DDZ2011. A Python class
to use DirDif-2007.

Laura Torre Fernandez

Universidad de Oviedo
2011




DIRDIF-99

A program system for solving
crystal structures using
Patterson Methods and Direct

Methods applied to difference
structure factors.

J. M. M. Smits, C. Smykalla, P. T. Beurskens, W. P. Bosman,
S. Garcia-Granda, 7 Appl. Cryst. 1994, 27, 661-665.
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Beurskens, P. T.; Beurskens, G.; de Gelder, R.; Garcia-Granda, S.; Gould,
R. O.; Israel, R.; Smits, J. M. M. The DIRDIF-99 program system.
Technical Report of the Crystallography Laboratory, University of
Nijmegen, The Netherlands,»1999.
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DIRDIF-2007

All individual programs are
integrated in one single Fortran
code.

‘We avoid executing more than
one program.

‘Faster.

P. T. Beurskens, G. Beurskens, R. de Gelder, J. M. M. Smits ,
S. Garcia-Granda, R. O. Gould, DIRDIF-2007 , Crystallography
Laboratory, Radboud University Nijmegen, The Netherlands.



DD2011

A Python based graphical interface to
use all crystallographic tools
implemented in DirDif package from a
simple interface.

‘User Friendly — Easier to run



DD2011

DirDif2011
File  Programz Interactive  Utilitiezs  Befinement  Graphics Help
Options:

PATTY ORIEMT FPHASEX TRACOR FOUR BINOET TOPOLOGY PLATOMN MERCLRY LIS Euit

2007.



DD2011

[FREF Mo
(: o o z 202 .59 5.38
C/C\ / 0o o0 4 92.53  3.08
; C-— C,/C o0 6 a7.88  1.74
kRYSIN MONOS PRIMARY CRYSTAL DATA (: / o 0o 8 25.759 1.07
TITLE Test file CRYSIN Nov. 1991 N \ 0 010 45.24 1.66
CELL §.166 11.405 15.936 B90. 90. 90. ,#‘(: C: o 01z 8.25 0.55
CELLSD 0.004  0.003 0.004 O. 0. 0. ‘\PJJ/’ |\\\(: 0 0 14 15.31  0.76
SPGR P 2121 21 0 016 7.22 0.52
WAVE cu | 55 I 0 0 18 7.69  0.53
FORMUL C 15.00 H 16.00 N 2.00 0 2.00 S 1.00 (: | rq o 1 1 14.37 0.73
Z 4 P N o1 2z 251.44  7.84
END C \\\ o 1 3 16.56 0.80
() | C o1 4 53.985 1.9z
(: o1 5 28.24 1.15

DirDif2011
File  Programz |nteractive  Utilities  Befinement  Graphics
Options:
FPATTY ORIENT PHASE> TRACOR FOUR BINVOET TOPOLOGY PLATOM MERCURY LIS
EEEE The DIRDIF program system, version 2008.3 updt 15 Aug. 2008 EEEE
DIRDIF Calling control parameters: MONOS PATTY
: start structure solution for  compound  MOMOS
i automatic run of program  PaTTY  for compound MONOS  RUN= O

‘Input from file CRYSIN

Input TITLE from CRYSIN file:
Test file CRYSINM Mov. 1951

calculated density: 1.291

:a print is given in LISZ

cell 8,166 11.403 15.936 90,00 90.00 90,00 sper P 21 21 21

! welcome to DIRDIF wonderland

DD2011. A Python class to use DirDif-
2007.



