸3 │≢⅝╢⅜⁸

 sdf ⱨ□▬ꜟ─ ≤ mol2 ⱨ□▬ꜟ─ ─

↑⅜≢⅝⌂ↄ⌂╢ ⁹ 
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[Convert to 3D ] │○ⱪ◦ꜛfi≢∆⁹ │ ≢│№╡╕∑╪⁹ 

  

Set supplier name  

 if  ò<SUPPLIERNAME_*>ó  

does not exists in sdf files  

 sdf ⱨ□▬ꜟ─ ⌐⁸<SUPPLIERNAME_*> ⅜ ⇔

⌂™ ⌐⁸↓↓≢ ⇔√ ╩⁸SUPPLIER  = ≤⇔≡

 Mol2 ⱨ□▬ꜟ⌐ ≢⅝╢ ↔≤─ │

≢⅝⌂™ ⁹ 

 sdf ⱨ□▬ꜟ─ ⌐⁸<SUPPLIERNAME_*> ⅜ ∆

╢ │⁸∕∟╠─ ⅜ ↕╣≡ Mol2 ⱨ□▬ꜟ

⌐⁸SUPPLIER= ≤⇔≡ ↕╣╢⁹ 

─ SUPPLIER  ─ ⁹ 

Tag of moleculer name  

─ ⌐≈↑╢♃◓╩ ∆╢⁹ ≤│⁸

Mol2 ⱨ□▬ꜟ─ @<TRIPOS>MOLECULE  ─ ─ ⌐

↕╣╢ ⁹ 

─MOLECULE  ─ ⁹ 

↓╣│⁸ⱪ꜡◓ꜝⱶ⅜ ⌐ ∆╢ ID ≢∆⁹ 

SOURCE of input files  

ⱨ□▬ꜟ─ ╩ ∆╢⁹ 

Mol2 ⱨ□▬ꜟ─ COMMENT ⌐⁸SOURCE=≤⇔≡

↕╣╢⁹ 

─ SOURCE  ─ ⁹ 

 
 

(mol2 ⱨ□▬ꜟ ) 

@<TRIPOS>COMMENT  

 LIGANDBOX_ID = MOLECULE -00000001-01 

 SUPPLIER = SUPPLIER  

 SOURCE = SOURCE 

 IDNUMBER = NS-000000001-0001 

 MOLECULAR_FORMULA = C8H9NO4  

 MOLECULAR_WEIGHT = 183.163  

 MOLECULAR_CHARGE = 0  

 SUM_OF_ATOMNUMBER = 96  

 SUM_OF_ATOMNUMBER_MINUS_CHARGE = 96  

 NUM_OF_DONOR = 5  

 NUM_OF_ACCEPTOR = 4  

 HOMO = -9.2167 

 LUMO = -0.5693 

 NUM_OF_CHIRAL_ATOMS = 1  

 

@<TRIPOS>MOLECULE  

MOLECULE -00000001-01 
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[Filtering ] 

  

[by partial structure ] 

⌐╟╢ⱨ▫ꜟ♃ꜞfi

◓╩ ℮ │♅▼♇◒∆╢ 

 

⌂ ⌐┤↕╦⇔ↄ⌂™ ╩ ∆╢⅛⁸ ⌐┤

↕╦⇔ↄ⌂™ ╩ ∆╢⅛ ∆╢⁹ 

[by moleculer weight]  

⌐╟╢ⱨ▫ꜟ♃ꜞfi◓

╩ ℮ │♅▼♇◒∆╢ 

 

≤⁸ ╩ ∆╢⁹ 

 

[OK] ╩◒ꜞ♇◒∆╢≤⁸ⱨ□▬ꜟ☿꜠◒♃Ί⅜ ╢─≢⁸ ⱨ□▬ꜟ╩ ⇔≡ [ ↄ] 

╩◒ꜞ♇◒⇔╕∆⁹ 

 

 

 

↓─ ≢│MolDesk Screening ⱨ◊ꜟ♄⌐ ╕╣╢ ─ ≈─ sdfⱨ□▬ꜟ╩ ⇔╕

⇔√⁹ 

 MolDesk Screenng -> sample -> sdf -> multi01.sdf   ( ⅜ 1 ╕╣╢) 

 MolDesk Screenng -> sample -> sdf -> multi 3.sdf   ( ⅜ 3 ╕╣╢) 

 MolDesk Screenng -> sample -> sdf -> multi 28.sdf  ( ⅜ 28 ╕╣╢) 

