LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133248.D

Acqg On : 05 May 2023 00:12
Operator : CG\JU

Sample : 02598-01

Misc :

ALS Vvial : 18 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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133248.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.922 477 482 490 rVB 250578 325332 7.07% 0.984%
2 5.339 548 553 556 rBV 4332067 4137604 89.86% 12.518%
3  6.363 722 727 730 rBV 3806929 4304736 93.49% 13.023%
4 6.722 785 788 792 rBV 1436166 1246771 27.08% 3.772%
5 7.292 880 885 888 rBV 2882193 2747706 59.68% 8.313%

6 8.010 1003 1007 1010 rBV 2149226 1669107 36.25% 5.050%
7 9.086 1186 1190 1193 rBV 5510236 4604256 100.00% 13.929%
8 9.757 1301 1304 1308 rBV 2053818 1821200 39.55% 5.510%
9 10.474 1422 1426 1429 rBV 385098 341486 7.42% 1.033%
10 10.545 1434 1438 1442 rBV 2829621 2655179 57.67% 8.033%
11 11.239 1552 1556 1559 rBV 2039947 1712441 37.19% 5.181%
12 11.263 1559 1560 1563 rVV 198422 111441  2.42% 0.337%
13 11.310 1563 1568 1573 rVB 42791 53545 1.16% 0.162%
14 11.780 1644 1648 1651 rBv2 315633 334403 7.26% 1.012%
15 12.451 1758 1762 1766 rBV 196515 196722 4.27% ©.595%
16 12.563 1777 1781 1785 rBV2 65048 78586 1.71% 0.238%
17 12.674 1794 1800 1803 rBV 168173 169150 3.67% ©.512%

18 12.827 1822 1826 1829 rBV 4069823 3557208 77.26% 10.762%
19 13.739 1977 1981 1995 rVB 152189 294581 6.40% 0.891%
20 13.874 1999 2004 2007 rBV 1103331 1144871 24.87% 3.464%

21 14.357 2083 2086 2089 rBV 55170 52449 1.14% ©.159%
22 14.727 2146 2149 2155 rVB4 37152 52447 1.14% 0.159%
23 14.886 2173 2176 2184 rVB 73488 143735 3.12% ©.435%
24 14.974 2188 2191 2196 rVv4 47061 65320 1.42% ©.198%
25 15.227 2231 2234 2239 rBV 48187 57850 1.26% ©.175%

26 15.292 2240 2245 2249 rBV 947038 1102965 2
27 15.745 2318 2322 2328 rBV3 38950 73127

w

.96%
.59%  0.221%
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Sum of corrected areas: 33054218
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133248.D

Acqg On : 05 May 2023 00:12
Operator : CG\JU

Sample : 02598-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF133248.D\data.ms
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Abundance TIC: BF133248.D\data.ms
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Abundance TIC: BF133248.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133248.D

Acqg On : 05 May 2023 00:12
Operator : CG\JU

Sample : 02598-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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.
4.922 5.22 ng 325332  1,4-Dichlorobenzene-d4 6.728

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Octanol 130 C8H180 000589-98-0 36
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9
Abundance Scan 482 (4.922 min): BF133248.D\data.ms (-477) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 L L L R IR R
4.60 4.80 5.00 5.20
Ll | 83.0 9
-yt m/z 59.10 54.14%
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LI B L R
59.0 4.60 4.80 5.00 5.20
m/z 101.10 17.75%
15.0 101.0
‘ T A | 830 !
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #15663: 3-Octanol
59.0
AR mmaRRE S
4.60 4.80 5.00 5.20
5000 83.0 m/z 58.00  15.34%
41.0 101.0
o"1‘5‘-9“;”‘Mw“;”m_H_‘__mw
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 4.60 4.80 5.00 5.20
m/z 41.05 8.02%
5000 41.0
0 \H\‘ \‘M 12\6'0 142.0
1 R A BaaaEEeas s
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133248.D

Acqg On : 05 May 2023 00:12
Operator : CG\JU

Sample : 02598-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.475 3.75 ng 341486  Acenaphthene-d10 9.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Azobenzene 182 C12H1ON2 000103-33-3 64
3 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 50
4 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
5 Methyl 2-benzoyl-4-cyanobutanoate 231 C13H13NO3 1010486-83-8 47
Abundance Scan 1426 (10.474 min): BF133248.D\data.ms (-1422) (-} | m/z 105.05 100.00%
105.1
i 182.1
5000
51.0 AL
10.50
152.1
b et e 2200 2T 2087 sz 77,10 60.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56922: Benzophenone
105.0
77.0
5000 U
182.0 10.50
51.0 m/z 182.16  54.49%
P L CC B I 12701520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56777: Azobenzene
77.0
e
182.0 10.50
5000 m/z 51.00 24.98%
51.0 105.0
oL..27.0 \ ‘ 128.0 15%0 \
R R ARAREmaEEaE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #57928: Phenyl 4-pyridyl ketone =
105.0 10.50
m/z 181.10 7.97%
183.0
5000 77.0
51.0
oh. 270 l | 127.0 154.0 A )
e e e e e e e e e e e A4 :
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50