DD2011 - BUVOET

TEST BIJVOET FLACK
PARAMETER PROBABILITY

Test!_Mo_HA 1.00 1.00 0.00 (2)
Test2_Mo_HA 0.98 (1) 1.00 0.00 (4)
Test3_Mo_LA 0.36 (5) 1.00 0.00 (9)
Test4_Mo_LA 0.07 (1) 0.77 0.30 (6)
Test5_Mo_LA 0.98 (4) 1.00 0.00 (3)
Test6_Mo_LA 0.52 (5) 1.00 0.00 (7)
Test7_Cu_HA 0.99 (1) 1.00 0.01 (1)
Test_8_Cu_HA 0.61 (3) 1.00 | e

Test8_Cu_LA 0.85 (4) 1.00 0.00 (1)
Test9_Cu_LA 0.28 (8) 1.00 0.00 (1)
Test10_Cu_LA 0.82 (3) 1.00 0.00 (2)
Test11_Cu_LA 0.78 (3) 1.00 0.00 (2)
Test12_Cu_LA 0.53 (7) 1.00 0.12 (2)




TEST BIJVOET FLACK
PARAMETER | PROBABILITY
Test!_Mo_HA 1.00 1.00 0.00 (2)
Test2 Mo_HA 0.98 (1) 1.00 0.00 (4)
Test3_Mo_LA 0.36 (5) 1.00 0.00 (9)
Test4 Mo LA 0.07 (1) 0.77 0.30 (6)
Test5 Mo_LA 0.98 (4) 1.00 0.00 (3)
Test6_Mo_LA 0.52 (5) 1.00 0.00 (7)




TEST BIJVOET FLACK
PARAMETER | PROBABILITY

Test7_Cu_HA 0.99 (1) 1.00 0.01 (1)
Test 8 Cu_HA 0.61 (3) 1.00 | e
Test8_Cu_LA 0.85 (4) 1.00 0.00 (1)
Test9 Cu_LA 0.28 (8) 1.00 0.00 (1)
Test10_Cu_LA 0.82 (3) 1.00 0.00 (2)
Test11_Cu_LA 0.78 (3) 1.00 0.00 (2)
Test12_Cu_LA 0.53 (7) 1.00 0.12 (2)
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E; Molecular properties from topological analysis
425

CP Bond Rho Hessian Eigenvalues Bond Bond
type (if b.c.p.) (e/A3) (e/A5) ellipt. length(d)
(3,-1) 1T 20 C1 0.619 -2.166 -2.137 7.802 0.014 2.123
(3,-1) 2 MN 3 P2 0.395 -1.058 -0.970 5.412 0.090 2.335
(3,-1) 2 MN 4 P1 0.408 -1.110 -1.028 5.637 0.079 2.315
(3,-1) 2 MN 16 C2 0.597 -2.480 -2.458 12.457 0.009 1.943
(3,-1) 2 MN 29 C4 0.716 -3.181 -3.163 15.223 0.0086 1.856
(3,-1) 2 MN 33 c3 0.851 -4.046 -4.033 18.208 0.003 1.772
(3,-1) 2 MN 36 C5 0.753 -3.425 -3.424 16.116 0.000 1.830
(3,+1) 0.299 -0.623 1.168 1.597

(3,-1) 3 P2 11 C31 0.814 -2.468 -2.432 4.760 0.015 1.836
(3,-1) 3 P2 20 C1 0.915 -2.664 -2.543 4.273 0.047 1.755
(3,-1) 3 P2 27 C41 0.751 -2.310 -2.252 5.104 0.026 1.894
(3,-1) 4 P1 15 Ci11 0.770 -2.359 -2.330 5.028 0.012 1.875
(3,-1) 4 P1 20 C1 1.014 -2.927 -2.829 6.054

(3,-1) 4 P1 23 C21 0.819 -2.487 -2.423 4.764

(3,-1) 7 04 29 c4 2.515 -17.637 -17.636 76.758

(3,-1) 8 02 16 C2 2.879 -24.409 -24.409 121.567

(3,-1) 9 03 33 C3 2.523 =17.721 -17.720 77.304

(3,-1) 10 05 36 C5 2.461 -16.684 -16.683 69.953

(3,-1) 11 c31 14 C36 1.545 -7.355 -7.151 11.042

(3,-1) 11 c31 18 C32 1.405 -6.592 -6.358 11.705
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DD2011. A Python class to use



