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It is shown by the example of additive scheme for X-substituted trigonal antiprism (TA) that Paskal triangle lines may be used for the description of isomer substitutions of molecules with given symmetry. Each coefficient of the scheme is the number of given subgraph superpositions on the graph G under study. Property (P) of TA is a sum of the contributions given by the structure elements presented as "spatial" subgraphs of varying complexity. Columns C1n, C2n,…Cmn (m(n, n – X substituent number) are polyhedron structural invariants. For X-substituted TA (symmetry group D3d) one obtains

PТА = C0n p0 + C1n p1 + … + Cn-1n pn-1 + Cnn pn,                           (1)
where p1, p2, … are parameters, аnd C0n, C1n,… are their numbers, among them C2n, C3n, C4n, … are triangular (K3), tetrahedral (KТE), four-dimensional tetrahedral (K4-TE), etc. For the property Р of Х-substituted TA, considering the enantiomerism, one obtains

РТА = (0(0 + (1( 1 +(2(2 + … +(14(14 +(15(15,                         (2)
where (0, (1,…are empirical parameters, (0, (1…are their numbers: (0 = 1; (1 =  i + j = n is the number of X substituents; i is the X number for the first equilateral triangle, j – for the second; (2 = [i(i–1)+j(j–1)]/2; (3 = ij–ng+–ng–; (4 = ng–; (5 = ng+; (6 = [i(i–1)(i–2)+j(j–1)(j–2)]/6; (7 = (ij–2ng–)(i+j–2)/2; (8 = (ij–2ng+)(i+j–2)/2; (9 = (2ng++2ng––ij)(i+j–2)/2; (10 = ij[(i–1)(i–2)+(j–1)(j–2)]/6 = ng+[(i–1)(i–2)+(j–1)(j–2)]/2 = ng–[(i–1)(i–2)+(j–1)(j–2)]/2; (11 = (ij–ng+–ng–)(ij–ng+–ng––1)/2; (12 = ng+(ng+–1)/2; (13 = ng–(ng––1)/2; (14 = ij(i–1)(j–1)(i+j–4)/12 = ng+(i–1)(j–1)(i+j–4)/4 = ng–(i–1)(j–1)(i+j–4)/4 = ng+(ng+–1)(i+j–4)/2 = ng–(ng––1)(i+j–4)/2;(15 = ij(i–1)(j–1)(i–2)(j–2)/36 = ng+(i–1)(j–1)(i–2)(j–2)/12 = ng–(i–1)(j–1)(i–2)(j–2)/12 = = ng+(ng+–1)(i–2)(j–2)/6 = ng–(ng––1)(i–2)(j–2)/6 = ng+(ng+–1)(ng+–2)/6 = ng–(ng––1)(ng––2)/6. Here ng+, ng– is the number of substituent pairs in gosh-position; (2–(5, (6–(9, (10–(13, (14, (15 is the number of subgraphs with 2, 3, 4, 5, 6 substituents, where (2+(3+(4+(5=Cn2=K3, (6+(7+(8+(9=Cn3=Kтe, (10+(11+(12+(13=Cn4=Kn. тe. In this way all 16 isomeric ТА structures (ethane X-substitutes in chess-board conformation) with symmetries: D3d, Cs, Cs, C2h, C2, C2, C3v, C1, C1, Cs, Cs, C2h, C2, C2, Cs, D3d are fully characterized [1].
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