 

[ ↄ] ╩◒ꜞ♇◒∆╢≤⁸ ⅜ ╕╡╕∆⁹ 
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☻כⱬ♃כ♦ .1.4.3  

 

◓fi♬כꜞ◒☻ ╩ ∆╢≤◖ⱴfi♪Ⱳ♃fi⅜◓꜠⁹∆╕╡⌂⌐כ◖ⱴfi♪Ⱳ♃fi⅜

╢™≡∫⌂⌐כ꜠◓ │ ≢∆⁹ 

 

 

◓fi♬כꜞ◒☻ ─ ☻כⱬ♃כ♦ ─ ─ │⁸ ─ ─ ╡≢∆⁹ 

 

 

Intel Core  i7-4790K 4.0GHz  

/ 16GB ⱷ⸗ꜞ / windows8.1  

8 ≢  

Xeon E5-2697 v2 @ 2.70GHz x 2 

(24◖▪ 48ⱪ꜡☿♇◘) 

/ 64GB ⱷ⸗ꜞ / Linux CentOS6  

48 ≢  

 641 26  191 7 23  

⅜ 259,868 ─  

 

─ ╩☻כⱬ♃כ♦⁸│ ⇔√™ ≢ ⇔≡ↄ∞↕™⁹ 

 

≢ ⌐ ⇔╕∆⅜⁸ ☻כⱬ♃כ♦ ⌐ ⌂ⱷ⸗ꜞ │ ⅜

⅝ↄ⌂╢╒≥ ⇔╕∆⁹ 

ⅎ┌⁸8 ─ │ 16GB⁸48 ─ │ 32GB⅜ ≢∆⁹ 

 

│ [Help] Έ [Preference]  Έ [Screening]  ─ Thread number ─ ≢ ≢⅝╕∆⁹



19 

 

♦ⱨ◊ꜟ♩≢│ⱴ◦fi─ ⱪ꜡☿♇◘ ⅜ ↕╣≡™╕∆⁹ 

⅜ ⅝™╒≥ⱷ⸗ꜞ╩ ⇔╕∆─≢⁸ⱷ⸗ꜞ ⅜ ⌂™ⱴ◦fi≢│ Thread 

number  ─ ╩ ↕ↄ⇔≡ↄ∞↕™⁹ 

 

Window 32bit ≢│ ≢⅝╕∑╪ ⱷ⸗ꜞ ─√╘ ⁹Windows 64bit ╕√│ Linux 

64bit ─⌂╢═ↄ☻Ɑ♇◒─ ™ⱴ◦fi╩↔ ↄ∞↕™⁹ 

 

30 ─ ◓fi♬כꜞ◒☻─ ─ ☻כⱬ♃כ♦ ≢⁸ 4.5GB 

╩ ⇔╕∆⁹ 

≢ ⇔√ │⁸ ╘⅛╠ ⅜ ≢∆⁹ 

 

 

☻כⱬ♃כ♦ .1.4.4  

 

☻כⱬ♃כ♦ ─ ⅜ ∆╢≤◖ⱴfi♪Ⱳ♃fi⅜◓꜠כ⅛╠ ≢⅝╢╟℮⌐ ╦

─☻כⱬ♃כ♦⁹∆╕╡ ↕╣╢ │⁸ ⇔√ⱪ꜡☺▼◒♩─ⱨ◊ꜟ♄╩ 

[PROJECT ] ≤∆╢≤⁸ 

 

[PROJECT ] -> work -> database 

 

≢∆⁹database │⁸ ─ⱨ◊ꜟ♄ ⌐⌂╡╕∆⁹ 

 

[ PROJECT]  ï work  ï database  ï ligand  

                                  -  ligandImage  

                                  -  mol2_files  

                                  -  mts_data  

                                  -  protein  

                                  -  all.mol2  (ⱨ□▬ꜟ)  

                                  -  all_exclude.mol2  (ⱨ□▬ꜟ)  

                                  -  error.log  (ⱨ□▬ꜟ)  

                                  -  exclude.info  (ⱨ□▬ꜟ)  

                                  -  pro_list ( ⱨ□▬ꜟ)  

                                  -  version ( ⱨ□▬ꜟ)  
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∕╣∙╣─ │ ─ ╡≢∆⁹ 

 

