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Tab. S01) Parameters of the grid boxes used for CoMFA and CoMSIA analyses.

1 Å Grid 2 Å Grid

x y z x y z

Lower corner -15.8 -23.5 -11.0 -15.8 -23.5 -11.0

Higher corner 10.0 10.2 13.4 10.0 10.2 13.4

Grid Spacing 1.0 1.0 1.0 2.0 2.0 2.0

Numer of steps 26 34 25 13 17 13 

Grid points 22100 2873



Tab. S02) Distances between atoms that are involved in a hydrogen bond network in CA I and 

CA II. For each isozyme, one complex structure (CA I: 1azm, 2.0 Å resolution, A_18; CA II: 

1cil, 1.6 Å, B_05) and one apo structure (CA I: 2cab, 2.0 Å; CA II: 2cba, 1.54 Å) were 

selected to determine the distances.

CA I Atomtyp Distance (2cab) Distance (1azm)

His94 – Gln92 ND1 – OE1 2.7 Å 2.8 Å

Gln92 – Asn69 NE1 – OD1 3.1 Å 3.2 Å

Asn69 – Glu58 ND2 – OE1 3.5 Å 3.6 Å

CA II Atomtyp Distance (2cba) Distance (1cil)

His94 – Gln92 ND1 – OE1 2.7 Å 2.8 Å

Glu69 – Arg58 OE2 – NH2 3.1 Å 3.0 Å

Glu69 – Arg58 OE1 – NE 2.7 Å 2.7 Å

Glu69 – Arg58 OE1 – NH2 3.1 Å 3.2 Å


