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In recent years, in material science, the momentum for researching and

developing new materials by utilizing the data accumulated so far and data science and computational
science is increasing at home and abroad. This research aims at material search by appropriately
combining data science and computational science.

In this study, we investigated the classification rules of boiling point and melting point on a
trial basis. Melting point and boiling point are basic quantities that indicate the properties of a
substance, and many data have been accumulated. It is known that the size and structure of molecules
affect the melting point and boiling point, but there is still room for investigation as to how
much they affect quantitatively. Therefore, the melting points and boiling points of hydrocarbons
and similar molecules were classified using decision trees and random forests.
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R R 4.2.0

R rpart 4.1.16
randomForest 4.7-1



260
rpart.plot
-49 92
71 8
260

R rpart.plot

29

42.9

RMSE  41.8

!

I &Jﬁvﬂ 'S'FFIBB
'H'*Fl?a Rt
18 2|
ELE
106
'I?'!s
&!H%‘
2
& » @

260

MPS ,2022-MPS-138(13),1-6 (2022-06-20) ,

(RMSE)

R
-39
2
2
62.4
23.9
749
100%
55} pFames {70
#F b
#7859
iﬁ u:

5)-*:133

’ E= -
HE:F *M S FR165
£# BE

260

2188-8833.



2019

138 MPS

2022