  

ligand  
10 ↔≤⌐⁸c***≤™℮ⱨ◊ꜟ♄⌐ 3 ⇔√

mol2 ⱨ□▬ꜟ╩ ⁹ⱨ▫ꜟ♃ꜞfi◓⇔√ ⁹ 

ligandimage  2 ─ ⱨ□▬ꜟ  

mol2_file s 
ⱨ□▬ꜟ ≢ 3d*** ≤™℮ⱨ◊ꜟ♄⌐ 3 ⇔√

mol2 ⱨ□▬ꜟ╩ ⁹ⱨ▫ꜟ♃ꜞfi◓∆╢ ⁹ 

 
mts_data  ≤ 181♃fiⱤ◒ ─ ⱨ□▬ꜟ 

protein  
181♃fiⱤ◒ ─♪♇◐fi◓ ─ ⱨ□▬ꜟ ╩ ♃fi

Ɽ◒ ─ⱨ◊ꜟ♄⌐  

all.mol2  
mol2_files ─∆═≡─ mol2 ⱨ□▬ꜟ╩ⱴכ☺⇔√ multi 

mol2 ⱨ□▬ꜟ⁹ⱨ▫ꜟ♃ꜞfi◓∆╢ ⁹ 

all_exclude.mol2  

all. mol2 ⱨ□▬ꜟ╩ ⌐╟╢ⱨ▫ꜟ♃ꜞfi◓⇔√ ─

mol2 ⱨ□▬ꜟ⁹ 

 

error.log  
3 ╡╟⌐כꜝ◄⁹◓꜡כꜝ◄─ 3 ⅜

≢⅝⌂⅛∫√ ╩ ≢⅝╢⁹ 

exclude.info  
⌐╟╢ⱨ▫ꜟ♃ꜞfi◓╩ ∆╢≤⅝⌐ ∆╢⁸

─ ─ ⱨ□▬ꜟ 

pro.list  181♃fiⱤ◒ ─ꜞ☻♩ 

version  fiⱨ□▬ꜟ⁹ꜛ☺כⱣ─☻כⱬ♃כ♦ 

 

₈8.3.2 Screening₉╩ ⇔⁸↓↓≢ ⇔√ database╩ ∆╢≤⁸database ╩

◓fi♬כꜞ◒☻≡⇔⌐ ⅜≢⅝╢╟℮⌐⌂╡╕∆⁹ ⌐│ ─ ╡≢∆⁹ 

 

[Help]  - [Preference]  ╩ ™≡⁸₈2. Screening₉╩ ⇔⁸[Browse] ╩◒ꜞ♇◒⇔

╕∆⁹ 
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⇔√ⱪ꜡☺▼◒♩ ≢│⁸MKDB011 ─ databaseⱨ◊ꜟ♄╩ ─╟℮⌐

⇔⁸[OK]╩◒ꜞ♇◒⇔╕∆⁹ 

 

databaseⱨ◊ꜟ♄⅜ ↕╣√─╩ ⇔⁸[OK]╩◒ꜞ♇◒⇔╕∆⁹ 
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◓fi♬כꜞ◒☻ .1.5 DB─  

 

LigandBox ╩ ◓fi♬כꜞ◒☻≡⇔ ╩ ℮ │⁸↓─ │ ╖ ┌⇔≡ↄ∞↕™⁹ 

 

 [Preparation] -  [Remake DB  for Screening ◓fi♬כꜞ◒☻⁸≢ [ ♃כ♦─

ⱬכ☻╩ ∆╢↓≤⅜≢⅝╕∆⁹ 

∆╢ │⁸ ≢ ∆╢ ◓fi♬כꜞ◒☻⁸╡ ─ ≢∆⁹ 

─⁸  [Make DB  for Screening ] ≢ ⁸Liga╛☻כⱬ♃כ♦√⇔ ndBox │⁸1

↔≤⌐ ⌐ ↕╣≡™╕∆⁹Ligand Box│ 200 ⌂─≢ 200 ⁸

⅜◙כꜚ⁸⌐  [Make DB  for Screening ] ≢ ─☻כⱬ♃כ♦√⇔ ⅜ 30

∞∫√ 30 ⌐⌂╡╕∆⁹ ⌐╟∫≡│⁸↓╣╟╡ ⅝⌂☻꜠♇♪

≢ ⅜ ⌂ ⅜№╡ⅎ╕∆⁹↓─ ⌐⁸╟╡ ⅝⌂ ≢ ⇔≡♦

╩☻כⱬ♃כ ⇔ ◓fi♬כꜞ◒☻⁸≥∆ ⅜ ↄ ⇔╕∆⁹ 

 

