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Efficient Voxelization 3200

3202

With each atom, associate a
voxel that contains the atom

A 4

With each atom, associate

voxels in a neighborhood of
the associated voxel that

contains the atom 3212

To each voxel, map
associated atoms 3222

For each voxel, calculate
distances to the mapped
atoms 3232

For each voxel, based on the
distances, identify a nearest
atom 3242

Figure 32A
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Particular Atom

Quantize atomic coordinates of the
particular atom 3202a

Assign voxel coordinates to the
quantized atomic coordinates on a

dimension-basis 3202b

voxel coordinates 3202c

radix to generate an accumulated
sum 3202d

\ Position-wise weight the selected
\\ dimension indices by powers of a
\

Based on the accumulated sum,
select a voxel index of the voxel
containing the particular atom
3202e

Select dimension indices
corresponding to the assigned

Figure 32B
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Atom-to-Voxels Mapping TN 3402
Atom Voxels
Ca-1 Voxel 0, Voxel 1, ... T™3404
Ca-1 Voxel 0, Voxel 1, ... T™N3406
Voxel-to-Atoms Mapping TN 3412
Voxel Atoms
Voxel 0 Ca-1, Ca-2, ... ™N3414
Voxel 1 Ca-3, ... 4
™\-3416
Voxel-to-Nearest Atom Mapping T™N3422
Voxel Atoms
Voxel 0 Ca-2 ™ 3424
Voxel 1 Ca-31 TN 3426

Figure 34
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