LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101322\
Data File : BF130660.D

Acqg On : 13 Oct 2022 22:17

Operator : CG\JU

Sample : N5118-03 2X

Misc . SU-4-101222

ALS Vvial : 20 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-BF101122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130660.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.187 523 527 544 rBV 437722 470020 1.93% 0.641%
2 6.234 702 705 723 rBV 467228 451776 1.85% 0.616%
3 6.587 762 765 772 rVB 428785 358282 1.47% 0.489%
4 7.157 859 862 866 rBV = 294993 261550 1.07% 0.357%
5 7.869 978 983 985 rBV 520912 449159 1.84% 0.612%
6 7.893 985 987 990 rVB 739476 526125 2.16% 0.717%
7 8.581 1101 1104 1108 rVB 505697 396277 1.63% ©.540%
8 8.681 1116 1121 1125 rVB 437526 346800 1.42% 0.473%
9 8.945 1163 1166 1169 rVB 667863 487475 2.00% 0.665%
10 9.210 1206 1211 1215 rBV2 171147 270686 1.11% 0.369%
11 9.281 1219 1223 1225 rVW 303703 272441  1.12% 0.371%
12 9.616 1274 1280 1283 rBV2 566467 528161 2.17% 0.720%
13 9.651 1283 1286 1289 rVV 448401 358038 1.47% 0.488%
14  9.822 1309 1315 1319 rBV 498786 423966 1.74% ©.578%
15 10.163 1370 1373 1379 rVB 820927 764651  3.14% 1.043%
16 10.404 1408 1414 1418 rBV2 541937 510087 2.09% 0.696%
17 10.998 1512 1515 1521 rVB 293597 297635 1.22% 0.406%
18 11.098 1529 1532 1534 rBV 457655 466370 1.91% 0.636%
19 11.133 1534 1538 1541 rVV 3576296 3264988 13.40% 4.452%
20 11.181 1541 1546 1548 rVB 880109 789716 3.24% 1.077%
21 11.339 1569 1573 1579 rVB 375612 361934 1.48% 0.494%
22 11.516 1598 1603 1606 rVB 5640212 5301856 21.75% 7.229%
23 11.604 1614 1618 1620 rBV 432665 416824 1.71% 0.568%
24 11.628 1620 1622 1625 rVV 553721 521754 2.14% ©.711%
25 11.657 1625 1627 1629 rVV 381483 363159 1.49% 0.495%
26 11.716 1633 1637 1639 rBV 746049 802592 3.29% 1.094%
27 11.733 1639 1640 1646 rVB 368573 252906 1.04% 0.345%
28 11.898 1666 1668 1671 rBV2 253455 260063 1.07%  0.355%
29 12.151 1707 1711 1714 rBV 277191 299334 1.23% 0.408%
30 12.228 1714 1724 1725 rBV 10797386 24372660 100.00% 33.234%

31 12.245 1725 1727 1731 rVB2 11202881 11540081 47.35% 15.736%
32 12.310 1734 1738 1742 rBV2 4035726 5886148 24.15% 8.026%
33 12.351 1742 1745 1747 rBV 808750 908846 3.73% 1.239%
34 12.551 1773 1779 1782 rBV 2313870 2886703 11.84% 3.936%
35 12.692 1800 1803 1805 rVB 553398 436713 1.79% ©.595%

36 12.769 1812 1816 1820 rBV2 163141 269684 1.11% 0.368%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101322\
Data File : BF130660.D

Acqg On : 13 Oct 2022 22:17
Operator : CG\JU

Sample : N5118-03 2X

Misc

ALS Vvial : 20 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-BF101122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.875 1831 1834 1840 rVV 606691 709833 2.91% 0.968%
38 12.939 1840 1845 1848 rVW 698377 672361 2.76% ©.917%
39 12.975 1848 1851 1854 rVV2 285624 308135 1.26% 0.420%
40 13.022 1856 1859 1863 rVB2 292148 308949 1.27% 0.421%
41 13.686 1969 1972 1974 rBV 286230 263579 1.08% ©.359%
42 13.727 1975 1979 1983 rVV2 1094412 1601229 6.57% 2.183%
43 13.763 1983 1985 1988 rVB 909512 724499 2.97% 0.988%
44 14.739 2147 2151 2153 rBV 647340 836596  3.43% 1.141%
45 15.004 2193 2196 2201 rVB 356378 414054 1.70% ©.565%
46 15.063 2202 2206 2211 rVB 577255 656428 2.69% ©.895%
47 15.116 2212 2215 2217 rBV2 250878 265585 1.09% ©0.362%
Sum of corrected areas: 73336708
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101322\
Data File : BF130660.D

