Appendix 1

2,3-Dimethyl hexane: its formula, its label, its simple distance matrix composed of distances
dy;, its vectors of degrees of vertices, v; and v;, as well as the U(a, b, ¢) matrix derived from
them. The matrix elements belonging to the vertex-degree-weighted path one index Pi(a, b)
are presented on the right side of the matrix in bold underlined, whereas on the left side in
italics. The relation between them is: Pyign(a, b) = Piies(b, a).
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2,3-dimethyl hexane: 10203040506 =23M6
V; distance matrix
1 012 3 45 2 3
3 1 01 2 3 41 2
3 21 01 2 3 21
2 321012 3 2
2 4 32101 4 3
1 543 2105 4
1 21 2 3 45 0 3
1 32123 430

vi 1 33 2 2 111

U(a, b, ¢) matrix of 2,3-dimethyl hexane

0 1°3P1° 1°32°  1%2°3¢  1%2%4° 17150 1f1P2¢ 1713
3751 0 33P1c 3¢ 3%2°3¢ 3f1P4¢ 31P1e 301
3#1P2° 393771 0 3W2P1C 3% 313 3¢ 3*1P1e
730 G S Lk L L) Wi 6 S5 LS 3 L S R0 Lo
2°1°4°  2%3P3¢ 2%3Ppc 292Ppc 0 281P1¢ 2'1%4¢ 2%1°3¢
1°1°5° 1%3P4° 1°3P3¢ q2P2c 192P1c 0 1M1°5C 101P4C
[aboe  ge3bpe qazboe qagbze qagbge qapbse o 1M1°3°
1a1b3c 1a3b2c ]a3b]c 1a2b20 1a2b3c 1a1b4c 1a1b3c 0




