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Abstract

Geometrical calculations are often more easily made in an orthonormal than in a crystallographic frame,

In this paper a rationale for the transformation from a triclinic cell data and atomic coordinates to

orthonormal ones has been shown and a computer program has been made for the transformation,
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Fig. 1 Orthonormalization of crystallographic bases.
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Table 1. Triclnic and orthonormal cells of G HyyOuN>CrNa and atomic coordinates in respective cells,
TRICLINIC ORTHONORMAL

alA) 89856 10

b(A) 133075 10

c(A) 6.2606 10

o) 76.3810 90.0

BC) 1103610 90.0

y*) 107.3940 9.0

Atom X y z x(A) y(&) z(A)
Na 25100 75000 51240 -1.84438 996613 297486
Crl .00000 50000 0000 -1.98908 6.34948 00000
Ol - 15660 41640 16700 -342742 543187 96956
02 05830 61700 17370 -2.30903 7.98506 1.00845
03 - 42090 35330 12180 -545284 4.59159 70714
04 00470 | 76920 16750 -3.38263 991250 97246
N2 -19340 56500 -20740 -353370 £6.99605 -1.20411
Cl -30730 41280 05560 ~4 52457 5.29008 32280
C2 -.02590 68750 08800 -3.15940 8.80643 51090
C3 -.34200 48420 -17420 -461984 5.99861 -1.01136
C4 -17150 66530 -12190 -392217 8.34350 =70772
C5 -20200 58750 - 45490 -3.16136 706833 -2.64103
or 15660 58360 -16700 -55073 7.26710 - 96956
074 - 05830 38300 -17370 -1.66913 471390 -1.00845
03 42090 64670 -12180 147468 810738 -70714
o4 -00470 23080 -16750 -59553 2.78647 -97246
NT 19340 43500 20740 -.44446 570292 1.20411
cl 30730 58720 -.05560 54641 740839 -.32280
c2 02590 31250 - 08800 -81876 3.89254 -51090
C3 34200 51580 17420 64169 6.70036 1.01136
ol 17150 33460 12190 - 05599 4.35547 70772
Cy 20200 41250 45490 ~ 81680 563063 2.64103
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Fig. 2 ORTEPII" drawing of the molecular
structure of C, H  OyN,CrNa complex in a
tricinic unit cell, The Orgn is at the lower
left, the a-axis is horizontal, the b-zxis is
vertical, H-atoms have been omitted for clarity,

O

Fig.3 ORTEP™ drawing of the molecular structure
of CuHuO,CrNa complex on the basis of an
orthonormal cell. The umit orthonormal cell is

shown in the bottom. The Orgin Is at the

lower left, the a-axis is horizontal, the b-axis is

vertical. H-atoms have been omitted for clarity.
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* The computer program ORTHON may be
obtained through Suh,
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