LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72523\
Data File : BF134466.D

Acqg On : 25 Jul 2023 16:59
Operator : CG\JU

Sample : 03580-03 2X

Misc :

ALS vial : 9 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-BF072423.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134466.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.246 24 27 39 rVB 29094 48827  3.22% ©0.351%
2 5.081 505 509 514 rBV 19888 23770 1.57% 0.171%
3 5.475 572 576 591 rBV 1500234 1514767 100.00% 10.894%
4 6.475 743 746 764 rBV 1442213 1403375 92.65% 10.093%
5 6.834 804 807 816 rBV 563809 458759 30.29%  3.299%

6 7.398 899 903 912 rBV 963500 880964 58.16% 6.336%
7 8.110 1021 1024 1033 rBV 647930 520268 34.35% 3.742%
8 9.186 1203 1207 1210 rBV 1908535 1428234 94.29% 10.272%
9 9.586 1270 1275 1279 rVB 40965 40099 2.65% 0.288%

9

10 .869 1319 1323 1326 rBV 696889 526700 34.77%  3.788%
11 9.898 1326 1328 1332 rVB 22081 21328 1.41% ©.153%
12 10.663 1454 1458 1469 rBV 950193 804150 53.09% 5.783%
13 11.222 1549 1553 1555 rBV2 30542 29844  1.97%  0.215%
14 11.257 1555 1559 1563 rVB 20158 27496 1.82% ©.198%
15 11.363 1573 1577 1579 rBV 692740 549797 36.30%  3.954%
16 11.386 1579 1581 1586 rVV 328220 275079 18.16% 1.978%
17 11.439 1587 1590 1593 rW 90618 81221 5.36% ©.584%
18 11.474 1593 1596 1602 rVB8 11532 21835 1.44% ©.157%
19 11.604 1614 1618 1624 rBV2 23208 27665 1.83% 0.199%
20 11.827 1652 1656 1659 rBVS5 14319 20012 1.32% 0.144%
21 11.869 1660 1663 1665 rvVv 43189 42788 2.82% ©.308%
22 11.892 1665 1667 1673 rVV2 192139 213682 14.11% 1.537%
23 11.945 1673 1676 1679 rVV 30987 39837 2.63% 0.287%
24 11.980 1679 1682 1685 rWwV 80953 91525 6.04% 0.658%
25 12.004 1685 1686 1691 rVB 32942 24761 1.63% ©0.178%
26 12.163 1711 1713 1716 rVB 36038 30883 2.04%  0.222%
27 12.198 1716 1719 1724 rBV5 30138 38698 2.55% ©0.278%
28 12.316 1734 1739 1742 rBV7 18151 31127 2.05% ©.224%
29 12.421 1754 1757 1759 rBV 34606 35274  2.33% 0.254%
30 12.516 1769 1773 1776 rVB2 25703 30472 2.01% 0.219%
31 12.586 1781 1785 1789 rBV 530896 435017 28.72%  3.129%
32 12.686 1799 1802 1805 rBV3 38489 45607 3.01% 0.328%
33 12.739 1808 1811 1813 rVwv2 24832 27852 1.84% 0.200%
34 12.816 1818 1824 1829 rVV 545244 611424 40.36% 4.397%
35 12.868 1831 1833 1837 rVB2 26539 29873 1.97% ©.215%

36 12.957 1844 1848 1852 rBV 1448312 1336677 88.24%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72523\
Data File : BF134466.D

Acqg On : 25 Jul 2023 16:59
Operator : CG\JU

Sample : 03580-03 2X

Misc :

ALS vial : 9 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-BF072423.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.039 1858 1862 1866 rBv4 32792 55504 3.66% 0.399%
38 13.151 1874 1881 1883 rBV2 54199 91862 6.06% 0.661%
39 13.216 1889 1892 1894 rBV 41199 38290 2.53% 0.275%
40 13.251 1896 1898 1900 rVV2 35350 32527 2.15% 0.234%
41 13.345 1912 1914 1916 rBV 26075 24313 1.61% 0.175%
42 13.374 1917 1919 1922 rVWV 30683 29953 1.98% 0.215%
43 13.663 1966 1968 1975 rBV 32374 46587 3.08% 0.335%
44 13.774 1984 1987 1989 rBV 45255 42730 2.82% 0.307%
45 13.798 1989 1991 1994 rVB 33063 27527 1.82% 0.198%
46 13.827 1994 1996 1997 rBV 33195 27149 1.79% 0.195%
47 13.874 2002 2004 2008 rVV 44285 52860 3.49% 0.380%
48 14.027 2025 2030 2033 rBvV2 558358 736431 48.62% 5.296%
49 14.051 2033 2034 2038 rVB 212398 151456 10.00% 1.089%
50 14.133 2046 2048 2050 rVB 45054 29460 1.94% 0.212%
51 14.292 2073 2075 2077 rBV3 37939 43098 2.85% ©.310%
52 15.086 2207 2210 2213 rBV 169428 192020 12.68% 1.381%
53 15.404 2261 2264 2271 rBV 60841 65888 4.35% 0.474%
54 15.468 2272 2275 2280 rVB 109446 129039 8.52% 0.928%
55 15.533 2282 2286 2289 rBV 252740 318247 21.01%  2.289%

