bumat.f bumatc.f intyfc.f breduce.f
intyfc.f

Internal -> Cartesian Force Field Transformation

Input: 
INTY.FC


B.MAT

          ASK.LST (optional) list of scale factors

Output: FILE.FC

bumat.f
Input: 
FILE.UMA (non-redundant coordinates expected)


FILE.X


FILE.FC


CELL.TXT (optional)

Output: 
B.MAT



INTY.FC
bumatc.f
Input: 
FILE.UMA (redundant coordinates possible)


BUMATC.OPT



TOL (10-8) ... tolerance for B-matrix



RFAC (10-3) ... tolerance for FF



REDU (f) .. reduce FF based on RFAC



LWR (f) ... extensive output


FILE.FC


CELL.TXT (optional)

Output: 
B.MAT


INTY.FC
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until Iij,
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   ... solving by linear solver for fI,ij
Symmetrized problem (fij=fji):
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 for i=j,k=l
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 for i(j,k=l
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 for i=j,k(l 
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 for i(j,k(l
Unrestricted optimization

356 coords, 3562 = 126736
126736 x    126736 matrix of pairs, ~ 2.5 days of CPU

Scan first 356*357/2 = 63546 pairs

Selected >10-3  56277 x     56277, ~4 h CPU
Selected > 10-2, 28540 pairs 28540(28540 ~ 30 min ... not enough for ROA
Selected > 10-3, 28540 pairs 43516( 43516 
bumatd.f

- only diagonal internal FF

breduce.f

Input: FILE.UMA, B.MAT

Output: FILEN.UMA, BN.MAT

- reduce the number of coordinate

Usage: "breduce m"

In FILE.UMA, conserves first m coordinates, from the rest it takes only linearly independent.
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