LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135120.D

Acqg On : 06 Sep 2023 05:30
Operator : CG\JU

Sample : 04202-01

Misc :

ALS Vvial : 31 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-BF083023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135120.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.152 7 11 18 rVB 31401 39390 1.81% 0.240%
2 5.004 492 496 505 rVB 61720 78854 3.63% 0.480%
3 5.404 560 564 567 rBV 2193110 1965832 90.42% 11.967%
4 6.410 730 735 738 rBV 2046253 1948206 89.61% 11.860%
5 6.769 793 796 800 rBV 742574 608969 28.01% 3.707%

6 7.334 887 892 895 rBV 1430017 1258188 57.87% 7.659%
7 8.051 1009 1014 1017 rBV 945482 814450 37.46%  4.958%
8 9.128 1192 1197 1201 rBV 2412819 2174118 100.00% 13.235%
9 9.810 1308 1313 1316 rBV 929320 818562 37.65%  4.983%
10 10.598 1443 1447 1460 rBV 1203829 1103028 50.73% 6.715%

11 11.298 1563 1566 1569 rBV 823951 733700 33.75% 4.466%
12 11.322 1569 1570 1574 rVV 187536 124784 5.74% 0.760%
13 11.375 1574 1579 1582 rVB 43397 43072 1.98% 0.262%
14 11.833 1654 1657 1662 rBV 177302 191236 8.80% 1.164%
15 11.916 1668 1671 1673 rBV 32695 33424 1.54% 0.203%
16 12.357 1739 1746 1749 rBV 23733 25296 1.16% ©0.154%
17 12.516 1770 1773 1777 rBV ~ 251395 224288 10.32% 1.365%
18 12.569 1779 1782 1789 rVB2 37004 37972 1.75% ©.231%
19 12.627 1789 1792 1796 rBV5 29752 38286 1.76% ©0.233%
20 12.727 1806 1809 1810 rBV2 73868 75840 3.49% 0.462%
21 12.745 1810 1812 1816 rVV 218056 206152  9.48%  1.255%
22 12.798 1819 1821 1827 rVB2 23473 27314 1.26% 0.166%
23 12.898 1834 1838 1841 rBV 2000946 1625298 74.76%  9.894%
24 12.969 1845 1850 1858 rBV5 20709 38950 1.79% ©.237%
25 13.080 1866 1869 1872 rVB 26562 26346 1.21% ©.160%
26 13.139 1872 1879 1882 rBV5 15035 28293 1.30% 0.172%
27 13.180 1882 1886 1890 rBV 36601 39375 1.81% ©.240%
28 13.274 1899 1902 1906 rBV2 16243 28193 1.30% ©0.172%
29 13.433 1926 1929 1932 rVB 33510 26486 1.22% 0.161%
30 13.480 1932 1937 1940 rBV5 21735 30622 1.41% 0.186%
31 13.592 1953 1956 1960 rVB 30154 28258 1.30% ©0.172%
32 13.704 1970 1975 1978 rBV2 22321 33630 1.55% 0.205%
33 13.810 1989 1993 2001 rBV2 118523 183444  8.44% 1.117%
34 13.957 2010 2018 2020 rBV2 641073 712791 32.79%  4.339%
35 13.980 2020 2022 2025 rVB 108320 87841 4.04% 0.535%
36 14.127 2044 2047 2050 rBV3 22314 24034 1.11% 0.146%

8270-BF083023.M Wed Sep 06 14:25:18 2023 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135120.D

Acqg On : 06 Sep 2023 05:30
Operator : CG\JU

Sample : 04202-01

Misc

ALS Vvial : 31 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-BF083023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.345 2080 2084 2087 rBV 30657 30794 1.42% 0.187%
38 14.439 2096 2100 2103 rBV2 27558 29600 1.36% 0.180%
39 14.727 2146 2149 2154 rBvV3 64659 96312 4.43% 0.586%
40 14.998 2190 2195 2198 rBvV 75826 120797 5.56% 0.735%
41 15.298 2242 2246 2252 rVB 41751 52807 2.43% 0.321%
42 15.357 2252 2256 2262 rVB 56263 77673 3.57% 0.473%
43 15.421 2262 2267 2271 rBV 358565 468604 21.55% 2.853%
44 15.910 2346 2350 2354 rBV3 18716 24835 1.14% 0.151%
45 16.904 2514 2519 2527 rVB3 18702 41328 1.90% 0.252%
Sum of corrected areas: 16427272
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135120.D

