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Table. Solvent accessible areas (Å2) for the four crystallographic

independent dimers of Mn-DF1-L13G structure. The surfaces are

calculated for the isolated dimer and for the dimer in the crystal

using the program AREAIMOL. The difference between the surface of

the free dimer and that in the crystal, reflecting the lost of

solvent accessible area due to the crystal packing, is also

reported.

Dimer isolated in the crystal lost due to packing
AB 5625 2871 2754
CD 5586 4099 1487
EF 5489 4271 1228
GH 6096 4584 1512

The crystal packing analysis show no significant different

environment of the crystallographic independent four-helix bundles

to explain the different conformational behaviour of these

molecules. For example, the solvent accessible area for each of

the four dimers (see table below) calculated for the isolated

dimers and for the dimers in the crystal revealed that the GH

dimer (the dimer with different coordination geometry and with the

sliding helix) has the higher solvent accessible area. This

reflects its more "open" conformation. However, this "open"

conformation is not related to a difference in the surface

contacts between dimers in the crystal. In fact, the loss of

solvent accessible area due to the crystal packing (reported in

the last column as the difference between the surface of the free

dimer and that in the crystal) shows that only the AB dimer (that

has a conformational behaviour similar to that of CD and EF

dimers) has a relatively large surface area in close contacts with

others dimmers. Therefore, it should be expected that packing

differences among the dimers do not correspond to a different

metal centre arrangement. Consequently, it may be inferred that

the latter is related to the protein conformation.


