LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136527.D

Acqg On : 12 Dec 2023 21:03
Operator : CG\JU

Sample : 05470-01

Misc :

ALS Vvial : 21  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-BF120523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136527.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.193 14 18 24 rVB 29704 45214 1.66% ©0.240%
2 5.034 496 501 512 rVB 387021 514517 18.89% 2.729%
3 5.440 565 570 573 rBV 2564062 2598117 95.37% 13.780%
4 6.439 735 740 743 rBV 2171703 2540651 93.26% 13.476%
5 6.792 797 800 804 rBV 619273 511699 18.78% 2.714%

6 7.357 891 896 899 rBV 1689476 1577124 57.89%  8.365%
7 8.069 1013 1017 1021 rBV 716274 634361 23.29%  3.365%
8 9.151 1196 1201 1204 rBV 3322499 2724137 100.00% 14.449%
9 9.827 1312 1316 1320 rBV 839145 652262 23.94%  3.460%

10 10.622 1447 1451 1454 rBV 1802997 1554767 57.07%  8.247%
11 11.322 1566 1570 1572 rBV 645854 599506 22.01% 3.180%
12 11.339 1572 1573 1577 rVB 105824 78966 2.90% 0.419%
13 11.857 1657 1661 1664 rBV 131463 130592 4.79% 0.693%
14 12.539 1773 1777 1780 rBV 143115 132955 4.88% ©.705%
15 12.645 1791 1795 1800 rBV3 43232 53366 1.96% ©.283%

16 12.763 1809 1815 1818 rBV 121830 128979 4.73%
17 12.916 1837 1841 1844 rBV 2773741 2366311 86.86% 12.
18 13.463 1930 1934 1937 rBV 418629 346923 12.74%

WORNG®
o
N
®
R

19 13.892 2001 2007 2015 rBV7 38973 109151 4.01% 579%
20 13.968 2016 2020 2023 rVV 636977 660768 24.26% 505%
21 13.998 2023 2025 2028 rVB 51380 40015 1.47% 0.212%
22 14.068 2034 2037 2043 rVB3 35755 45443 1.67% 0.241%
23 14.451 2099 2102 2106 rVB2 46660 43202 1.59% 0.229%
24 14.610 2126 2129 2134 rBV2 47517 46845 1.72% 0.248%
25 15.015 2195 2198 2201 rBV 40141 61073 2.24% 0.324%
26 15.409 2262 2265 2268 rVB 59197 72335 2.66% 0.384%
27 15.451 2268 2272 2277 rBV 422730 529284 19.43% 2.807%
28 15.733 2317 2320 2324 rVB3 43260 55041 2.02% 0.292%
Sum of corrected areas: 18853604
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136527.D

Acqg On : 12 Dec 2023 21:03
Operator : CG\JU

Sample : 05470-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF136527.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136527.D

Acqg On : 12 Dec 2023 21:03
Operator : CG\JU

Sample : 05470-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.034 20.11 ng 514517 1,4-Dichlorobenzene-d4 6.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 Guanidine 59 CH5N3 000113-00-8 9
Abundance Scan 501 (5.034 min): BF136527.D\data.ms (-496) (-) m/z 43.05 100.00%
43.0
59.1
5000
1011 AR AAREEREE RS
4.80 5.00 5.20 5.40
| 711 831 5
Ot e e e e e e m/z 59.10  65.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L B I L B BN L
4.80 5.00 5.20 5.40
101.0 m/z 101.10  23.21%
31.0 83.0
O\\‘\\\\‘\\\‘\“‘\\\\“M\\\\‘\\‘}‘\‘\\\\‘\\\\‘\‘\\\‘\\\1‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

4.80 5.00 5.20 5.40

5000 ITI/Z 58.10 16.77%
41.0
29.0 101.0
Ol 730 880 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- R RANREREY L
59.0 4.80 5.00 5.20 5.40

m/z 41.10 8.60%

5000 41.0

29.
87.0

Ot e T e R R E e e e
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136527.D

