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Fig. 1.  ERRAT plot for CYP1A1. On the error axis (y axis), two lines are drawn to indicate the confidence with which it is possible to reject 
regions that exceed that error value. The regions with high error value (black lines) indicate areas of high energy or clashes in the structure.

Fig. 2. Amino Acid sequence of CYP1A1 with the sheets labeled as arrows; the major helices are named and labeled as coils.
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Fig. 4.  Residues in the BC loop 

Fig. 5. Residues of I helix are oriented towards the active site in 
CYP1A1.

Fig. 6. Val382 and Ile386 (SRS5); Thr497 and Leu496 (SRS6) 
for CYP1A1 are shown.

Fig. 3. Possible entry channel into the active site of CYP1A1 
marked by arrows, surrounded by residues from the F helix, I 
helix and E helix.

  34 NUST Journal of Natural Sciences, Vol. 1, No. 1, 2010



Fig. 7. Residues from F helix oriented towards the active site in 
CYP1A1. Asp320 (I helix) is also visible.

Fig. 8. Residues of G helix from CYP1A1 oriented into the active 
site. Phe224 from F helix is shown as well
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Fig. 9. Position of Asn-461 & Val-462 in M2 Polymorph of 
CYP1A1.

Fig. 10. ANF binding in CYP1A2 crystal structure 2HI4.

Fig. 11. ANF docking pose in the CYP1A1 model. Ser122 makes 
a hydrogen bond, (dashed line). Val382 (being shorter than Leu 
from 1A2) has more space for the triple ring of ANF to fit on top 
of the heme, thus placing positions 5 and 6 of ANF on top of the 
heme.
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Fig. 14. Docking pose of tamoxifen into CYP1A1 model. 
Tamoxifen is in a good position for N-de-methylation.

Fig. 12. Ethoxyresorufin docking into the CYP1A1 model. A 
possible hydrogen bond between Ser122 and Nitrogen is shown.

Fig. 13. Theophylline docking into CYP1A1 model in a good 
orientation for 1-de-methylation. Ser122 (BC loop) and Asp320 
3(I helix) are involved in hydrogen bonding with Theophylline.
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Fig. 15. Ethanol docking pose into CYP1A1 model. It is in a good 
position for oxidition to Acetaldehyde. The Hydrogens on Ethanol 
are shown for clarity.

Fig. 16. Phenacetin docking pose in the CYP1A1 model. The 
oxygen is positioned on top of the heme for O de-ethylation to 
form Paracetamol. Ser122 forms a hydrogen bond and Val382 
has hydrophobic interactions with the ethyl group to position the 
oxygen on top of the heme.

Fig. 17. Hesperetin docking pose in the CYP1A1 model. Val382 
provides hydrophobic interactions with the methyl group, Ser122 
and Asn221 make hydrogen bonds while Phe224 and Phe258 
provide pi stacking interactions. These interactions place 
Hesperetin on top of the heme for O demethylation to occour.
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