1.5.1. ⱪ꜡☺▼◒♩─  

 

ⱪ꜡☺▼◒♩╩ ⇔≡⌂™ │⁸ ╩ ∆꞉כ♬fi◓ ⅜≢╕∆─≢⁸ⱪ꜡☺▼◒

♩╩ [File ] ð [Save as] ⱷ♬ꜙכ≢ ⇔≡ↄ∞↕™⁹ ◓fi♬כꜞ◒☻√⇔ ─

⁸│☻כⱬ♃כ♦ ⇔√ⱨ◊ꜟ♄ ⌐ ⇔╕∆─≢⁸ ⌐ ─№╢ ⌐

⇔≡ↄ∞↕™⁹10 №√╡⁸ 6GB─ ⅜ ≢∆⁹ 

 

 

 

 

 

 

 

╕√⁸∆≢⌐ ─ⱪ꜡☺▼◒♩╩⁸[File ] ð [Open Project] ≢ ™√ ≢⁸  

[Remake DB  for Screening ] ╩◒ꜞ♇◒⇔√≤⅝⌐⁸ ─꞉כ♬fi◓ ⅜ ╢↓≤⅜

№╡╕∆⁹ 
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∆≢⌐⁸ ⌐⌂╢ work ¥  database ⱨ◊ꜟ♄⅜ ↕╣≡™╢ⱪ꜡☺▼◒♩≢♦כ♃

ⱬכ☻╩ ⇔╟℮≤⇔√√╘ ≤⌂∫≡╕∆─≢⁸work ¥  database ─ ⇔

⌂™ ─ⱪ꜡☺▼◒♩≢ ⇔≡ↄ∞↕™⁹ 

 

☻כⱬ♃כ♦ .1.5.2 ─  

 

ⱪ꜡☺▼◒♩⅜ ↕╣≡™≡⁸work ¥  databaseⱨ◊ꜟ♄⅜ ⇔⌂™ │⁸ ─♦

☻כⱬ♃כ ─ ⅜ ╕∆⁹ 

 

 

 

─ │⁸ ─ ╡≢∆⁹ 

 

  

Select database 
♄ꜟ◊ⱨ─☻כⱬ♃כ♦╢∆ ♦▫꜠◒♩ꜞ ╩

∆╢⁹ 

Division Number  ∆╢≤⅝─  

 

[Select database] ╩◒ꜞ♇◒∆╢≤⁸ ─ⱨ◊ꜟ♄ ⅜ ∆╢─≢⁸ligand ≤ 

mts_data ⱨ◊ꜟ♄⅜ ⌐№╢ⱨ◊ꜟ♄╩ ⇔╕∆⁹ ⌐ ⌂ⱨ◊ꜟ♄│⁸

ligand ≤ mts_data ≢∆⁹∕╣ │⁸ ≢ ⇔╕∑╪─≢ ≢∆⁹ 
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[OK] ╩◒ꜞ♇◒∆╢≤⁸ ⇔√ⱨ◊ꜟ♄⅜ ─╟℮⌐ ↕╣╕∆⁹ 

 

 

 

⌐⁸[Division Number]  ╩ ⇔╕∆⅜⁸♦ⱨ◊ꜟ♩≢⁸ ≢ ⌂ ☻꜠♇♪

⅜ ↕╣≡™╕∆ ─ ≢│ 8 ⁹ 

 

[OK] ╩◒ꜞ♇◒∆╢≤⁸ ⅜ ╕╡╕∆⁹ 

 

  



25 

 

☻כⱬ♃כ♦ .1.5.3  

 

☻כⱬ♃כ♦ ─ ⅜ ∆╢≤◖ⱴfi♪Ⱳ♃fi⅜◓꜠כ⅛╠ ≢⅝╢╟℮⌐ ╦

─☻כⱬ♃כ♦⁹∆╕╡ ↕╣╢ │⁸ ⇔√ⱪ꜡☺▼◒♩─ⱨ◊ꜟ♄╩ 

[PROJECT ] ≤∆╢≤⁸ 

 

[PROJECT ] -> work -> database 

 

≢∆⁹database │⁸ ─ⱨ◊ꜟ♄ ⌐⌂╡╕∆⁹ 

 

[ PROJECT]  ï work  ï database  ï ligand  

                                  -  ligandImage  

                                  -  mts_data  

                                  -  protein  

                                  -  pro_list ( ⱨ□▬ꜟ)  

