LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051222\
Data File : BF128219.D

Acqg On : 12 May 2022 15:11
Operator : CG\JU

Sample : N2802-01

Misc :

ALS vial : 6 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-BF050922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128219.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.134 480 484 493 rVB 26061 33089 1.55% 0.195%
2 5.522 545 550 553 rBV 2020209 1822537 85.26% 10.741%
3 6.528 715 721 724 rBV 1833981 1873956 87.66% 11.044%
4 6.892 779 783 786 rBV 606249 462524 21.64% 2.726%
5 7.457 874 879 882 rBV 1258721 1276335 59.71% 7.522%

6 8.175 997 1001 1005 rBV 692962 582933 27.27%  3.435%
7 9.251 1179 1184 1187 rBV 2517593 2137656 100.00% 12.598%
8 9.933 1296 1300 1303 rBV 801178 639097 29.90% 3.766%
9 10.728 1431 1435 1438 rBV 1498341 1286208 60.17% 7.580%
10 11.427 1550 1554 1556 rBV 711099 624488 29.21%  3.680%
11 11.451 1556 1558 1561 rVV 315498 240405 11.25% 1.417%
12 11.498 1561 1566 1569 rVwV 55654 54514  2.55% 0.321%
13 11.657 1589 1593 1599 rBV2 22186 32284 1.51% 0.190%
14 11.939 1635 1641 1642 rBV2 62523 95365 4.46% 0.562%
15 11.957 1642 1644 1649 rVB 75142 63815 2.99% ©0.376%
16 12.039 1654 1658 1660 rVVv2 80637 86064 4.03% 0.507%
17 12.063 1660 1662 1665 rVB 39397 31221 1.46% ©.184%
18 12.222 1686 1689 1692 rBV 34792 29036 1.36% ©0.171%
19 12.251 1692 1694 1699 rVB 34138 31112 1.46% 0.183%
20 12.474 1728 1732 1734 rBV 37372 36402 1.70% 0.215%
21 12.569 1744 1748 1751 rBV 36682 42257 1.98% 249%

22 12.639 1756 1760 1764 rBV 506446 426262 19.94%
23 12.874 1793 1800 1805 rBV 427818 475431 22.24%
24 12.922 1805 1808 1812 rVB2 25707 28790 1.35%

OLCONNOO
0
[
N
R

25 13.010 1819 1823 1827 rBV 1797831 1616220 75.61% 525%
26 13.086 1831 1836 1840 rBV2 33379 56943 2.66% ©.336%
27 13.174 1848 1851 1853 rBV3 29878 38599 1.81% 0.227%
28 13.198 1853 1855 1858 rVB 53952 45680 2.14% 0.269%
29 13.304 1869 1873 1876 rBv2 48525 55177 2.58% 0.325%
30 13.398 1886 1889 1891 rBV 29428 27773 1.30% 0.164%
31 13.710 1939 1942 1946 rVB 41832 39994 1.87% 0.236%
32 13.821 1956 1961 1963 rBV2 40733 49157 2.30% 0.290%
33 13.874 1967 1970 1974 rVWW2 23966 41960 1.96% 0.247%
34 13.921 1974 1978 1987 rVB2 118226 214575 10.04%  1.265%
35 14.074 1995 2004 2006 rBV2 524482 689303 32.25% 4.062%

36 14.098 2006 2008 2015 rVB 217949 178241 8.34% 1.050%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051222\
Data File : BF128219.D

Acqg On : 12 May 2022 15:11
Operator : CG\JU

Sample : N2802-01

Misc

ALS vial : 6 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-BF050922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.163 2015 2019 2020 rBV2 33855 33797 1.58% 0.199%
38 14.457 2066 2069 2072 rVB 48192 41654 1.95% 0.245%
39 15.127 2179 2183 2186 rBV 184687 264640 12.38% 1.560%
40 15.239 2199 2202 2205 rBV 38856 44806 2.10% 0.264%
41 15.439 2232 2236 2243 rVB 120086 149096 6.97% 0.879%
42 15.504 2243 2247 2252 rBV 161181 198630 9.29% 1.171%
43 15.574 2253 2259 2262 rBV 344619 472575 22.11% 2.785%
44 17.086 2510 2516 2524 rBV2 78604 161058 7.53% 0.949%
45 17.274 2544 2548 2554 rBV 15051 26122 1.22% 0.154%