Acqg On : 12 Dec 2023 21:03
Operator : CG\JU

Sample : 05470-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.857 4.36 ng 130592  Phenanthrene-di10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Undecanoic acid 186 C11H2202 000112-37-8 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74
Abundance Scan 1661 (11.857 min): BF136527.D\data.ms (-1657) (- m/z 73.10 100.00%
43.0 73.1
5000 129.1
213.2 — i
H H‘ 157.1185.1 ‘ 2562 11.50 12.00
0 Ww\w v “““wuuu‘”“l““ ileryh m‘w‘Hiu‘w‘lm‘_mwa“_ m/z 43.05 88.85%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 e .
129.0 11.50 12.00
213.0 m/z 60.00 87.92%
‘ H (ﬂ 157.0185.0 ‘
O]\-ﬁ‘o\\\\ HH\H\M“\‘HH\\\““HH‘”‘M‘\H\‘H‘HH‘H‘H‘\‘\\‘H‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— ; i
11.50 12.00
5000 129.0 m/z 57.05 75.72%
199.0
s e L
EETTIN 1 O O P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92070: Tridecanoic acid o T
73.0 11.50 12.00
m/z 55.05 68.16%
43.0
5000
129.0
1710 2140
101.0 ‘
oitsol L1 ICR o et
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136527.D

Acqg On : 12 Dec 2023 21:03
Operator : CG\JU

Sample : 05470-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Adipic acid, 2-ethylhexyl o... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.463 10.50 ng 346923 Chrysene-d12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adipic acid, 2-ethylhexyl octyl ... 370 C22H4204 1000324-48-6 90
2 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 87
3 Diisooctyl adipate 370 C22H4204 001330-86-5 78
4 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 70
5 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604 004337-65-9 50
Abundance Scan 1934 (13.463 min): BF136527.D\data.ms (-1930) (- m/z 129.00 100.00%
129.0
5000 57.1
‘ H 1350
241.2 :
0 “ M‘ﬂm‘ d, 1091282 3020 0 5710 43.53%
m/z--> 100 150 200 250 300 350
Abundance #279326. Adipic acid, 2-ethylhexyl octyl ester
129.0
5000 U

241.0 13.50
57.0 71.10  27.35%

L \ \H ‘h‘\ ‘H \h‘\ u \“‘\ \“ L \]-\9?.\‘0\ T \‘ ’ ‘\ T ?9?.9\ T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance  #279381: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0

o

1350
5000 m/z 70.10 26.89%
57.0
241.0
oo bu Ll 1800 sz am

m/z--> 5 100 150 200 250 300 350
Abundance #279233: Diisooctyl adipate s
129.0 13.50

55.00  26.79%

57.0
5000
241.0
- H‘ Md \ 1990 | | 313.0 370.

m/z--> 5 100 150 200 250 300 350 13 50

O
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136527.D

Acqg On : 12 Dec 2023 21:03
Operator : CG\JU

Sample : 05470-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 E-15-Heptadecenal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.892 3.30 ng 109151  Chrysene-di12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 80
2 1-Tetradecene 196 C14H28 001120-36-1 70
3 1-Nonadecene 266 C19H38 018435-45-5 64
4 1-Octadecene 252 C18H36 000112-88-9 56
5 Cetene 224 C16H32 000629-73-2 50
Abundance Scan 2007 (13.892 min): BF136527.D\data.ms (-2001) (- m/z 94.00 100.00%
57.0 94.0
5000
13.50 14.00
0b——t m/z 57.05 97.33%
miz-> 50 100 150 200 250 300
Abundance #138490: E-15-Heptadecenal
43.0
83.0
5000 == .
13.50 14.00
m/z 55.10 96.32%
H‘ ?25'0 252.0
oL kL LL LT, 1680 2100 2520
miz-> 50 100 150 200 250 300
Abundance #71723: 1-Tetradecene
43.0
83.0 ‘ T T ‘ T
13.50 14.00
5000 m/z 83.00 88.78%
LLdLL e o
O 5 N 1 St —
miz--> 50 100 150 200 250 300
Abundance #155959: 1-Nonadecene o —
57.0 |97.0 13.50 14.00
m/z 97.10  83.40%
5000
Fg_o 266.0
oiso LA e zane [ N
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136527.D

