LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124405.D

Acqg On : 21 Jun 2021 21:43
Operator : JU/CG

Sample 1 M2773-02

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124405.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.998 492 495 500 rBB 10348 13532 1.45% 0.204%
2 5.410 561 565 574 rBV 740146 724987 77.68% 10.918%
3 6.428 735 738 747 rBV 785082 720002 77.14% 10.843%
4 6.781 795 798 803 rVB 251307 215034 23.04%  3.238%
5 7.351 891 895 898 rBV 611174 478736 51.29%  7.210%

6 7.975 998 1001 1013 rBV 92475 101507 10.88%  1.529%
7 8.069 1013 1017 1020 rBV 311269 274642 29.43%  4.136%
8 9.145 1196 1200 1203 rBV 1199769 933347 100.00% 14.056%
9 9

.822 1312 1315 1322 rBB 415866 312671 33.50% 4.709%
10 10.616 1446 1450 1464 rBB 628375 566241 60.67% 8.527%
11 11.310 1565 1568 1572 rBV 360388 279397 29.93% 208%

12 11.839 1656 1658 1662 rBV 13729 11864 1.27%
13 12.751 1810 1813 1818 rVB 173560 138278 14.82%

OO NO P
[
00
N
R

14 12.898 1834 1838 1841 rBV 824088 701387 75.15% 10.563%
15 13.098 1862 1872 1874 rBV 24846 22396 2.40% 337%
16 13.745 1978 1982 1986 rBV2 14889 15859 1.70% 0.239%
17 13.957 2014 2018 2022 rBV 272559 229275 24.56%  3.453%
18 14.074 2036 2038 2041 rBV 91099 76945 8.24%  1.159%
19 14.721 2143 2148 2151 rBV 90437 95443 10.23% 1.437%
20 15.021 2190 2199 2202 rBV4 63321 84900 9.10% 1.279%

21 15.133 2214 2218 2223 rVB 114055 130144 13.94%
22 15.327 2247 2251 2260 rVB 142644 199641 21.39%
23 15.415 2262 2266 2271 rVB 229650 277936 29.78%
24 17.951 2691 2697 2706 rBV 16237 36166 3.87%

® b wrR
=
0
o)
xR

Sum of corrected areas: 6640330
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 21 Jun 2021 21:43
: M2773-02

. 20

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
BF124405.D

Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1000000

800000

600000

400000

200000

0

TIC: BF124405.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124405.D

Acqg On : 21 Jun 2021 21:43
Operator : JU/CG

Sample : M2773-02

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.975 7.39 ng 101507 Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 74
3 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 72
4 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 50
5 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 45
Abundance Scan 1001 (7.975 min): BF124405.D\data.ms (-998) (-) m/z 57.10 100.00%
57.1
5000
7607.808.008.20
39 101.0 . . . .
RS wl“u_“;“‘;‘”““1‘3?9‘””_”‘_ m/z 45.00 78.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32655: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L L N BN BN R B
29.0 7.60 7.80 8.00 8.20
75.0 m/z 41.00 30.77%
0 T \‘H“\‘\“‘H‘\ iy \‘1“\“ \“\‘ \1\0}0‘\0\ T \1\3\2\0‘ L B
m/z--> 200 40 60 80 100 120 140 160 180
Abundance #32653: Ethanol, 1-(2-butoxyethoxy)-
57.0
e e
7.60 7.80 8.00 8.20
5000 m/z 43.00 18.21%
29.0 75.0
100.0
0 w\“_w\w”“‘??‘%:?““1?%-9”_
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65550: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]- A ‘_““““_A“““‘p
45.0 7.60 7.80 8.00 8.20
m/z 56.00 18.10%
5000
89.0
27,0
ol 0 L0 00 amoreso B
m/z--> 20 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124405.D

Acqg On : 21 Jun 2021 21:43

Operator : JU/CG

Sample : M2773-02

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 1-Naphthalenamine, N-phenyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.751 12.06 ng 138278 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Naphthalenamine, N-phenyl- 219 C16H13N 000090-30-2 86
2 2-Naphthalenamine, N-phenyl- 219 C16H13N 000135-88-6 78
3 Quinoline, 2-(4-methylphenyl)- 219 C16H13N 024667-94-5 53
4 1,4-Methanonaphthalene, 1,4-dihy... 218 C17H14 055028-73-4 45
5 Naphthalene, 1-(phenylmethyl)- 218 C17H14 000611-45-0 43

