
 

Protein 

name 
PDB accession Residues used to configure the grid box Reference 

AChE 4EY7 Tyr72, Tyr124 and Ser293 (Alaouy et al., 2023) 

AChE 4M0E Tyr72, Asp74, Tyr124, Trp286, Ser293, Val294, Phe295, Arg296, Phe297, 

Tyr337, Phe338 and Tyr341 

(Faloye et al., 2022) 

AChE 4PQE  Ser203, Tyr337, Glu334 and His447 (Marín et al., 2022) 

AChE 4EY5 Trp86, Ala204, Phe297, Tyr337, Phe338 and  His447 (Işık & Beydemir, 2021) 

AChE 4BDT Thr 83, Trp 86, Gly 121, Gly 122, Ser 203, Tyr 337, Tyr 341 and  Trp 439  (Borah et al., 2019) 

AChE 1ACJ Tyr 121, Trp 279,  Phe 288, Arg 289 and Tyr 334 (Ali et al., 2017) 

AChE 6ZWE Trp 86, Ser 203, Trp 286, Glu 292, Phe 295, Arg 296, Tyr 337, Tyr 341 and His 

447 

(Bortolami et al., 2022) 

AKT1 2UZS Lys14 and Arg86. (Zhen et al., 2023) 

Aβ peptide 1Z0Q His 6, Asp 7, Gly 9, Tyr 10, His 13, His 14, Leu 17, Val 18, Phe 19, Ile 21, Glu 

22, Asp 23, Gly 25, Ser 26, Asn 27, Gly 29, Ala 30,  Ile 31, Ile 32, Gly 33, Leu 34, 

Met 35, Val 39, Val 40, Ile 41 and Ala 42  

(Castro-Silva et al., 2021) 

 Aβ peptide 2ONV Gly2, Val4 and Ala6 (Siddique et al., 2023) 

BACE1 2QP8 Leu 91, Asp 93, Tyr 132, Thr 133, Gln 134, Tyr 259, Asp 289, Gly 291, The 293 

and Asn 294  

(Marín et al., 2022). 

 BACE1 1FKN Leu 30, Val 31,  Asp 32, Tyr 71, Thr 72, Gln 73, Phe 108, Leu 119 and 228 (Narang et al., 2019) 

BACE1 5HU1 Asp 93, Gly 95. Tyr 132, Gln 134, Phe 169, Asp 289 and Gly 291 (Saravanan et al., 2019) 

https://www.zotero.org/google-docs/?lT1rSQ
https://www.zotero.org/google-docs/?yW3JVk
https://www.zotero.org/google-docs/?kyMl5U
https://www.zotero.org/google-docs/?Hkm2H2
https://www.zotero.org/google-docs/?44WjDu
https://www.zotero.org/google-docs/?cuMZth
https://www.zotero.org/google-docs/?HacIqr
https://www.zotero.org/google-docs/?yObDD9
https://www.zotero.org/google-docs/?ovb2uM
https://www.zotero.org/google-docs/?9nL198
https://www.zotero.org/google-docs/?PbhUdm
https://www.zotero.org/google-docs/?T1YgjK
https://www.zotero.org/google-docs/?5hFEsk


BACE1 5I3V Gly 11, Leu 30, Val 69, Tyr 71, Trp 76, Phe 108, Ile 110,  Trp 115, Ile 118,  Thr 

232, Asn 233 

(Hosen et al., 2018) 

BACE1 2FDP Leu 30, Phe108, Trp 115 and  Ile 118  (Dhanabalan et al., 2017) 

BACE1 2WJO Leu 30, Asp 32, Tyr 71, Phe 108, Ile 118, Tyr 198, Ile 226, Asp 228, Gly 230 and 

Thr 231 

(Ali et al., 2017) 

BACE1 4DJU Leu 91, Asp 93, Val 130, Tyr 132, Phe 169 and Asp 289 (da Silva et al., 2023) 

BACE1 2OHU Asp 32, Gly 34, Ser 35, Val 69, Tyr 71, Phe 108,  Ile 110, Trp 115 and Thr 231 (El-Nashar et al., 2022) 

BuChE 2WID Asn 57, Asn 256, Thr 258, Lys 469, Glu 482, and Asn 485. (Borah et al., 2019) 

BuChE 1P0P Trp82 and His438 (Adalat et al., 2023) 

 BuChE 6ZWI Trp 82, Ser 198, Trp 231, Pro 285,  Phe 329, Tyr 332 and His 438 (Bortolami et al., 2022) 

BuChE 4BDS Trp 82, Gly 116 and Phe239 (Mascarenhas et al., 2021) 

BuChE 4TPK Gly 115, Gly 116, Gly 117, Ser 198, Glu 197, Trp 231, Pro 285, Leu 286,  Ser 

287, Val 288, Phe 329,  Phe 398, His 438. 

 (Guo et al., 2022) 

EGFR 3POZ Lis 745, Met 766, Leu 788, Thr 790, Met 793, The 854, Leu 858 Leu 788, Arg 

803 and Lis 913 

(Zu et al., 2021) 

GSK-3β 1UV5 Ile 62, Asn 64, Phe 67. Gly 68, Lys 85, Val 135, Pro 136, Arg 141,  Lys 183, Gln 

185, Asn 186 and Asp 200 

 (Iwaloye et al., 2020) 

MAO-B 4A79 Gly 12, Gly 13, Ile 14, Ser 15, Gly 16, Glu 34,  Ala 35, Arg 36, Gly 40, Arg 42, 

Thr 43, Gly 58, Ser 59, Tyr 60, Gln 65, Val 235, Trp 388, Tyr 398, Thr 426, Gly 

434, Met 435 and Glu 437 

 

 (Lee et al., 2017) 

https://www.zotero.org/google-docs/?Bg1S9r
https://www.zotero.org/google-docs/?ehayAU
https://www.zotero.org/google-docs/?HXmqoW
https://www.zotero.org/google-docs/?6dtOpd
https://www.zotero.org/google-docs/?xXydsy
https://www.zotero.org/google-docs/?AEkhsQ
https://www.zotero.org/google-docs/?DAg5gi
https://www.zotero.org/google-docs/?o6B2Vm
https://www.zotero.org/google-docs/?RGS8BE
https://www.zotero.org/google-docs/?FR2dco
https://www.zotero.org/google-docs/?bOGIeu
https://www.zotero.org/google-docs/?SA615z
https://www.zotero.org/google-docs/?xoF6ez


MAO-B 1GOS Gly 12, Gly 13, Ile 14, Ser 15, Ala 35, Arg 36, Arg 42, Ser 59, Tyr 60,  Leu 171, 

Val 235,  Tyr 326, Trp 388, Tyr 398, Thr 426, Gly 434 and Met 436  

(Borah et al., 2019) 

MAPK1 1PME Ala52, Lis54, Thr 105, Met 108, Leu 156 and 167  (Vijh et al., 2023) 

MAPK1 5K4I Ile 31, Val 39, Ala 52, Lis 54, Met 108, Lis 114, Lis 151, Leu 156 and Asp 167 (Zu et al., 2021) 

MARK4  5ES1 Ile 62, Val 70, Ala 83, Lys 85, Met 132, ALA 135, Glu 182, Ala 195 and Asp 196  (Naz et al., 2017) 

Tau protein 2MZ7 Gln 269, Lys 280, Lys 281, Asp 283, Leu 284, Ser 285, Val 287, Ile 297, Asn 296, 

Ile 308, Tyr 310 and Pro 312 

(Pradeepkiran et al., 2021) 
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