Acqg On : 12 Dec 2023 21:03
Operator : CG\JU

Sample : 05470-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.015 2.31 ng 61073  Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 96
2 Benzo[j]fluoranthene 252 C20H12 000205-82-3 94
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
4 Benzo[a]pyrene 252 C20H12 000050-32-8 91
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 91

Abundance Scan 2198 (15.015 min): BF136527.D\data.ms (-2195) (- m/z 252.10 100.00%

252.1
5000
126.0 100 ‘
15.00
u1.1 86.9 199.9 296.0 341. )
oL 809, | 1999 | 29603410 400. . 5ch 05 25.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
250.0
5000 e — :

m/z 253.10  20.63%

125.0
039.0 83.0 | 200.0, |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138569: Benzo[j]fluoranthene
252.0

T
15.00

5000 m/z 126.00 14 .04%
126.0
0 84.0 d H 201.0 L \\H
T T B e e e T I B S B B e B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #138562: Benzo[b]fluoranthene W% et
252.0 15.00

m/z 125.00 14.02%

5000
126.0 ‘
I

0890 87.0 ‘\\ 2000 |
e S .

T
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136527.D

Acqg On : 12 Dec 2023 21:03
Operator : CG\JU

Sample : 05470-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 unknownl5.733 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.733 2.08 ng 55041 Perylene-d12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Dimethyl-4-phenylpyridine 183 C13H13N 003044-71-1 38
2 Reduced Triprolidine 280 C19H24N2 1000378-86-2 37
3 3-[5-(Morpholin-4-ylmethyl)-1,3-... 269 C11H15N303S 1000410-76-9 32
4 Lauric acid, 3,4-dichlorophenyl ... 344 C18H26C1202 1000357-92-7 32
5 Fumaric acid, 4-chlorophenyl hex... 310 C16H19Cl04 1000344-85-7 30
Abundance Scan 2320 (15.733 min): BF136527.D\data.ms (-2317) (- m/z 183.20 100.00%
183.2
50001 57.0
0 269.1
) — =
411 4.1 3320 396.: 15.50 16.00
0! m/z 57.00 44.39%
m/z--> 50 100 150 200 250 300 350
Abundance #57972: 2,6-Dimethyl-4-phenylpyridine
183.0
5000 —r ——
15.50 16.00
m/z 69.10 40.19%
77.0 141.0
0 \\“\‘\“\\“‘\‘\“\‘i“‘\‘h\i‘\‘\\\\‘\\\\‘\\\\’\\\\ 1
miz--> 50 100 150 200 250 300 350
Abundance #173679: Reduced Triprolidine
188.0
—— —
15.50 16.00
5000 m/z 269.10 28.32%
84.0
42.0 ‘
ot 1280 | a0
m/z--> 50 100 150 200 250 300 350
Abundance #158913: 3-[5-(Morpholin-4-ylmethyl)-1,3-thiazol-2-yl]-1,3 —h e
183.0 15.50 16.00
86.0 m/z 43.10 27.24%
5000
42. 139.0 269.0
0 J%WMUNJ‘ly‘;JN“““‘ﬁ“““‘,““ ‘ —r— —
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136527.D

Acqg On : 12 Dec 2023 21:03
Operator : CG\JU

Sample : 05470-01

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.034 20.1 ng 514517 1 6.792 511699 20.0
n-Hexadecanoic ... 11.857 4.4 ng 130592 4 11.322 599506 20.0
Adipic acid, 2-... 13.463 10.5 ng 346923 5 13.968 660768 20.0
E-15-Heptadecenal 13.892 3.3 ng 109151 5 13.968 660768 20.0
Benzo[e]pyrene 15.015 2.3 ng 61073 6 15.451 529284 20.0
unknown15.733 15.733 2.1 ng 55041 6 15.451 529284 20.0
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