Acq On : 13 Oct 2022 22:17
Operator : CG\JU

Sample : N5118-03 2X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF130660.D\data.ms

1le+07

8000000

6000000

4000000

2000000

5.187 6.234 6.587 7.157

O\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 2.20 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 TIC: BF130660.D\data.ms

12225

le+07
8000000
6000000 11.516
4000000 11.133

2000000
10.16 11,181 6
O‘M\AA‘MAA“‘ . S

: — —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF130660.D\data.ms

1le+07
8000000
6000000

4000000

2000000 187233

14.739
13 1399876

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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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

BF130660.D

: 13 Oct 2022 22:17
: CG\JU

: N5118-03 2X

: 20 Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101322\

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 1 Naphthalene, 1,6-dimethyl-

9.210

Hit# of

1 Naphthalene,
2 Naphthalene,

4 Naphthalene,

Concentration Rank 14

EstConc Area Relative to ISTD R.T.

10.25 ng 270686  Acenaphthene-di0 9.616

5 Tentative ID MW MolForm CAS# Qual
,6-dimethyl- 156 C12H12 000575-43-9 96
6-dimethyl- 156 C12H12 000581-42-0 95
4-dimethyl- 156 C12H12 000571-58-4 95
»3-dimethyl- 156 C12H12 000581-40-8 95
,7-dimethyl- 156 C12H12 000582-16-1 95

1
2,
3 Naphthalene, 1,
2
2

5 Naphthalene,

Abundance Scan 1211 (9.210 min): BF130660.D\data.ms (-1206) (-)| | m/z 156.10 100.00%
156.1
5000
115.0
511 77.0 8.80 9.00 9.20 9.40 9.60
Ob el 908 L 3828 UL s 1a1.es 78.74%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33164: Naphthalene, 1,6-dimethyl-
156.0
5000
8.80 9.00 9.20 9.40 9.60
m/z 155.10 37.08%
115.0
0 280 49.0 69.0 970 | 1380
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ ‘\\\
miz--> 60 80 100 120 140 160
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
8.80 9.00 9.20 9.40 9.60
5000 m/z 114.95 19.61%
77.0 115.0
51.0
PN R TR Y/
m/z--> 20 40 60 80 100 120 140 160
Abundance #33136: Naphthalene, 1,4-dimethyl- P T T T TR T
156.0 8.80 9.00 9.20 9.40 9.60
m/z 128.00 18.26%
) AuwA/MM
115.0
51.0 77.0
ol B0 T gz gl UL )
m/z--> 20 40 60 80 100 120 140 160 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101322\
Data File : BF130660.D

Acq On : 13 Oct 2022 22:17
Operator : CG\JU

Sample : N5118-03 2X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Naphthalene, 2,3-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.281 10.32 ng 272441  Acenaphthene-die 9.616

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
Abundance Scan 1223 (9.281 min): BF130660.D\data.ms (-1219) (-) m/z 156.10 100.00%
156.1
5000
115.1
510 761 ‘ 9.00 9.20 9.40 9.60
) Sl S Y .- N “\1\1%9‘% — m/z 141.05 94.74%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33162: Naphthalene, 1,6-dimethyl-
156.0
5000
9.00 9.20 9.40 9.60
m/z 155.10  29.14%
77.0 115.0
51.0
27.0
O \\\‘\\\\“\\‘\\‘H\\H“\\\\‘\\\‘\‘\“l\\‘p w‘\\\\
miz--> 20 40 60 100 120 140 160
Abundance #33149.Nathmene,ZS{hmeﬂwL
156.0
9.00 9.20 9.40 9.60
5000 m/z 115.10 21.96%
76.0 115.0
51.0 .
SO ARG 0 YT N N
m/z--> 20 40 60 80 100 120 140 160
Abundance #33156: Naphthalene, 1,7-dimethyl- T T T T T
156.0 9.00 9.20 9.40 9.60
m/z 128.00  18.07%
5000
510 77.0 115.0
S < T SR W ) | e DL
m/z--> 20 40 60 80 100 120 140 160 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101322\
Data File : BF130660.D

