LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020221\
Data File : BGO48079.D

Acqg On : 2 Feb 2021 16:31

Operator : CG/JU

Sample : M1297-02 :

Misc : LLEXSITUTV-026-001-SO

ALS vial : 5 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_G\METHODS\8270-BG012521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO48079.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.203 311 317 326 rBV 73811 110956 3.53% 0.770%
2 5.673 390 397 407 rBV 424876 660128 21.00% 4.581%
3 7.265 660 668 677 rVB 529372 877520 27.91% 6.089%
4 8.117 805 813 820 rBV 152619 255911 8.14% 1.776%
5 9.280 1001 1011 1023 rBV 359842 640782 20.38% 4.446%
6 10.931 1284 1292 1300 rBV 202162 344989 10.97% 2.394%
7 13.364 1700 1706 1718 rVB 1063898 1583870 50.38% 10.990%
8 14.186 1839 1846 1851 rBV 27432 37090 1.18% 0.257%
9 14.739 1931 1940 1949 rVB 371679 581149 18.49% 4.033%
10 16.225 2185 2193 2207 rBV 572032 939355 29.88% 6.518%
11 17.136 2342 2348 2353 rVB2 35563 56241 1.79% 0.390%
12 17.482 2400 2407 2411 rBV 561294 838185 26.66% 5.816%
13 17.524 2411 2414 2420 rVB 84402 123531 3.93% 0.857%
14 18.887 2642 2646 2653 rVB2 90358 127558 4.06%  0.885%
15 19.404 2729 2734 2739 rBV 47041 70639  2.25% 0.490%
16 19.527 2750 2755 2760 rVB 259301 366713 11.66% 2.545%
17 19.856 2806 2811 2813 rBV 29452 43004 1.37% ©0.298%
18 19.885 2813 2816 2824 rVB 62325 89446  2.85% 0.621%
19 20.085 2843 2850 2858 rVB 2457686 3143731 100.00% 21.814%
20 20.350 2889 2895 2898 rBV8 19843 46433  1.48% 0.322%
21 21.137 3025 3029 3036 rVB 57960 86067 2.74% ©.597%
22 21.319 3055 3060 3061 rBV3 22008 33649 1.07% 0.233%
23 21.390 3066 3072 3082 rBV3 243558 435809 13.86% 3.024%
24 21.478 3083 3087 3094 rVB 44138 69617 2.21% ©.483%
25 21.754 3126 3134 3140 rBV 587029 1176663 37.43%  8.165%

26 21.807 3140 3143 3153 rVB 137131 218147 6.94%
27 22.582 3270 3275 3285 rBV8 56694 120866 3.84%
28 23.998 3507 3516 3525 rBV2 109643 397937 12.66%
29 25.038 3683 3693 3710 rBV3 300989 935570 29.76%
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Sum of corrected areas: 14411556
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020221\
Data File : BGO48079.D

Acq On : 2 Feb 2021 16:31

Operator : CG/JU

Sample : M1297-02 :
Misc : LLEXSITUTV-026-001-SO

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG048079.D\data.ms
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Abundance TIC: BG048079.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020221\
Data File : BGO48079.D

Acq On : 2 Feb 2021 16:31

Operator : CG/JU

Sample : M1297-02 :

Misc : LLEXSITUTV-026-001-SO

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.203 8.67 ng 110956 1,4-Dichlorobenzene-d4 8.117

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 38
3 Guanidine 59 CH5N3 000113-00-8 9
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9

Abundance Scan 317 (5.203 min): BG048079.D\data.ms (-311) (-) m/z 43.10 100.00%

3.1
5000
101.1 R S e T
‘ ‘ 4.80 5.00 5.20 5.40 5.60
bl 732 e 09 m/z 59.10 63.86%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R R B R
4.80 5.00 5.20 5.40 5.60
m/z 101.10 21.26%
H 101.0
OHH’\“\HH“H}\\‘;‘7\\\-\O"HH“‘\H\‘HH’HH‘\H\‘HH’HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #4030: 2,3-Butanedione, monooxime
43.0
Rmaas A ma s o
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.10 15.68%
101.0
150 | _
0+t e e
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #258: Guanidine
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 8.79%
5000
28.0
0 e e e
m/z--> 20 40 60 80 100120140160 180 200220240260 4.80 5.00 5.20 5.40 5.60