Abundance Scan 1813 (12.751 min): BF124405.D\data.ms (-1810) (-]
219.1

m/z 219.10 100.00%

5000
1151 T T A
51.0 77.0 H 153.0 189.0 12.50 13.00
o) S P I it e e m/z 218.10  63.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #76631: 1-Naphthalenamine, N-phenyl-
219.0
5000 T T A
12.50 13.00
109.0 m/z 217.10 57.79%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #76636: 2-Naphthalenamine, N-phenyl-
219.0 A
P F
12.50 13.00
5000 ITI/Z 220.20 19.42%
108.0
ol 270510 770 || 140016501910
e e et e e e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 )\
Abundance #76641: Quinoline, 2-(4-methylphenyl)- —— —
219.0 12.50 13.00
m/z 115.10 18.60%
5000
109.0
390 750 ‘
ol bbbl o £390,16507500 S N—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124405.D

Acqg On : 21 Jun 2021 21:43
Operator : JU/CG

Sample : M2773-02

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Benzenamine, 2-nitro-N-(4-n... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.074 6.71 ng 76945 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenamine, 2-nitro-N-(4-nitrop... 259 C12H9N304 000612-36-2 96
2 Benzenamine, 2,4-dinitro-N-phenyl- 259 C12H9N304 000961-68-2 64
3 Benzenamine, 2-nitro-N-(2-nitrop... 259 C12H9N304 018264-71-6 62
4 .alpha.-[2-Furanylmethylene]-4-n... 259 C13H9NO5 1000212-70-1 38
5 Furo[2,3-b]Jquinoline, 4,6,7-trim... 259 C14H13NO4 000484-08-2 14
Abundance Scan 2038 (14.074 min): BF124405.D\data.ms (-2036) (-  m/z 259.10 100.00%
259.1
5000 139.1166 1
50.1 A
196.1 ‘ U 1
229.1 14.00
0! m/z 139.05 42.25%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance  #109647: Benzenamine, 2-nitro-N-(4-nitrophenyl)-
259.0
5000 A‘ 1 ﬁ \
14.00
m/z 166.10 38.93%
50.0 130.0" H 196.0 229.0
O H\‘\1‘\\“‘\\h}\‘u‘\\K‘\\m}\‘\\H‘\w\\u\H“\‘\‘1\\““\H\‘\\\\‘\\‘\\‘\\Hl\\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109640: Benzenamine, 2,4-dinitro-N-phenyl-
259.0
{— | I
14.00
5000 167.0 m/z 154.10 37.87%
200 77.0 139.0 196.0
0‘H_mﬂ]wwWwmm‘_HWHHHHMNMA‘HMHﬁfﬁPMHwH
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance  #109645: Benzenamine, 2-nitro-N-(2-nitrophenyl)- L. ‘MM : ‘
259.0 14.00
m/z 140.00 37.53%
5000
167.0196.0
50.0 92 0 140 m ‘
S W N ‘Wm‘wu by dazee |
m/z--> 20 40 60 80 100120140160 180200220240 260 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124405.D

Acqg On : 21 Jun 2021 21:43
Operator : JU/CG

Sample : M2773-02

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 2,3-Diphenylindole Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.721 6.87 ng 95443 Perylene-di2 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Diphenylindole 269 C20H15N 003469-20-3 68
2 1,3-Dimethyl-5-(3-methyl-1H-indo... 269 C15H15N302 066723-75-9 49
3 Pyridine 3-carboxamide, 2-anilin... 269 C16H19N30 339302-84-0 47
4 7H-Dibenzo(a,g)carbazole, 12,13-... 269 C20H15N 063077-00-9 43
5 5H-Dibenzo[c,g]carbazole, 6,7-di... 269 C20H15N 063397-99-9 38
Abundance Scan 2148 (14.721 min): BF124405.D\data.ms (-2143) (- m/z 269.10 100.00%
269.1
5000
|
115.0 14.50 15.00
77.0 51.9 239.2 : :
. 1890 m/z 268.10  51.48%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #118402: 2,3-Diphenylindole
269.0
5000 T ‘ \jl ‘
14.50 15.00
134.0 165.0 m/Z 267.10 39.87%
olso 10 89,0 200.0 2390
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #118155: 1,3-Dimethyl-5-(3-methyl-1H-indol-2-yl)-1,3-dih:
269.0
— 4 A‘ A ‘)\ ﬁ‘ I
14.50 15.00
5000 m/z 2790.10 16.57%
143.0 183.0
Obrrrreprrrrrrrr et et by e ospere b
m/z--> 20 40 60 80 100120140160180200220240260280 /L\
Abundance #118275: Pyridine 3-carboxamide, 2-anilino-N-n.butyl- — i
168.0 269.0 14.50 15.00
m/z 266.10 13.65%
5000
197.0
410 77.0 115.0 H 226.0
O\\‘H\\“‘\\‘H”‘\\H“‘\H\‘H\“\‘H\\"h\\\\’\‘\‘\\‘\H!“Hl\‘\‘u\‘uu‘\H‘H e ‘ ‘n‘
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124405.D