46 17.551 2590 2595 2603 rVB2 56338 110589 5.17% ©.652%

Sum of corrected areas: 16968370
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051222\
Data File : BF128219.D

Acqg On : 12 May 2022 15:11
Operator : CG\JU

Sample : N2802-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance : ' '
2500000 TIC: BF128219.D\data.ms

5.522
2000000
6.528

1500000
7.457

1000000

6.892
500000

5.134

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ L L L N A B BB B

T I
Time--> 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance : . .
2500000 0951 TIC: BF128219.D\data.ms

2000000
13.010

1500000 10.728

1000000
9.933
8.175 11.427

500000 12'63912.874
114451

11,498 ﬂﬂmmzmag 12.9 WA
0t T ) e T J%GS?MjN

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance : ' '
2500000 TIC: BF128219.D\data.ms

2000000
1500000

1000000

14.074
500000 15.574

14/098 15.127 . 35544
13738874 16163 14.457 2339@5' 17.086, ,7,17.551

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051222\
Data File : BF128219.D

Acqg On : 12 May 2022 15:11
Operator : CG\JU

Sample : N2802-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.939 3.05 ng 95365  Phenanthrene-d1e 11.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 53

Abundance Scan 1641 (11.939 min): BF128219.D\data.ms (-1635) (- m/z 73.00 100.00%

2
430 30
5000
129.1
T

‘ (ﬂu (ﬂ\ ‘ 5‘ ‘2‘ ﬂ\u 227.1256.1 12.00
\H\Mm \ (I

[N

0 Ml ok L L D BT 0T mjz a3.e5 83.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
.0
5000 129.0 T 7
12.00
. 157.01g5 02130  256.0 m/z 60.00 82.57%
0,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 73.0
S TE RSt
12.00
5000 129.0 ITI/Z 55.05 64.53%
199.0
B W
0%§RM“‘WNWMWAWJMMhﬁumuhphquhwuwmu‘
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92068: Tridecanoic acid —
43.0 73.0 12.00
' m/z 57.00 63.63%
5000
129.0
‘ ‘ 171.0 214.0
oL A5 i)

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051222\
Data File : BF128219.D

Acqg On : 12 May 2022 15:11
Operator : CG\JU

Sample : N2802-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Anthracene, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.957 2.04 ng 63815 Phenanthrene-dio 11.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87
Abundance Scan 1644 (11.957 min): BF128219.D\data.ms (-1642) (-} | m/z 192.10 100.00%
192.1
5000 W
=
620 46 165.0 12.00
0300 80 M0 Ll wizi1s1.es  s6.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67023: Anthracene, 2-methyl-
192.0
5000 o N/J/M
12.00
m/z 189.10  31.21%
96.0 165.0
0 63.0 | 1390 |
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\ \‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67035: Phenanthrene, 1-methyl-
192.0 M
i NN
12.00
5000 m/z 193.10 17.31%
165 0
0 39.0 63.0 96 0 139.0
_“w“H“H“H“W“w“u“u‘,u“_‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67039: Phenanthrene, 2-methyl- s wAﬂkxﬂk‘ — A
192.0 12.00
m/z 190.05 14.73%
5000
165.0
0 39.0 63.0 | M 115.0 139. OH Wy I MA
e e e e A e e 4
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051222\
Data File : BF128219.D

Acqg On : 12 May 2022 15:11
Operator : CG\JU

Sample : N2802-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.039 2.76 ng 86064  Phenanthrene-d1e 11.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 60
2 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 38
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 38
4 1a,9b-Dihydro-1H-cyclopropal[alan... 192 C15H12 006109-24-6 38
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 30