Sum of corrected areas: 13904628
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 25 Jul 2023 16:59
¢ CG\JU
: 03580-03 2X

: 9

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072523\
BF134466.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

Abundance

1500000

1000000

500000

0

TIC: BF134466.D\data.ms

5.475 6.475

7.398

6.834

2. 246 5.081

Time-->

220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance

1500000

1000000

500000

TIC: BF134466.D\data.ms
9.186

12.957

10.663

9.869 11.363

8.110
125842816

9.586  9/Bog

0
Time-->

‘ T — —
9.50 10.00 10.50 11.00 12.00 12.50 13.00

\
11.50

Abundance

1500000

1000000

500000

Time-->

TIC: BF134466.D\data.ms

14.027

‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72523\
Data File : BF134466.D

Acqg On : 25 Jul 2023 16:59
Operator : CG\JU

Sample : 03580-03 2X

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 unknown2.246 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.246 2.13 ng 48827 1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 3-methoxy-2-methyl- 86 C5H100 022418-49-1 47
2 3-Penten-2-o0l 86 C5H100 001569-50-2 42
3 Butanoyl chloride 106 C4H7C10 000141-75-3 38
4 1,6-Heptadien-4-0l 112 C7H120 002883-45-6 37
5 2-Butene, 1-methoxy-, (E)- 86 C5H100 010034-14-7 33
Abundance  Scan 27 (2.246 min): BF134466.D\data.ms (-24) (-) m/z 43.00 100.00%
43.0 71.0
5000
e BLIEEEITE S e S
‘ 58.0 85.9 220 240 260
H‘\H\‘HH‘\H‘W\MH\W‘E‘H\‘\“‘MH‘\‘\‘\.\‘HH‘HH‘H\ m/Z 71.00 99.2600
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2036: 1-Propene, 3-methoxy-2-methyl-
71.0
41.0
5000 LA L L B N B
90,0 550 86.0 220 240 2.60
‘ m/z 40.95 55.89%
\\‘\\\\‘\\\\‘\\\}}}1\\“\‘11‘\“\\\\‘}\\\‘\\‘\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1933: 3-Penten-2-ol
43.0 71.0
Lo B anan Ay et
220 240 2.60
5000 ITI/Z 39.00 39.22%
27.0
15.0 ‘ 58.0 ‘ 86.0
HW“uuH““H‘!H‘H‘{‘mw“m‘m‘“l‘HW!‘WHWH‘M
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5639: Butanoy! chloride T N
43.0 71.0 220 240 2.60
27.0 m/z 45.00 38.25%
5000
‘ “ \\‘\ ‘ | 55\0 | | ‘ | 9]70 106.0
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72523\
Data File : BF134466.D

Acqg On : 25 Jul 2023 16:59
Operator : CG\JU

Sample : 03580-03 2X

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tridecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
11.892 7.77 ng 213682  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 60
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 51
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 47

Abundance Scan 1667 (11.892 min): BF134466.D\data.ms (-1665) (-} | m/z 73.00 100.00%
43.0 |73.0
192.1
5000 129.0
pot e
256.1 11.50 12.00
15 26.1
m/z 60.00 99.71%
miz-> 50 100 150 200 250
Abundance #92069: Tridecanoic acid
73.0
43.0
5000 129.0 - e
171.0 11.50 12.00
214.0 m/z 43.05 89.78%
: “\‘ H‘\‘M h! ‘\m“\ “ ‘n“ I “‘ | “\‘ .
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 3
43.0 73.0 256.0
— —
11.50 12.00
5000 m/z 55.05 86.02%
129.0
213.0
Ll 7]
ol Wl L L
miz--> 50 100 150 200 250
Abundance #67039: Phenanthrene, 2-methyl- — —
192.0 11.50 12.00
m/z 57.05 86.02%
5000
94.0
270 630 | 1520 |
e B T T — —
m/z--> 50 100 150 200 250 11.50 12.00
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Library Se

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72523\
Data File : BF134466.D

Acqg On : 25 Jul 2023 16:59
Operator : CG\JU

Sample : 03580-03 2X

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRAT

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

sk 3k 5K 5k 3 3K 5k 3 5K 5k 3 5K 5k 3 5k 5k 3 3k 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k >k 3k 3k >k 3 3k ok 3k >k >k %k K >k Kk K ok Kk KKk
Peak Number 3 4H-Cyclopenta[def]phenanthrene Conce

R.T. EstConc Area Relative to IS
11.980 3.33 ng 91525  Phenanthrene-d1e
Hit# of 5 Tentative ID MW MolForm
1 4H-Cyclopenta[def]phenanthrene 196 C15H10
2 Carbonic acid, ethyl 2-formyl-4,... 262 C1OH8C1204
3 Naphtho[1,2-b]norbornadiene 192 C15H12
4 Phenanthrene, 4-methyl- 192 C15H12
5 SH-Dibenzo[a,d]cycloheptene 192 C15H12

arch Compound Report

BFO072423 .M
ION

3k ok oK ok ok ok K oK Kok ok Kk

ntration Rank 3

D R.T.

