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Abstract. This paper presents the modeling flash alkanes using descriptors generated by the program Dragon. 

The estimation of the values of the flash for 54 previously untested substances.
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,  22 : constitutional descriptors 
(48), topological descriptors (119), walk and path counts (47), connectivity indices (33), informa-
tion indices (47), 2D autocorrelations (96), edge adjacency indices (107), Burden eigenvalue 
descriptors (64), topological charge indices (21), .
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 (connectivity indices).
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: NIST Chemistry 
WebBook [12], Yaws C.L. Yaws' Handbook of Thermodynamic and Physical Properties of Chemi-
cal Compounds [13].  

-
 1.

 1 

R2 0,9962 0.9836 
S 2,88 4.32 

 QSPR, 
.

,
.

 2 
,

 CAS-
1 2-methylheptadecane 1560-89-0 -5 
2 3-ethyl-2,4-dimethylhexane 7220-26-0 43 
3 2,5,6-trimethyloctane 62016-14-2 58 
4 5-propylnonane 998-35-6 77 
5 2,2,6-trimethyloctane 62016-28-8 56 
6 2,3-dimethylundecane 17312-77-5 93 
7 2,4,5-trimethylheptane 20278-84-6 41 
8 5-methyldecane 13151-35-4 60 
9 4-ethyl-3,3-dimethylhexane 52897-05-9 43 
10 2,2,3-trimethylheptane 52896-92-1 40 
11 2,9-dimethyldecane 1002-17-1 74 
12 2,3,4,4-tetramethylhexane 52897-12-8 40 
13 4-ethyl-3-methylheptane 52896-89-60 45 
14 3-ethyl-5-methylheptane 52896-90-9 44 
15 4-ethyl-2-methylheptane 52896-88-5 42 
16 2,3-dimethyldodecane 6117-98-2 109 
17 3-methyltetradecane 18435-22-8 126 
18 2,6,6-trimethyloctane 54166-32-4 57 
19 2,3,3-trimethylheptane 52896-93-2 41 
20 2,3,7-trimethyloctane 62016-34-6 57 
21 2-methyl-6-ethyloctane 62016-19-7 59 
22 2,2,3-trimethylnonane 55499-04-2 75 
23 3-methylheptadecane 6418-44-6 173 
24 2,2-dimethyltetradecane 59222-86-5 141 
25 3,4,4-trimethylheptane 20278-88-0 41 
26 3-ethyl-2,5-dimethylhexane 52897-04-8 40 
27 5-methylundecane 1632-70-8 76 
28 2,7-dimethyl-3-ethyloctane 62183-55-5 75 
29 2,3,3,4-tetramethylhexane 52897-10-6 41 
30 2-methyltridecane 1560-96-9 108 
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31 3-methyltridecane 6418-41-3 109 
32 3-ethyl-2,3-dimethylhexane 52897-00-4 43 
33 3-methylhexadecane 6418-43-5 158 
34 2-methylhexadecane 1560-92-5 157 
35 2,2-dimethylundecane 17312-64-0 91 
36 3-ethyl-2,2,3-trimethylpentane 52897-17-3 38 
37 2,4-dimethyldecane 2801-84-5 75 
38 4-methylundecane 2980-69-0 76 
39 2,2,5-trimethylheptane 20291-95-6 39 
40 2,3,6,7-tetramethyloctane 52670-34-5 75 
41 3-ethyf-4-methylheptane 52896-91-0 44 
42 3-methylnonadecane 6418-45-7 205 
43 2,2,3,5-tetramethylhexane 52897-09-3 37 
44 3-ethyl-3,4-dimethylhexane 52897-06-0 44 
45 3,3,5-trimethylheptane 7154-80-5 41 
46 3-methylundecane 1002-43-3 77 
47 2-methyltetradecane 1560-95-8 124 
48 2,4-dimethyl-3-isopropylpentane 13475-79-1 37 
49 2,4,4-trimethylheptane 4032-92-2 38 
50 4-ethyl-2,3-dimethylhexane 52897-01-5 43 
51 2-methylpentadecane 1560-93-6 141 
52 2,3,3,5-tetramethylhexane 52897-11-7 38 
53 3-ethyl-2,3,4-trimethylpentane 52897-19-5 39 
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