Abundance Scan 1658 (12.039 min): BF128219.D\data.ms (-1654) (- m/z 189.10 100.00%
189.1
5000 M
Ny b
12.00
0° m/z 190.10  99.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
5000 M‘A : o Lo
12.00
95.0 m/z 192.10 65.56%
0l \2‘\7‘1.\0\“”‘\ \”\?ﬁ.\owhw “\”\ \“‘\“ T \]\-\3\7‘\0\\1\6“f\(\)\ T \‘H ‘1 RRARNRERRNRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67048: 5H-Dibenzo[a,d]cycloheptene
192.0
T [
12.00
5000 m/z 191.10 48.24%
165.0
0., 280 630 9?'0 1390 | |
R A RAREN samas LEEE NS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 /U\/\’\J\/\A
Abundance #67029: Anthracene, 1-methyl- s e
192.0 12.00
m/z 94.50  23.29%
5000
82.0 165.0
0 390 PR “ Hlll'o 13‘9Q‘ H“ - Tt
e e e e e e e e ‘ Ch
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051222\
Data File : BF128219.D

Acqg On : 12 May 2022 15:11
Operator : CG\JU

Sample : N2802-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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]fluoren-11-one Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.921 6.23 ng 214575  Chrysene-di12 14.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 64
2 n-Nonadecanol-1 284 C19H400 001454-84-8 46
3 7H-Benz[de]anthracen-7-one 230 C17H1e00 000082-05-3 41
4 1-Octadecanol, methyl ether 284 C19H400 1000406-29-3 38
5 Behenic alcohol 326 C22H460 000661-19-8 38
Abundance Scan 1978 (13.921 min): BF128219.D\data.ms (-1974) (- m/z 230.10 100.00%
230.1
=T M
e
) so| | s
0b—— ‘ ‘ LAy ““ Ji ‘ w ‘ e P m/z 83.10 51.16%
m/z--> 100 150 200 250 300
Abundance #111819. 11H-Benzo[a]fluoren-11-one
230.0
5000 T
14.00
101.0 m/z 55.10 48.97%
O+ i‘6\3\0‘\ “\ “H \‘\13\4\0‘ \17;‘1\0\ M “\ LA A
miz-> 50 100 150 200 250 300
Abundance #179253: n-Nonadecanol-1
83.0
43.0 ——
14.00
5000 m/z 43.10 42.42%
25.0
L aese zamo
ol e B ol e
m/iz--> 50 100 150 200 250 300
Abundance #111823: 7H-Benz[de]anthracen-7-one ——
230.0 14.00
m/z 69.10 42.06%
- WMWWMmMWMJ\&wNwwWWUM
ol 500 }Oﬂlo 150.0 198.0
— e e P
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051222\
Data File : BF128219.D

Acqg On : 12 May 2022 15:11
Operator : CG\JU

Sample : N2802-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 1
R.T. EstConc Area Relative to ISTD R.T.
15.439 6.31 ng 149096  Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Perylene 252 C20H12 000198-55-0 95
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 94
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
Abundance Scan 2236 (15.439 min): BF128219.D\data.ms (-2232) (- m/z 252.10 100.00%
252.1 H
5000
125.1 15.50
0,390 860 | 1981, [ 3289 ;25510 30.14%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 LN
15.50
m/z 253.10  19.79%
125.0
ol 300 830 | 2000 |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #138551: Perylene
252.0
—=
15.50
5000 m/z 125.10 12.93%
125.0
ol7.0 83.0 | \H 163.02000 . ||
T e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #138562: Benzo[b]fluoranthene T
252.0 15.50
m/z 251.05 11.36%
5000
126.0
ol 390 870, | 163,0200.0, H ‘ ‘ .
e e e A v
m/z--> 50 100 150 200 250 300 350 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51222\
Data File : BF128219.D

Acqg On : 12 May 2022 15:11
Operator : CG\JU

Sample : N2802-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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|
n-Hexadecanoic ... 11.939 3.0 ng 95365 4 11.428 624488 20.0
Anthracene, 2-m... 11.957 2.0 ng 63815 4 11.428 624488 20.0
4H-Cyclopenta[d... 12.039 2.8 ng 86064 4 11.428 624488 20.0
11H-Benzo[a]flu... 13.921 6.2 ng 214575 5 14.074 689303 20.0
Benzo[e]pyrene 15.439 6.3 ng 149096 6 15.574 472575 20.0
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