000203-64-5 91
1000331-34-4 50
1000210-14-8 30
000832-64-4 25
000256-81-5 20

Abundance Scan 1682 (11.980 min): BF134466.D\data.ms (-1679) (-
190.1

5000

m/z 190.05 100.00%

—
i

94.7
63.0 152.

12.00

. 219.0 256.1 290.:

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0

m/z 189.05 93.37%

5000

.

12.00

95.0
27uou 630\ wll “ 1240 161'0 “‘

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #149879: Carbonic acid, ethyl 2-formyl-4,6-dichloropheny
190.0

m/z 192.05 50.31%

=l

12.00

5000

29.0
630 970 1330 a 219.0

mlz--> 20 40 60 80 100120140160180200220240260280
Abundance #67046: Naphtho[1,2-b]norbornadiene

m/z 191.10  41.36%

192.0

-

12.00

5000

63.0 95.0 126.

m/z--> 20 40 60 80 100120140160180200220240260280

%

m/z 187.00  24.08%

12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72523\
Data File : BF134466.D

Acqg On : 25 Jul 2023 16:59
Operator : CG\JU

Sample : 03580-03 2X

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 11H-Benzo[a]fluorene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.151 2.49 ng 91862  Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 94
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 94
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
4 Pyrene, 2-methyl- 216 C17H12 003442-78-2 91
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 90

Abundance Scan 1881 (13.151 min): BF134466.D\data.ms (-1874) (- m/z 216.10 100.00%
1

216.
5000

AL
107.8 13.00 13.50

55.1 156.0

N— Ol 2801 3811 215,10 81.50%

m/z--> 50 100 150 200 250 300 350
Abundance #94577: 11H-Benzol[a]fluorene
216.0

5000 ]
13.00 13.50
m/z 213.05 21.15%

108.0
63.0 | 163.0 w
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #94565: Pyrene, 1-methyl-
216.0

N
13.00 13.50

o

5000 m/z 217.05 19.76%
95.0
ose0 |y assol |
m/z--> 50 100 150 200 250 300 350
Abundance #94572: 11H-Benzo[b]fluorene P e
216.0 13.00 13.50

m/z 107.80 9.34%

5000
107.0
630 | 163.0 |
T

e ‘
m/z--> 50 100 150 200 250 300 350 13.00 13.50

8270-BF072423.M Wed Jul 26 ©3:28:06 2023 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72523\
Data File : BF134466.D

Acqg On : 25 Jul 2023 16:59
Operator : CG\JU

Sample : 03580-03 2X

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 2
R.T. EstConc Area Relative to ISTD R.T.
15.404 4.14 ng 65888 Perylene-di2 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 90
2 Perylene 252 C20H12 000198-55-0 89
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 76
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 74
5 Benzo[a]pyrene 252 C20H12 000050-32-8 68
Abundance Scan 2264 (15.404 min): BF134466.D\data.ms (-2261) (- m/z 252.10 100.00%
25p.1
w M
1550
126.0 :
189.1 .
AS0 i AR L 343339824882 ) J5e.e5  29.38%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138554: Benzo[e]pyrene
252.0
5000 1
15.50
m/z 253.10  19.94%
125.0
74.0 | 200.0 |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138551: Perylene
252.0
——
15.50
5000 m/z 251.10 11.55%
125.0
17.0 74.0 | ﬂ 200.0 |
L e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138562: Benzo[b]fluoranthene —
252.0 15.50
m/z 248.05 7.45%
5000
126.0
740 | A 200.0 |
R R B e e e e
m/z--> 50 100 150 200 250 300 350 400 450 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72523\
Data File : BF134466.D

Acqg On : 25 Jul 2023 16:59
Operator : CG\JU

Sample : 03580-03 2X

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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|
unknown2.246 2.246 2.1 ng 48827 1 6.834 458759 20.0
Tridecanoic acid 11.892 7.8 ng 213682 4 11.363 549797 20.0
4H-Cyclopenta[d... 11.980 3.3 ng 91525 4 11.363 549797 20.0
11H-Benzo[a]flu... 13.151 2.5 ng 91862 5 14.027 736431 20.0
Benzo[e]pyrene 15.404 4.1 ng 65888 6 15.533 318247 20.0
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