Acq On : 13 Oct 2022 22:17

Operator : CG\JU

Sample : N5118-03 2X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Naphtho[2,1-b]thiophene Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
10.998 12.76 ng 297635 Phenanthrene-d10 11.098
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 96
2 Dibenzothiophene 184 C12H8S 000132-65-0 95
3 Naphtho[1,2-b]thiophene 184 C12H8S 000234-41-3 95
4 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 90
5 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 90

Abundance Scan 1515 (10.998 min): BF130660.D\data.ms (-1512) (- m/z 184.00 100.00%
184.0
5000
130 e gt
92.0 :
o210 . ‘ Looho21ma 3000 a9 60 17.26%
m/z--> 50 100 150 200 250 300
Abundance #58972: Naphtho([2,1-b]thiophene
184.0
5000 IR
11.00
139.0 m/z 185.00  13.46%
92.0 ‘
O T \4.()\.0‘ T T ‘\ \“ ‘ \‘ T T ‘} i“ T T \“‘\ ‘ T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #58964: Dibenzothiophene
184.0
j\‘ T T ‘ T
11.00
5000 m/z 152.00 9.88%
139.0
oo 0y L
m/z--> 50 100 150 200 250 300
Abundance #58974: Naphtho[1,2-b]thiophene
184.0 11.00
m/z 183.05 6.26%
5000
139.0
92.0
ol 00 0 Ll A
m/z--> 50 100 150 200 250 300 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101322\
Data File : BF130660.D

Acq On : 13 Oct 2022 22:17
Operator : CG\JU

Sample : N5118-03 2X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.516 227.37 ng 5301860  Phenanthrene-d10 11.098
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Tridecanoic acid, methyl ester 228 (C14H2802 001731-88-0 89
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87
4 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 83
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 81
Abundance Scan 1603 (11.516 min): BF130660.D\data.ms (-1598) (- m/z 74.05 100.00%
74.0
5000
143.1 T T
227.2
39‘1‘“ e ‘ 185.1 2703 46 11.50
ol il ‘h Pl Ly by 326 m/z 87.05 77.81%
miz--> 50 100 150 200 250 300
Abundance #161203: Hexadecanoic acid, methyl ester
74.0
5000 — :
11.50
143.0 m/z 43.10 30.90%
227.0 270.0
1850
O T \(%\ ‘ \ “‘ ““Jﬁp\”\()‘\ \“ \ \‘ T \ \‘\ ‘\‘ T !‘ L ‘ LI
miz--> 100 150 200 250 300
Abundance #109337: Tridecanoic acid, methyl ester
74.0
A
11.50
5000 m/z 55.10 27.26%
143.0
P, 1830 2280
o pl bbbl S
m/z--> 50 100 150 200 250 300
Abundance #143572: Pentadecanoic acid, methyl ester : ‘L—‘/L‘ ‘ ‘
74.0 11.50
m/z 41.05 24.47%
5000
143.0
ol 7 ‘ Wm Dm0 B AL
miz--> 100 150 200 250 300 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101322\
Data File : BF130660.D

Acq On : 13 Oct 2022 22:17
Operator : CG\JU

Sample : N5118-03 2X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Phenanthrene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.604 17.88 ng 416824  Phenanthrene-d10 11.098
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 94
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 93
Abundance Scan 1618 (11.604 min): BF130660[ndMarns(1614)( m/z 192.10 100.00%
192.
94.6 1150 1200
S RO W 9. 2260 2981 /7 191.10 57.90%
m/z--> 50 100 150 200 250 300
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000
1150 1200
m/z 189.10  29.66%
O\ T \5]‘-(\)\ \‘\M L \]‘\-si‘Z.\?\‘\HH‘ T T T T ’ L ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #67044: Phenanthrene, 1-methyl-
192.0 \
—— —
11.50 12.00
5000 m/z 193.05 15.91%
427.0 630 960 1390 | H
e e
miz--> 50 100 150 200 250 300
Abundance #67034: Phenanthrene, 4-methyl-
192.0 1150 1200
m/z 190.10  15.66%
5000
0210 620 %0 1520 h\
e e
m/z--> 50 100 150 200 250 300 1150 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101322\
Data File : BF130660.D