8270-BF042123.M Fri May 05 14:42:21 2023 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133248.D

Acqg On : 05 May 2023 00:12
Operator : CG\JU

Sample : 02598-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.780 3.91 ng 334403  Phenanthrene-d10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 68

Abundance Scan 1648 (11.780 min): BF133248.D\data.ms (-1644) (- m/z 73.05 100.00%
43.0 73.0

5000 129.1

T

213.2 B— ‘
H‘ 157.1185.1 ‘ 256.3 11.50 12.00
I, ‘Nm“u w‘:‘wwm‘hm_“m_‘m\mu_‘m_m‘w m/z 43.05 94.09%

0 ‘HH‘M‘ ‘H“H

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 L R

11.50 12.00
m/z 59.95 81.77%

157.0 1850 213.0 256.0

O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92068: Tridecanoic acid
73.0
43.0
—— =
11.50 12.00
5000 ITI/Z 57.05 76.26%
129.0
H ‘ 1710 2140
0“M‘WMNJWUHWH?M‘H‘HM‘Mwu‘w‘_VH‘HJW‘H‘_‘H‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid = T
73.0 11.50 12.00
43.0 m/z 55.05 71.85%
5000
129.0
185.0 228.0
0%570 — e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133248.D

Acqg On : 05 May 2023 00:12
Operator : CG\JU

Sample : 02598-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Oxalic acid, isobutyl hexad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.739 5.15 ng 294581  Chrysene-di2 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 91
2 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
4 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 90
5 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 90

Abundance Scan 1981 (13.739 min): BF133248.D\data.ms (-1977) (- m/z 57.05 100.00%

57.0
5000
111.1

215.1
A 228 m/z 43.10 79.84%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #279317: Oxalic acid, isobutyl hexadecyl ester
57.0

5000

o

m/z 71.10 56.55%

111.0
J\I‘I‘”IlQG.OZGQ.O
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #339001: Octacosyl trifluoroacetate
57.0

o

5000 m/z 55.00 54.41%
111.0
ol l“‘“ 1167022202780 3640 437.0489.
e A e e S e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #146039: Ethanol, 2-(tetradecyloxy)- T —
57.0 13.50 14.00

m/z 83.10 49.91%

5000
111.0
L o
by TP 2580

Of bbb g bbb s de i SIS — —
miz-> 0 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133248.D

Acqg On : 05 May 2023 00:12
Operator : CG\JU

Sample : 02598-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.886 2.61 ng 143735  Perylene-di2 15.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]fluoranthene 252 C20H12 000205-99-2 97
2 Benzo[e]pyrene 252 C20H12 000192-97-2 95
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
4 Benzo[a]pyrene 252 C20H12 000050-32-8 93
5 Perylene 252 C20H12 000198-55-0 81
Abundance Scan 2176 (14.886 min): BF133248.D\data.ms (-2173) (- m/z 252.15 100.00%
252.2
w M
— .
63.1 12T'0 174.0 303.1 347.0 | s 1500
obe 22t 2780 A 80313470 400 ., 550,05  26.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138562: Benzol[b]fluoranthene
252.0
5000
14.50 15.00
126.0 m/z 253.15 21.30%
039.0 830 ‘\\ 2000 |
\\’\\\\]\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
= —
14.50 15.00
5000 m/z 126.00 16.18%
125.0
0390 830 | 2000 |
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #138565: Benzo[Kk]fluoranthene e —T
252.0 14.50 15.00
m/z 125.10 10.51%
5000
i WWM
@0 |
R e e — e
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133248.D

Acqg On : 05 May 2023 00:12
Operator : CG\JU

Sample : 02598-01

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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-... 4.922 5.2 ng 325332 1 6.728 1246770 20.0
Benzophenone 10.475 3.8 ng 341486 3 9.757 1821200 20.0
n-Hexadecanoic ... 11.780 3.9 ng 334403 4 11.239 1712440 20.0
Oxalic acid, is... 13.739 5.2 ng 294581 5 13.874 1144870 20.0
Benzo[e]pyrene 14.886 2.6 ng 143735 6 15.292 1102970 20.0
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