Acqg On : 21 Jun 2021 21:43
Operator : JU/CG

Sample : M2773-02

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 unknownl5.021 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.021 6.11 ng 84900 Perylene-di2 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenamine, 4,4'-methylenebis[N... 254 C17H22N2 000101-61-1 38
2 2,5-Cyclohexadien-1-one, 4-[[4-(... 254 C16H18N20 1000319-40-8 30
3 Benzo(e)pyrene, 9,10-dihydro- 254 C20H14 066788-01-0 25
4 Anthracene, 9-phenyl- 254 C20H14 000602-55-1 25

5 4-Pyrimidinamine, 5-methyl-N-(tr... 269 C11H23N30Si2 032865-88-6 18

Abundance Scan 2199 (15.021 min): BF124405.D\data.ms (- 2190) (- m/z 254.10 100.00%
254.

148.1
5000
770 113.0 224.0 A —H
il Lt 2 4 1)
o‘wa““UMW“‘H‘“H‘_'Hl‘ T ‘!‘w‘“‘”HH_HW“JM‘ m/z 148.05  86.14%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #105834: Benzenamine, 4,4'-methylenebis[N,N-dimethyl-
254.0
5000 — |
15.00
134.0 210.0 m/z 134.05  78.36%
\H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #105662: 2,5-Cyclohexadien-1-one, 4-[[4-(dimethylamino
254.0
na ) gl
15.00
5000 ITI/Z 253.10 44.02%
210.0
32.0 77.0 105.0 145.0 182.0 ‘ “ h
) S R MY R A 1
m/z--> 20 40 60 80 100120140160 180200220240260 n A ﬂ
Abundance #105929: Benzo(e)pyrene, 9,10-dihydro- L, ‘r\ A | I M M‘
254.0 15.00
m/z 268.90  27.36%
5000
126.0
oL 400 780 | | 1630 19802 #‘ hm Al
e e e e e e ——H
m/z--> 20 40 60 80 100120140160180200220240260 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124405.D

Acqg On : 21 Jun 2021 21:43

Operator Ju/caG

Sample : M2773-02

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Methanone, bis[4-(dimethyla... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.133 9.37 ng 130144 Perylene-di2 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Methanone, bis[4-(dimethylamino)... 268 C17H2@N20 000090-94-8 96

2 2(3H)-Benzoxazolimine, 3-methyl- 148 C8H8N20 018034-93-0 38
3 2-Hydroxymethylbenzimidazole 148 C8H8N20 022128-99-0 35
4 1H-Indazole, 3-methoxy- 148 C8H8N20 001848-41-5 35

5 2H-1-Benzopyran-2-one, 4-hydroxy... 268 C16H1204 026151-95-1 35

Abundance Scan 2218 (15.133 min): BF124405.D\data.ms (-2214) (1  m/z 148.00 100.00%

148.0
268.1
5000
224.1 A
771  119.0 1 T
42‘0 | T L1 i 15.00 15.50
Oberrrmrrriithi bk 283 1L mz 26815 61.13%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #117430: Methanone, bis[4-(dimethylamino)phenyl]-
148.0
268.0
5000 L .
224.0 15.00 15.50
119.0 ' m/z 224.10  32.49%
420 170
O\H‘H\\“\H\’\H\‘H’\\h\‘”\”‘”””\‘\‘}\‘\]\.\8\9.\0\\’\\H“\‘\H‘H‘}\‘H‘\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #23172: 2(3H)-Benzoxazolimine, 3-methyl-
148.0 ﬁ
i
15.00 15.50
5000 78.0 ITI/Z 267.10 23.00%
o S0 AL .
m/z--> 20 40 60 80 100120140160180200220240260280 A
Abundance #23166: 2Hydroxymethylben2|m|dazole R VA RHATS M}M‘AM
48.0 15.00 15.50
m/z 119.90 19.82%
5000
106.0
510
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50

8270-BF060321.M Tue Jun 22 14:56:11 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124405.D

