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CYP of organism PDB 
code Data CYP of organism PDB 

code Data

CYP51 Aspergillus fumigatus 4uym –11.4; Fe CYP51 Mycobacterium tuberculosis 1h5z –9.8; Fe
CYP51 Aspergillus fumigatus 4uyl –10.6; Fe CYP51 Mycobacterium tuberculosis 1u13 –9.6 
CYP51 Candida albicans 5fsa –12; Fe CYP51 Mycobacterium tuberculosis 1x8v –9.5 
CYP51 Candida albicans 5v5z –11.3; Fe CYP51 Mycobacterium tuberculosis 2bz9 –9.4; Fe
CYP51 Candida albicans 5tz1 –11.2; Fe CYP51 Naegleria fowleri 5tl8 –11.2; Fe
CYP51 Candida glabrata 5jlc –11 CYP51 Naegleria fowleri 6ayc –11.1
CYP51 Leishmania infantum 3l4d –10.7; Fe CYP51 Naegleria fowleri 6ay6 –10.9
CYP51 Mycobacterium 
tuberculosis 2w0b –12 CYP51 Naegleria fowleri 6ayb –10.8

CYP51 Trypanosoma brucei 4g3j –10.5 CYP51 Trypanosoma cruzi 3khm –10.7; Fe
CYP51 Trypanosoma brucei 3p99 –10.3 CYP51 Trypanosoma cruzi 4ck9 –10.7
CYP51 Trypanosoma brucei 2x2n –10.3 CYP51 Trypanosoma cruzi 3k1o –10.5
CYP51 Trypanosoma brucei 3g1q –9.2 CYP51 Trypanosoma cruzi 3zg3 –10.4; Fe
CYP51 Trypanosoma brucei 3tik –9.7; Fe CYP51 Trypanosoma cruzi 4ck8 –10.3; Fe
CYP51 Trypanosoma brucei 4g7g –9; Fe CYP51 Trypanosoma cruzi 4c27 –10.3
CYP51 Trypanosoma cruzi 6fmo –11.8 CYP51 Trypanosoma cruzi 4bmm –10.2; Fe
CYP51 Trypanosoma cruzi 2wuz –11.4; Fe CYP51 Trypanosoma cruzi 4uqh –10.2; Fe
CYP51 Trypanosoma cruzi 2wx2 –10.9; Fe CYP51 Trypanosoma cruzi 4coh –9.8; Fe
CYP51 Trypanosoma cruzi 4h6o –10.9 CYP51 Trypanosoma cruzi 4by0 –9.8
CYP51 Trypanosoma cruzi 4cka –10.7; Fe CYP51 Trypanosoma cruzi 3ksw –9.6; Fe

For the predicted docking positions with the lowest Ebind values indicated in table 2 in the frames of one 
microorganism a cyclopropane-to-heme orientation has been found for CYP51 from Aspergillus fumigatus 
(5frb), Candida albicans (5fsa), formally for Mycobacterium tuberculosis (2w0b) and «brain-eating» amoeba 
Naegleria fowleri (5tl8). Classical azole-to-heme oriented positions have been found for CYP51 from 
Leishmania infantum (3l4d), Trypanosoma brucei (4g3j) and Trypanosoma cruzi (2wuz) (fig. 4).

CPF-bab-Z1 has demonstrated Ebind within the range of –11.1 kcal/mol (CYP121, 4ktj) to –7.5 kcal/mol 
(CYP119, 4yof); mean Ebind for all mycobacterial CYPs tested was found to be ~9.5 kcal/mol, excepting 
CYP51. Poses with azole-to-heme orientation were rare, e. g., for PDB code 2x5w, 5li7, 2wh8 and 6dcd are 
among good ones; the top 12 lowest Ebind for the ligand and the enzymes’ structures are in the table 3.
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Fig. 4. In silico calculated positions of CPF-bab-Z1 in active sites of CYP51  
from Trypanosoma cruzi (a) and Leishmania infantum (b)