                                  -  version ( ⱨ□▬ꜟ)  

 

∕╣∙╣─ │ ─ ╡≢∆⁹ 

 

  

ligand  
10 ↔≤⌐⁸c***≤™℮ⱨ◊ꜟ♄⌐ 3 ⇔√

mol2 ⱨ□▬ꜟ╩ ⁹ⱨ▫ꜟ♃ꜞfi◓⇔√ ⁹ 

ligandimage  2 ─ ⱨ□▬ꜟ  

mts_data  ≤ 181♃fiⱤ◒ ─ ⱨ□▬ꜟ 

protein  
181♃fiⱤ◒ ─♪♇◐fi◓ ─ ⱨ□▬ꜟ ╩ ♃fi

Ɽ◒ ─ⱨ◊ꜟ♄⌐  

pro.list  181♃fiⱤ◒ ─ꜞ☻♩ 

version  fiⱨ□▬ꜟ⁹ꜛ☺כⱣ─☻כⱬ♃כ♦ 

 

₈8.3.2 Screening₉╩ ⇔⁸↓↓≢ ⇔√ database╩ ∆╢≤⁸database ╩

◓fi♬כꜞ◒☻≡⇔⌐ ⅜≢⅝╢╟℮⌐⌂╡╕∆⁹ ⌐│ ─ ╡≢∆⁹ 
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[Help]  - [Preference]  ╩ ™≡⁸₈2. Screening₉╩ ⇔⁸[Browse] ╩◒ꜞ♇◒⇔

╕∆⁹ 

 

 

⇔√ⱪ꜡☺▼◒♩ ≢│⁸MKDB011 ─ databaseⱨ◊ꜟ♄╩ ─╟℮⌐

⇔⁸[OK]╩◒ꜞ♇◒⇔╕∆⁹ 

 

databaseⱨ◊ꜟ♄⅜ ↕╣√─╩ ⇔⁸[OK]╩◒ꜞ♇◒⇔╕∆⁹ 
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◓fi♬כꜞ◒☻ .1.6 ─  

 

 

 

 ̧ myPresto ─ ─ ╩ ™√▬fi◦ꜞ◖☻◒ꜞכ♬fi◓⅜ ≢⅝╕∆⁹ 

ᵑ ♪♇◐fi◓☻◖▪  

ᵒ MTS  (MTS)  

ᵓ  MTS  (ML -MTS) 

ᵔ  DSI   (ML -DSI ) 

 

 ̧ ™∏╣─ ╙♪♇◐fi◓ ╩ⱬ⁸╘√╢™≡⇔⌐☻כ ╙ ⅜ ↄ⌂╢

─ │⅔╟∕ 200 400 Da ─ ≢∆⁹ 

 ̧ ⌐ ™╢ ─ │ 5 ╩ ⇔╕∆⁹ 

 ̧ │⁸LigandBox ─ ⅜◙כꜚ┘╟⅔ 200 ⇔√ ≢∆⁹ 

 

 ̧ ◓fi♬כꜞ◒☻ ─ │ ─ ╡≢∆⁹ 

 

 ♩♇◕כ♃

♃fiⱤ◒

PDB  

 

ꜞ●fi♪ 

mol2  

◙כꜚ ⌐╟╢ 

 

mol2  

♪♇◐fi◓☻◖▪  Ừ  ủ 

MTS Ừ  ủ 

ML -MTS Ừ Ừ ủ 

ML -DSI   Ừ ủ 

Ừ  ủ  

 

β ↓↓≢│⁸LigandBox ╩≥↓╢∆◓fi♬כꜞ◒☻╠⅛ ≢ כꜚ⁸⅜∆╕™≡⇔

◙─ ╙≥↓╢∆◓fi♬כꜞ◒☻╠⅛ Ᵽכ☺ꜛfi≢│ ≢∆⁹ 
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◓fi♬כꜞ◒☻ .1.7 ─ ꜞ⸗ⱷה ה  

 

─◓fi♬כꜞ◒☻ ─ ╩ ⌐ ⇔╕∆⁹ 

 

 

Intel Core  i7-4790K 4.0GHz  

/ 16GB ⱷ⸗ꜞ / windows8.1  

8 ≢  

Xeon E5-2697 v2 @ 2.70GHz x 2 

(24◖▪ 48ⱪ꜡☿♇◘) 

