Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics.
This journal is © the Owner Societies 2021

Electronic Supplementary Information

How neutral nitrogen-containing compounds are oxidized in

oxidative-denitrogenation of liquid fuel with TiO:@carbon?

Biswa Nath Bhadra,' Yong Su Baek,' Cheol Ho Choi,” and Sung Hwa Jhung”

Department of Chemistry and Green-Nano Materials Research Center, Kyungpook National University, Daegu 41566,
Republic of Korea

*Corresponding authors:

Prof. Sung Hwa Jhung (E-mail: sung@knu.ac.kr)

Prof. Cheol Ho Choi (E-mail: cchoi@knu.ac.kr )

! These authors contributed equally to this work.

S1



(a) 10000
(b)
8000 -
) .
& & 6000- o =
> < “ =
Zz o1 2 4000 > 2
3 IND | 3 v S =
= | | < 2 5
W_WL_,_— 2000 f &
é 1'0 1'5 20 0 \| ..l|.|| il |ul|| il '|’| I.|. AT
. . 0 50 100 150
Retention time (min) m/z
25000
(©)
20000
315000- =
=
<
=
510000 w
o] - S
< 2 8 > 5
5000 - a2 9
A
0 I| . ‘ﬂ L HJI 1, ||| , | u L
0 50 100 150
m/z

Fig S1 GC-MS spectra of polar phase collected after oxidation of IND under US treatment in the
presence of TiO@C catalyst and H>O> (as oxidant) in CH;COOH extractant. Figures (a) GC
chromatogram, (b) and (c) MS fragmentation patterns of the peaks OP1 and OP2, respectively.

The chemical structures, corresponding to the fragmentation patterns, are also shown on each
figure.
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Fig S2 (a) GC spectrum of the product in the oxidation of 1-methyl-IND under US treatment in
the presence of TiO>@C catalyst and H>O» (as oxidant) in CH3COOH extractant. Figures (b), (¢)
and (d) show the MS fragmentation patterns of peaks OP1, OP2 and OP3, respectively. The
chemical structures, corresponding to the fragmentation patterns, are also shown on each figure.
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Fig S3 (a) GC spectrum of the product obtained in the oxidation of 2-methyl-IND under US
treatment in the presence of TiO>@C catalyst and H2O» (as oxidant) in CH3COOH extractant.
Figures (b) and (c) show the MS fragmentation patterns of peaks OP1 and OP2, respectively. The
chemical structures, corresponding to the fragmentation patterns, are also shown on each figure.
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Fig S4 (a) GC spectrum of the product obtained in the oxidation of 3-methyl-IND under US
treatment in the presence of TiO>@C catalyst and H>O: (as oxidant) in CH;COOH extractant.
Figures (b) and (c) show the MS fragmentation patterns of peaks OP1 and OP2, respectively. The
chemical structures, corresponding to the fragmentation patterns, are also shown on each figure.
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