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Figure 1. An illustrated image for molecular design system
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Table 1 Computational environment for the performance
evaluation.

R4 Mac Pro 4

(ON Mac OS X 10.6.8
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Figure 3. Three isomers of C,H,F, molecule
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4. Gaussian09 O AT 7 7 A JLHi
Figure 4. An example of input file for Gaussian09
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FCRIBLZZB DT, =T 4 X ETHRETHZ & HAlRE
HbbH. MADEHIBNED 7 7 ANV EATITHNT
Gaussian09 % F17 L THE&E L 217, fERT —4 00
MBIy AR L7z b 0 & 53R T 5.
BYERSIEICHERT 2T — 2 24T 2 BEHAE L.
F2.Z~v MY v I ADT—ZH

Table 2. Data example for Z matrix
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Table 3. Data example for atomic distance matrix.

R R R R R = A A A A A isomer |C-C H-H [F-F |C-H C-H |C-F [C-F |H-F H-F
isomer  (1,2) (1.3) (1.4) (2.5) (2,6) (2.1,3) (2,1,4) (3,1,4) (12,5) [(1,2,6) ((52.6) max_min__jmax__min__jmax _min
trans 1.3001.36011.065/1.360{1.065 120.4| 124.5 115.1 120.4) 124.5 115.1 trans 1.300 3.060 3.559| 2.096/ 1.065| 2.308| 1.360 2.608 2.053
cis 1.301]1.358/1.065/1.0651.358] 123.4) 122.0| 114.6] 122.0 123.4 114.6 cis 1.301 2.430| 2.795 2.072 1.065 2.341/ 1.358 3.313 2.045
vinylidene | 1.298]1.335/1.335[1.067/1.067 125.3] 125.3] 109.4 120.0] 120.0f 120.0 vinylidene| 1.298 1.848 2.179 2.051 1.067 2.338 1.335 3.290 2.607
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Figure 5. A decision tree to classify a C,H,F, molecule to
3 isomers using Z matrix
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Figure 6. A decision tree to classify a C,H,F, molecule to
3 isomers using distance matrix among atoms
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