/ 64GB ⱷ⸗ꜞ / Linux CentOS6  

48 ≢  

♪♇◐fi◓ 

☻◖▪  

╕√│MTS 

35 31  10  3  

ML -MTS 45  7  13 12  

ML -DSI  8 26  2 49  

♃fiⱤ◒ ╩ ╗ ⅜ 8,928 ⁸LigandBox  + 174 ─  

 

⌐ ⇔≡ ⌐ ╩ ℮ │№╡╕∑╪ ☻꜠♇♪ ≢ ™╕∆ ⁹ 

MolDesk Screening ╩▬fi☻♩הꜟכ▪◒♥▫ⱬכ◦ꜛfi⇔√ ⌐⁸∆← ⅜

ⅎ╕∆⁹ 

 

◓fi♬כꜞ◒☻ ⌐ ⌂ⱷ⸗ꜞ │ ⅜ ⅝ↄ⌂╢╒≥ ⇔╕∆⁹ 

ⅎ┌⁸8 ─ │ 16GB⁸48 ─ │ 32GB⅜ ≢∆⁹ 

 

│ [Help] Έ [Preference]  Έ [Screening]  ─ Thread number ─ ≢ ≢⅝╕∆⁹

♦ⱨ◊ꜟ♩≢│ⱴ◦fi─ ⱪ꜡☿♇◘ ⅜ ↕╣≡™╕∆⁹ 

⅜ ⅝™╒≥ⱷ⸗ꜞ╩ ⇔╕∆─≢⁸ⱷ⸗ꜞ ⅜ ⌂™ⱴ◦fi≢│ Thread 

number  ─ ╩ ↕ↄ⇔≡ↄ∞↕™⁹ 

 

Window 32bit ─ │⁸ⱷ⸗ꜞ ◓fi♬כꜞ◒☻⌐╘√─ ⅜ ≢⅝╕∑╪⁹ 

◓fi♬כꜞ◒☻ ╩ ∆╢ │⁸Windows 64bit ╕√│ Linux 64bit ─⌂╢═ↄ☻

Ɑ♇◒─ ™ⱴ◦fi╩↔ ↄ∞↕™⁹ 

 

1 ◓fi♬כꜞ◒☻─╡√№ ≢⁸ 5GB ╩ ⇔╕∆⁹ 
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◓fi♬כꜞ◒☻ .1.8 ─  

 

 

 

mol2 ⱨ□▬ꜟ─  

ML -MTS ≤ ML -DSI ≢│⁸ ─ ꜞ●fi♪─ mol2 ⱨ□▬ꜟ⅜ ≢

∆ MTS / Docking score ranking ≢│ ≢∆ ⁹ 

╕√⁸ ⇔√™ ⅜№╢ │∕╣╠─mol2 ⱨ□▬ꜟ╙ ≢∆⁹ 

mol2ⱨ□▬ꜟ─ ⌐≈™≡│₈1.9 mol2ⱨ□▬ꜟ─ ₉╩ ⇔≡ↄ∞↕™⁹ 

 

◒fiⱤ♃♩♇◕כ♃ ≤ⱳ◔♇♩─  

MTS / Docking score ranking ≤ML -MTS ◒fiⱤ♃♩♇◕כ♃⁸│≢ ≤ⱳ◔♇

♩╩⸗♦ꜞfi◓⇔≡⅔ↄ ⅜№╡╕∆ ML -DSI │ꜞ●fi♪ⱬכ☻─ ─√

◒fiⱤ♃♩♇◕כ♃⁸╘ ≤ⱳ◔♇♩─⸗♦ꜞfi◓│ ≢∆ ⁹ 

 

◒fiⱤ♃♩♇◕כ♃ ≤ⱳ◔♇♩⅜⸗♦ꜞfi◓↕╣√ⱪ꜡☺▼◒♩╩ ∆╢ │

2 ╡№╡╕∆⁹ 

 

A) ♃כ◕♇♩♃fiⱤ◒ ≤ⱳ◔♇♩─ⱪ꜡כⱩ ╩⸗♦ꜞfi◓⇔√ⱪ꜡☺▼◒♩╩

⇔╕∆⁹ⱳ◔♇♩─ⱪ꜡כⱩ ─ │ MolDesk Basic ─ⱴ♬ꜙ▪ꜟ╩

⇔≡ↄ∞↕™⁹ 

 