8270-BG012521.M Wed Feb 03 ©5:37:33 2021 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020221\
Data File : BGO48079.D

Acq On : 2 Feb 2021 16:31

Operator : CG/JU

Sample : M1297-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 9,10-Anthracenedione Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.887 3.0ang 127558  Phenanthrene-die 17.482
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 ClaH802 000084-65-1 97

2 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 64
3 1H-Phenalen-1-one 180 C13H80 000548-39-0 60
4 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 60
5 9H-Fluoren-9-one 180 C13H80 000486-25-9 53

Abundance Scan 2646 (18.887 min): BG048079.D\data.ms (-2642) (-

m/z 208.10 100.00%

208.1
152.0
5000
76.0 s LS
18.50 19.00
. 112. 282.1 N
LIt W o i B . S22t % 42 180.00  85.36%
miz--> 50 100 150 200 250 300 350
Abundance #67896: 9,10-Anthracenedione
180.0
5000 76.0 — P
18.50 19.00
m/z 152.00 74.44%
QL 126.0 /
0\3\9\-|\‘\H‘\1“‘\\“\\ ‘\\‘\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #45695: Benzo[h]cinnoline
180.0
- ey
18.50 19.00
5000 m/z 151.05 42.67%
76.0
‘ 126.0 ‘
OH‘l“c“‘”w‘l“i“H‘w‘l‘u R
m/z--> 50 100 150 200 250 300 350
Abundance #45757: 1H-Phenalen-1-one P ey
180.0 18.50 19.00
m/z 76.00  25.96%
5000
76.0
ST N ) R (RN | SO
m/z--> 50 100 150 200 250 300 350 18.50 19.00

8270-BG012521.M Wed Feb 03 ©5:37:34 2021

LLEXSITUTV-026-001-SO

Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020221\
Data File : BGO48079.D

Acq On : 2 Feb 2021 16:31

Operator : CG/JU

Sample : M1297-02 :

Misc : LLEXSITUTV-026-001-SO

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 1-Heneicosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.390 7.41 ng 435809 Chrysene-d12 21.760
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 93
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91

Abundance Scan 3072 (21.390 min): BG048079.D\data.ms (-3066) (-  m/z 55.05 100.00%

55.0
5000
11.1
==L —S
21.00 21.50
ol A AL H\ H‘ JOLE A5 380 841 4290 ; s57.10  99.39%
miz--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55.0
5000 11.0 T T T
21.00 21.50
m/z 69.05 94.78%
O \\“\M\“‘\‘\‘ ‘1\“\“\\‘“\7\9\‘\\\\2‘6\6\\0\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcoho
83.0
B e
21.00 21.50
5000 ITI/Z 43.10 93.01%
29. ]*
ol Ll LT rse0 200
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1 T —
57.0 21.00 21.50
m/z 83.10 91.21%
111.0
5000
0 702220 soso L
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50

8270-BG012521.M Wed Feb 03 ©5:37:34 2021 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020221\
Data File : BGO48079.D

Acq On : 2 Feb 2021 16:31

Operator : CG/JU

Sample : M1297-02 :

Misc : LLEXSITUTV-026-001-SO

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 5,12-Naphthacenedione Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.582 2.05 ng 120866 Chrysene-d12 21.760
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5,12-Naphthacenedione 258 C18H1002 001090-13-7 93
2 Benz(a)anthracene-7,12-dione 258 C18H1002 002498-66-0 91
3 1,8-Anthracenedinitrile, 9,10-di... 258 C16H6N202 090866-50-5 58
4 Yangonin 258 C15H1404 000500-62-9 38
5 Benzoic acid, 3-(6-methyl-4-oxo-... 230 C13H1004 295364-59-9 27

Abundance Scan 3275 (22.582 min): BG048079.D\data.ms (-3270) (-  m/z 258.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020221\
Data File : BGO48079.D

Acqg On : 2 Feb 2021 16:31

Operator : CG/JU

Sample : M1297-02 :

Misc : LLEXSITUTV-026-001-SO

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG@12521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.203 8.7 ng 110956 1 8.117 255911 20.0
9,10-Anthracene... 18.887 3.0 ng 127558 4 17.482 838185 20.0
1-Heneicosanol 21.390 7.4 ng 435809 5 21.760 1176660 20.0
5,12-Naphthacen... 22.582 2.0 ng 120866 5 21.760 1176660 20.0
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