Acqg On : 06 Sep 2023 05:30
Operator : CG\JU

Sample : 04202-01

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF135120.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135120.D

Acqg On : 06 Sep 2023 05:30
Operator : CG\JU

Sample : 04202-01

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 4
R.T. EstConc Area Relative to ISTD R.T.
5.004 2.59 ng 78854  1,4-Dichlorobenzene-d4 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Octanol 130 C8H180 000589-98-0 33
4 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 23
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 496 (5.004 min): BF135120.D\data.ms (-492) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 RRRaE s ARRRRRE S
4.60 4.80 5.00 5.20 5.40
| A 83.1 .
o't et e e e m/z 59.10 56.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 e e
4.60 4.80 5.00 5.20 5.40
59.0 m/z 101.60  19.41%
0 2?\0\ LA . ‘ 83.0 10‘10
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\i\‘\\\\‘\\\\‘\‘\\\‘\\\}‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R A RARE
57.0 4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00  15.39%
20.0 101.0
O bl 730 810 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15663: 3-Octanol AR AR A S R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 10.32%
5000 830
41.0 101.0
27ﬁ
OH"‘H""“1""“‘1‘1““"1”i"‘uiHH‘mu‘m“‘m‘mw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40

8270-BF083023.M Wed Sep 06 14:25:21 2023 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135120.D

Acqg On : 06 Sep 2023 05:30
Operator : CG\JU

Sample : 04202-01

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 1
R.T. EstConc Area Relative to ISTD R.T.
11.833 5.21 ng 191236  Phenanthrene-di10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 68
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 66
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 64
Abundance Scan 1657 (11.833 min): BF135120.D\data.ms (-1654) (- m/z 43.10 100.00%
431 ,73.0 192.1
5000
129.1
165.1
‘M 101.0 027 1256.1 1150 1200
(o a— m/z 60.00 93.81%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143508: n-Hexadecanoic acid
e 2
43.0 73.0 256.0
5000
129.0 11. 50 12 00
213.0 m/z 73.00 90.60%
‘ H (ﬂ 157.0185.0 ‘
01\?.‘0\\‘1\ HH\H\M\‘\‘HH\H““Huwl“\H\‘H‘HH‘H‘H‘\‘H‘N‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100 120 140 160 180200 220 240 260
Abundance #67039: Phenanthrene, 2-methyl-
192.0
1150 1200
5000 m/z 57.10 89.68%
165.0
0 270 630 | M 1260 h‘ / \H
R e e o e e
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #67030: Anthracene, 1-methyl-
192.0 1150 1200
m/z 192.10 87.66%
5000
165.0
O 270 630 960 1260 \‘ 1l u“ A
e e e e e e e e = —
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135120.D

Acqg On : 06 Sep 2023 05:30
Operator : CG\JU

Sample : 04202-01

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Trichloroacetic acid, hexad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.810 5.15 ng 183444  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 93
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
4 1-Hexacosanol 382 C26H540 000506-52-5 87
5 1-Heptacosanol 396 C27H560 002004-39-9 87
Abundance Scan 1993 (13.810 min): BF135120.D\data.ms (-1989) (- m/z 57.05 100.00%
87.0
230.1 e pal
‘¥?gj 13.50 14.00
O ek bbbk o oo e M/ 43,05 92.05%
m/z--> 0 50 100 150200250 300 350400450500 550 600 650
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.0
5000 — —T
13.50 14.00
‘ ‘ %50 m/z 55.00  74.95%
0 ‘HH ‘JHH“‘\“\‘L\]\“h\;‘%?\-\o\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 50 100 150200250 300 350400450500 550 600 650
Abundance #215083: 1-Heneicosano
53.0
= —
13.50 14.00
5000 m/z 83.05 66.88%
5.0
0 0|l ‘ | l] n :]9602660
s e e e e e
m/z--> 0 50 100 150200250300 350400450500550600650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester = P
57.0 13.50 14.00
m/z 97.05 56.79%
5000
0 ‘ J‘\‘ I% ]?A ‘ ?5‘\20 ‘ 3‘690‘ ‘ ‘ ‘ ‘ 64‘8' NM/\,/"’\M\,WV\
B RN ERERUA RS R
miz--> 0 50 100 150200250 300 350400450500 550 600 650 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135120.D