B) ⸗♦ꜞfi◓⅜∆≢⌐ ◒fiⱤ♃♩♇◕כ♃╢™≡⇔ ─ PDB ⱨ□▬ꜟ≤⁸ⱳ◔

♇♩─ⱪ꜡כⱩ ─ PDB ⱨ□▬ꜟ╩ⱪ꜡☺▼◒♩⌐ ╖ ╖╕∆⁹PDB ⱨ□▬ꜟ

─ ╖ ╖ │ MolDesk Basic ─ⱴ♬ꜙ▪ꜟ╩ ⇔≡ↄ∞↕™⁹ 
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◒fiⱤ♃♩♇◕כ♃ ≤ⱳ◔♇♩╩⸗♦ꜞfi◓⇔√ ⁸ ╩  [Select 

Receptor Molecule ] ≢ ⇔╕∆⁹↓─≤⅝⁸ ─ⱳ◔♇♩─ │ ↑╢╟℮

⌐ ⇔≡ↄ∞↕™⁹ 

 

 [MTS / Docking score ranking ]⁸  [ML -MTS]⁸  [ML -DSI ] ─™∏╣

◓fi♬כꜞ◒☻⁸≥╢∆◒♇ꜞ◒╩⅛ ─ ♄▬▪꜡◓⅜ ↕╣╕∆⁹ 

≢ ⇔√mol2 ⱨ□▬ꜟ╛⁸♃כ◕♇♩♃fiⱤ◒ ─ ╩ ⇔╕∆⁹ 

 

[OK]╩◒ꜞ♇◒∆╢≤☻◒ꜞכ♬fi◓ ⅜ ⇔╕∆⁹ 

 

◒fiⱤ♃♩♇◕כ♃ ⁸ ꜞ●fi♪⁸ ─ │ ─ ╡≢

∆⁹ 

 

∆╢╙─  

◒fiⱤ♃♩♇◕כ♃  ⱪ꜡☺▼◒♩╩ ◒fiⱤ♃♩♇◕כ♃⁸⇔ ≤ⱳ◔♇♩╩

∆╢⅛⁸ ⌐ ◒fiⱤ♃♩♇◕כ♃√⇔ ─ PDB ⱨ□▬

ꜟ≤ⱳ◔♇♩─ PDB ⱨ□▬ꜟ╩ ⇔╕∆⁹ 

ꜞ●fi♪ 

⅔╟┘ 

 

1 №√╡ 1 ─ mol2 ⱨ□▬ꜟ╩ⱨ□▬ꜟ ♄▬▪꜡

◓⅛╠ ⇔╕∆⁹ 

 

♪◐ꜙⱷfi♩≢│⁸MolDesk Screening ─▬fi☻♩כꜟ ⌐♦☻◒♩♇ⱪ⌐ ↕╣√

MolDesk Screening ⱨ◊ꜟ♄⌐ ╕╣╢◘fiⱪꜟ♦כ♃╩ ™≡⁸ ◓fi♬כꜞ◒☻⌐

╩ ™⌂⅜╠ ╩ ⇔╕∆⁹  
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1.9. mol2ⱨ□▬ꜟ─  

 

─ ⅜№╢ ⅜◙כꜚ⁸╛ ⇔√™ ⅜№╢

│⁸∕╣╠─mol2 ⱨ□▬ꜟ 3 ⇔√╙─ ╩№╠⅛∂╘ ∆╢ ⅜№╡

╕∆⁹ 

 

mol2ⱨ□▬ꜟ│⁸1≈─ⱨ□▬ꜟ⌐ ─ ⅜ ↕╣≡™╢ⱴꜟ♅ ≤⁸1≈─ⱨ

□▬ꜟ⌐ 1≈─ ⅜ ↕╣√◦fi◓ꜟ ─ ╩ ≢⅝╕∆⁹ 

 

√∞⇔⁸ ─ 3 ≤ ─ ◓fi♬כꜞ◒☻│ ≢│ ╦⌂™─≢⁸3

≤ ─ ⅜⌂™ ⌐ ⇔≡│⁸3 ≤ ─ ╩ ╘ ⇔≡

⅔ↄ ⅜№╡╕∆⁹ 

 

─ 3 ≤ ─ ╩ ⇔√ mol2 ⱨ□▬ꜟ╩ ∆╢√╘⌐│⁸  

[Convert  to 3D Mol2 ] ╩ ⇔╕∆⁹ 

 [Convert  to 3D Mol2 ] ─ │MolDesk Basic ─ⱴ♬ꜙ▪ꜟ╩ ⇔≡ↄ∞↕™⁹ 
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1.10. MTS ╕√│♪♇◐fi◓☻◖▪  ◓fi♬כꜞ◒☻╢╟⌐

