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Supplementary Figure S1. Alignment of experimental structures of individual domains to
predicted CYP102A1/A831 structure (green): heme (PDB ID: 1BVY; yellow), FMN-domain (PDB
ID: 1BVY; cyan) and FAD-domain (PDB ID: 4DQK; grey) on the structure of the CYP102A1/WT
monomer obtained in AF2. Spheres show crystallized heme (pseudo colors, yellow carbon atoms),

FMN (pseudo colors, cyan carbon atoms), FAD (pseudo colors, grey carbon atoms).



Supplementary Figure S2. Alignment of experimental structures of individual domains to
predicted CYP102A1/A83F structure (green): heme (PDB ID: 1BVY; yellow), FMN-domain (PDB
ID: 1BVY; cyan) and FAD-domain (PDB ID: 4DQK; grey) on the structure of the CYP102A1/WT
monomer obtained in AF2. Spheres show crystallized heme (pseudo colors, yellow carbon atoms),

FMN (pseudo colors, cyan carbon atoms), FAD (pseudo colors, grey carbon atoms).
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Supplementary Figure S3. Spatial structure of CYP102A1/A831 homodimer, where Figures S3A
and S3B are two planes (Figure S3B rotated relative to S3A 90 degrees down the horizontal axis) of
the structure obtained in AFMultimer. Each of the domains is shown in color: heme (cyan and blue),

FMN (yellow and grey), FAD (orange and magenta).
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Supplementary Figure S4. Spatial structure of CYP102A1/A83F homodimer, where Figures S4A
and S4B are two planes (Figure S4B rotated relative to S4A 90 degrees down the horizontal axis) of
the structure obtained in AFMultimer. Each of the domains is shown in color: heme (cyan and blue),

FMN (yellow and grey), FAD (orange and magenta).



Table S1. Minimal distances between atoms of prosthetic groups (A) and controlling constants (s™). kcat values are from literature data [].

Experimental AF2 AFMultimer AF2 AFMultimer AF2 AFMultimer
Distances between CYP102A1/WT CYP102A1/WT CYP102A1/WT CYP102A1/A83F CYP102A1/A83F CYP102A1/A831CYP102A1/A831
prosthetic groups structure (PDB  monomer homodimer monomer homodimer monomer homodimer
ID: 1BVY) prediction prediction prediction prediction prediction prediction
28 (ke=0.3; 40 (ke=8%1077; 32 (ke=0.01;
FADI-FMNI - kear=0.03) 2 keat=6) 2 kea=0.03) 2
30 (ket=0.03; 42 (ke=0.01; 28 (ke=0.01;
FMNI-HEME] 14 1 keat=0.03) 10 kea=6) 10 kear=0.03)
FAD2-FMN2 - - 2 - 2 - 2
33 (ke=0.01; 42 (ke=0.01; 20 (ke=0.01;
FMN2-HEME2 i ) kcat:0.03) ) kcat:6) i kcat:0.03)
34 (ke=0.01; 43 (ke=0.01;
FMN1-HEME2 61 - 48 - kea=6) - kea=0.03)
51 (ke=0.01; 45 (ke=0.01;
FMN2-HEMEI i ) 47 ) kcat:6) i kcat:0.03)
FADI-FAD2 - - 37 - 40 - 32
RMSD exp. - HEMEI - 0.61 0.75 0.66 0.78 0.73 0.78
RMSD exp. - HEME2 - - 0.66 - 0.67 - 0.66
RMSD exp. - FMNI1 - 0.59 0.47 0.40 0.47 0.48 0.50
RMSD exp. - FMN2 - - 0.47 - 0.47 - 0.47
RMSD exp. - FAD1 - 0.61 0.68 0.71 0.72 0.86 0.72
RMSD exp. - FAD2 - - 0.68 - 0.72 - 0.75