Acqg On : 06 Sep 2023 05:30
Operator : CG\JU

Sample : 04202-01

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.727 4.11 ng 96312  Perylene-di12 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 94
2 Palmitoleamide 253 C16H31NO 106010-22-4 80
3 7-Nonenamide 155 C9H17NO 090949-53-4 72
4 Acetic acid, cyanohydroxyimino-,... 128 C4H4N203 061295-92-9 38
5 9-Octadecenamide 281 C18H35NO 003322-62-1 38

Abundance Scan 2149 (14.727 min): BF135120.D\data.ms (-2146) (- m/z 59.00 100.00%
59.0

—

5000
970 —r L
142.0178.0 2391 277.0 320. 14.50 15.00
0! m/z 71.95 67.39%
miz--> 50 100 150 200 250 300
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
A

5000 T
14.50 15.00

m/z 55.00 46.31%

98.0
’]\S‘\(ﬁ “H‘ “”“M\”w‘} W \‘“\49.‘9\ \18\4\0‘ T \2\38\? \2\8\‘1 .\0‘ 1
miz--> 50 100 150 200 250 300
Abundance #139496: Palmitoleamide

59.0

T T
14.50 15.00

o

5000 m/z 43.00 32.38%
126.0
ob—t \“\h ‘M “1“ \ﬁ?m\‘p h‘\‘\\ ‘\L\‘ 4 ‘\1‘68‘9 ‘2‘1;0"0‘ 2‘5‘:\3‘0‘ R
m/z--> 50 100 150 200 250 300
Abundance #32728: 7-Nonenamide — —
59.0 14.50 15.00

m/z 41.00  31.40%

98.0 15f'°

‘2‘6&0“‘\\‘ ‘M‘\‘ M‘ b wll b

— —
m/z--> 50 100 150 200 250 300 14.50 15.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135120.D

Acqg On : 06 Sep 2023 05:30
Operator : CG\JU

Sample : 04202-01

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Perylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.298 2.25 ng 52807 Perylene-d12 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Perylene 252 C20H12 000198-55-0 95
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
3 Benzo[a]pyrene 252 C20H12 000050-32-8 94
4 Benzo[e]pyrene 252 C20H12 000192-97-2 94
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 94
Abundance Scan 2246 (15.298 min): BF135120.D\data.ms (-2242) (- m/z 252.10 100.00%
2521
5000
126.0 T ‘ T T ‘ T
930, | 1630 2089 31 1500 15:50
ol 420 939, | 1890 A 380z 250,10 30.97%
m/z--> 50 100 150 200 250 300
Abundance #138552: Perylene
252.0
5000 \ A 5 ‘JM
15.00 15.50
126.0 m/z 253.00 23.61%
0 50.0 870 J‘M 1580 198.0 . ||
T T T ‘ T T T T T T T T T T T ‘ T T T T T T T T ‘ T T
m/z--> 50 100 150 200 250 300
Abundance #138562: Benzo[b]fluoranthene
252.0 ﬂ
L e S
15.00 15.50
5000 m/z 126.00 16.68%
126.0
0, 390 870 M\M 1610 200.0 M
—— 1
m/z--> 50 100 150 200 250 300
Abundance #138555: Benzo[a]pyrene
252.0 15.00 15.50
m/z 125.00  13.28%
5000
126.0
0 590 870 N ‘1630 2090 ) 1 ‘ g
e B e s —
mlz--> 50 100 150 200 250 300 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135120.D

Acqg On : 06 Sep 2023 05:30
Operator : CG\JU

Sample : 04202-01

Misc

ALS Vvial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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-... 5.004 2.6 ng 78854 1 6.769 608969 20.0
n-Hexadecanoic ... 11.833 5.2 ng 191236 4 11.298 733700 20.0
Trichloroacetic... 13.810 5.2 ng 183444 5 13.957 712791 20.0
9-Octadecenamid... 14.727 4.1 ng 96312 6 15.421 468604 20.0
Perylene 15.298 2.3 ng 52807 6 15.421 468604 20.0
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