 

MTS ╕√│♪♇◐fi◓☻◖▪ ◓fi♬כꜞ◒☻╢╟⌐ ≢│⁸1 ─ ≢ MTS

≤♪♇◐fi◓☻◖▪ ╩ ⌐ ⇔╕∆⁹ 

 

1.10.1. ⱪ꜡☺▼◒♩─  

 

ⱪ꜡☺▼◒♩╩ ◒fiⱤ♃♩♇◕כ♃⁸⇔ ╩⸗♦ꜞfi◓⇔⁸ⱳ◔♇♩╩ ⇔╕∆⁹ 

 

↓─ ≢│⁸♃fiⱤ◒ ≤ⱳ◔♇♩ ╩ⱨ□▬ꜟ⅛╠ ╖ ╖╕∆⁹ 

ⱳ◔♇♩─ │  [Make  Pocket] ╛  [Find Pocket ] ≢ ℮↓≤╙ ≢∆⁹

ⱳ◔♇♩╩ ∆╢ ⌐≈™≡│ MolDesk Basic ─ⱴ♬ꜙ▪ꜟ╩ ⇔≡ↄ∞↕™⁹ 

 

[File ] - [Open Molecular File ] ⱷ♬ꜙכ≢ⱪ꜡☺▼◒♩╩ ⇔╕∆⁹ 

↓─ ≢│ MolDesk Screening ⱨ◊ꜟ♄⌐ ╕╣╢ ─ PDB ⱨ□▬ꜟ╩ ⇔≡

ⱪ꜡☺▼◒♩╩ ⇔╕∆⁹ 

 

 MolDesk Screenng -> sample -> screening -> cox2 -> Pro.pdb 
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 [Insert from File ] ╩◒ꜞ♇◒⇔⁸ ─ⱳ◔♇♩ⱨ□▬ꜟ╩ ⇔╕∆⁹ 

 

 MolDesk Screenng -> sample -> screening -> cox2 -> point.pdb  
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[file ] ╩ ⇔╕∆⁹ 

[mouse] ╩ √⇔◒♇ꜞ◒☻►ⱴ⅜◙כꜚ≥╢∆ ⌐

ⱳ◔♇♩ⱨ□▬ꜟ⅜ ↕╣⁸ ⌂ ⅜≢⅝╕∑╪⁹ 

 

ⱨ□▬ꜟ≢ ⇔√ ⌐ⱳ◔♇♩⅜ ↕╣╕∆⁹ 
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↓─ⱪ꜡☺▼◒♩╩₈proj009₉≤™℮ ≢ ⇔╕∆⁹ 

ⱪ꜡☺▼◒♩─ │ MolDesk Basic ─ⱴ♬ꜙ▪ꜟ╩ ⇔≡ↄ∞↕™⁹ 

 

◓fi♬כꜞ◒☻ │ 1 ─ ≢ ♃כ♦╢∆ ⅜ ⅝™ GB √╘⁸ ⌐

ⱪ꜡☺▼◒♩─ ╩ ╩♃כ♦⁸™ ∆╢ⱨ◊ꜟ♄╩ ⇔≡⅔ↄ ⅜№╡╕∆⁹ 

 

ⱪ꜡☺▼◒♩╩ ∆╢≤ 3D ─♃Ⱪ ⅜ⱪ꜡☺▼◒♩ ⌐ ╦╡╕∆⁹ 

 

 

♪♇◐fi◓ ─ ╩ ⇔╕∆⁹ 

 

כꜞ♠⁸│≢↓↓ ≢  pro 1⁸   lig 2⁸  met 3  ╩ Ctrl + ◒ꜞ♇◒≢

⇔⁸ ◒ꜞ♇◒⅛╠[Receptor On] ╩ ⇔≡™╕∆⁹  lig2⁸met3 │ⱳ◔♇♩≤

⌂™ ⌐№╢─≢⁸  pro 1∞↑╩ ⇔≡╙ OK ≢∆ ⁹ │⁸ⱳ◔♇♩─

╩ ↑╢╟℮⌐ ⇔╕∆⁹ 

 

 

 

 

 

 

 

 

 

 

 

 

─ │MolDesk Basic ─ⱴ♬ꜙ▪ꜟ╩ ⇔≡ↄ∞↕™⁹  












































































































































































































































