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CPF-bab-Z1 demonstrates the minimal value of Ebind (–12.5 kcal/mol) for Saccharomyces cerevisiae 
CYP51 structure with PDB code 5esh, but the overage value of Ebind has been –11.3 kcal/mol for all structures 
considered for the same enzyme. In the predicted complex with CYP51 (5esh) not azole, but cyclopropyl 
ring of CPF-bab-Z1 is close to Fe of the structure heme. This indicates the compound behaves in silico as a 
substrate, but not like azole inhibitor, of the enzyme. Cyclopropyl ring oxidation could cause formation of re-
active intermediate, which could attach covalently to an amino acid residue of such enzyme or to glutathione 
resulting in its depletion in cellulo [11]. Poses with triazole proximity to heme have also been found for some 
Saccharomyces cerevisiae CYP51 structures (4zdz, 4ze2, 5esjcA, etc.), but in every case the N-Fe bond forma-
tion has been prohibited due to distance between the atoms. Results of the docking for CYP51 from pathogenic 
microbes are in table 2.

Ta b l e  2

Ebind values for CPF-bab-Z1 in silico interactions 
 with structures CYP51 of pathogenic microorganisms

CYP of organism PDB 
code Data CYP of organism PDB 

code Data

CYP51 Aspergillus fumigatus 6cr2 –11.6 CYP51 Mycobacterium tuberculosis 1e9x –10.7 

CYP51 Aspergillus fumigatus 5frb –11.6; Fe CYP51 Mycobacterium tuberculosis 2vku –9.9

Fig. 2. ESI-MS spectra of CPF-bab-Z1 in positive (a)  
and negative (b) ions registration modes.

Interpretation of signals (cations: [M + H]+ 546.20, [M + Na]+ 568.21, 
 [M + K]+ 584.20, [M + ACN + Na]+ 609.24;  

anions: [M + Br]– 626.10 and 624.00, [M + Cl]– 580.20, [M – H]– 544.20)

Fig. 3. HPLC chromatogram of CPF-bab-Z1 (RT = 24.2 min)