Acqg On : 21 Jun 2021 21:43
Operator : JU/CG

Sample : M2773-02

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Benzenamine, 2,4-dinitro-N-... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.327 14.37 ng 199641 Perylene-di2 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenamine, 2,4-dinitro-N-phenyl- 259 C12H9N304 000961-68-2 68
2 1-Naphthaleneacetonitrile 167 C12HSN 000132-75-2 46
3 Benzenamine, 4-nitro-N-(4-nitrop... 259 C12H9N304 001821-27-8 46
4 Acetonitrile, 2-(2-azulenyl)- 167 C12HSN 054798-12-8 46
5 1-Cyano-4-methylnaphthalene 167 C12HSN 036062-93-8 41
Abundance Scan 2251 (15.327 min): BF124405.D\data.ms (-2247) (. m/z 259.10 100.00%
16Y.1 259.1
5000 228.9
63.0 _ A
127.
sz ’“ 1 Wi e
[o ) mm—" ‘h Ay \h“\u\‘u \‘\m ‘HHH‘M \“m“m‘d Al ‘u‘ " } 1l | | I ‘u ! m/z 167.05 95.41%
miz--> 50 100 150 200 250 300
Abundance #109641: Benzenamine, 2,4-dinitro-N-phenyl-
259.0
5000 LA
167.0 15.00 15.50
77.0 . m/z 166.10  65.05%
.0 .
04 M . i“ \“”\““‘\ ‘i“ \%szﬁq\? ‘h”\“\ ‘H‘ \“‘ \‘”\H\ \‘ AL A
miz--> 50 100 150 200 250 300
Abundance #35955: 1-Naphthaleneacetonitrile
167.0
A‘M . . ‘ .
15.00 15.50
5000 m/z 183.15 52.24%
63.0 115.0
miz--> 50 100 150 200 250 300
Abundance  #109644: Benzenamine, 4-nitro-N-(4-nitrophenyl)-
259.0 15.00 15.50
m/z 228.95 44.91%
5000 167.0
229.0
50.0 ‘ ‘
m/z--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124405.D

Acqg On : 21 Jun 2021 21:43
Operator : JU/CG

Sample : M2773-02

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 unknownl7.951 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.951 2.60 ng 36166 Perylene-di2 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(3-Nitro-phenyl)-3-p-tolyl-2,3... 359 C21H17N303 328090-77-3 38
2 1,1'-Biphenyl, 3,5-dichloro-4-me... 252 C13H10C120 074298-90-1 27
3 6,6,8,8,10,10-Hexamethyl-2,5,7,9... 356 C12H32065i3 1000375-89-7 16
4 2-Phosphatricyclo[4.4.0.0(3,5)]d... 252 C17H17P 1000163-24-7 14
5 2(1H)-Quinolinone, 6-bromo-4-met... 237 C1@H8BrNO 1000337-38-4 14
Abundance Scan 2697 (17.951 min): BF124405.D\data.ms (-2691) (-  m/z 253.00 100.00%
258.0
373.
5000 96.9 208.1
163.9 206 L
g
ok L N m/z 237.18  73.17%
m/z--> 100 150 200 250 300 350
Abundance #189985. 2-(3-Nitro-phenyl)-3-p-tolyl-2,3-dihydro-1H-quin
253.0
5000 T T
359.0 18.00
207.0 m/z 373.30  68.79%
152.0
| \‘h h “\ i Lo Il L 312.0 u‘
O\\\\‘\\\\‘\\\‘\\1‘\\\\‘\\\\‘\\1\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #103622: 1,1'-Biphenyl, 3,5-dichloro-4-methoxy-
237.0
——
139.0 18.00
5000 m/z 239.40 59.98%
NI i
AT WO | B T B
miz--> 50 100 150 200 250 300 350
Abundance #187489: 6,6,8,8,10,10-Hexamethyl-2,5,7,9,11,14-hexao; i
59.0 237.0 18.00
m/z 252.10 48.73%
5000
193. 281.0
133.0 ‘
T TV MR 0 1 0 8 7= X I -
m/z--> 50 100 150 200 250 300 350 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124405.D

Acqg On : 21 Jun 2021 21:43
Operator : JU/CG

Sample 1 M2773-02

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanol, 2-(2-b... 7.975 7.4 ng 101507 2 8.069 274642 20.0
1-Naphthalenami... 12.751 12.1 ng 138278 5 13.957 229275 20.0
Benzenamine, 2-... 14.074 6.7 ng 76945 5 13.957 229275 20.0
2,3-Diphenylindole 14.721 6.9 ng 95443 6 15.415 277936 20.0
unknown15.021 15.021 6.1 ng 84900 6 15.415 277936 20.0
Methanone, bis[... 15.133 9.4 ng 130144 6 15.415 277936 20.0
Benzenamine, 2,... 15.327 14.4 ng 199641 6 15.415 277936 20.0
unknownl17.951 17.951 2.6 ng 36166 6 15.415 277936 20.0
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