Acq On : 13 Oct 2022 22:17
Operator : CG\JU

Sample : N5118-03 2X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Phenanthrene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.628 22.38 ng 521754  Phenanthrene-d10 11.098
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 98
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 97
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 96
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 95
Abundance Scan 1622 (11.628 min): BF130660.D\data.ms (-1620) (- m/z 192.10 100.00%
192.1
5000
1150 1200
94.6 . .
63.0 139.0
0o b 2 i, H‘ 2412 300.0 n/; 191,10 57.60%
m/z--> 50 100 150 200 250 300
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 o vl
11.50 12.00
m/z 189.10  27.84%
94.0
T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T
miz—-> 50 100 150 200 250 300
Abundance #67035: Phenanthrene, 1-methyl-
192.0
—— —
11.50 12.00
5000 m/z 193.10 16.72%
(270 630 960 1390 | |
e e
miz--> 50 100 150 200 250 300
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro- e ——
192. 11.50 12.00
m/z 190.05 15.01%
5000
,27.0_ 630 %60 1390 L
T T T ‘ T T T T ‘ T T T T “ \H\ ‘\ L ‘ T T T T ‘ T T T T ‘ T T ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 11.50 12.00

8270-BF101122.M Mon Oct 17 14:58:45 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101322\
Data File : BF130660.D

Acq On : 13 Oct 2022 22:17
Operator : CG\JU

Sample : N5118-03 2X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.657 15.57 ng 363159 Phenanthrene-die 11.098
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Octadecanoic acid 284 (C18H3602 000057-11-4 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 76
Abundance Scan 1627 (11.657 min): BF130660.D\data.ms (-1625) (- m/z 73.05 100.00%
5000 129.1
213.2 L —
39/0 171.1 256.1 11.50 12.00
0 bk R TR -~ o P O LR WL
miz--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [ T
11.50 12.00
1710 2130 256.0 m/z 60.00 79.01%
Obr—r— i“‘ ‘ﬁ‘hﬁ”“\“l \““\ \‘ \‘\ “ e “\ L I
miz--> 50 100 150 200 250 300
Abundance #109281: Tetradecanoic acid
73.0
—r— —
11.50 12.00
5000 m/z 41.10 71.96%
129.0
29. 185.0 228.0
“ Hm uh” ‘M‘\ Al ‘ L \u‘ ‘\ | ‘\
oL ! L
miz--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid A —
73.0 11.50 12.00
m/z 55.05 70.72%
5000 129.0
29.
199.0 2420
ol WAL sl |, ] N IS
m/z--> 50 100 150 200 250 300 11.50 12.00

8270-BF101122.M Mon Oct 17 14:58:46 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101322\
Data File : BF130660.D

Acq On : 13 Oct 2022 22:17
Operator : CG\JU

Sample : N5118-03 2X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.716  34.42 ng 802592  Phenanthrene-di0 11.098
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 76
2 2,2'-Bis(4,5-dimethylimidazole) 190 C1@H14N4 069286-06-2 45
3 6H-Cyclobuta[jk]phenanthrene 190 C15H1e 083469-43-6 33
4 2,4(1H,3H)-Pyrimidinedione, 5-br... 190 C4H3BrN202 000051-20-7 25
5 2-Naphthaldehyde, 1,2,3,4-tetrah... 190 C12H1402 002472-02-8 18

Abundance Scan 1637 (11.716 min): BF130660.D\data.ms (-1633) (- m/z 190.05 100.00%
190.1
5000 Mﬁ
4.
510 943 1390 hm 243.2 1150 1200
ol 2220 ) PPE 8039 n/z 189.10  92.75%
m/z--> 50 100 150 200 250 300
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 ‘ st
940 11.50 12.00
4. m/z 192.10  36.25%
ol 390 | \h 137.0 . ||
L ‘ T T T T T ‘ \ LI ‘ T T T ‘ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #64351: 2,2'-Bis(4,5-dimethylimidazole)
42.0 190.0
ety —
11.50 12.00
5000 122.0 ITI/Z 191.10 32.20%
ol ummwu hwu‘ S
miz--> 50 100 150 200 250 300
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene = =
189.0 11.50 12.00
m/z 187.05 19.66%
5000
94.0
m/z--> 50 100 150 200 250 300 11.50 12.00

8270-BF101122.M Mon Oct 17 14:58:47 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101322\
Data File : BF130660.D

Acq On : 13 Oct 2022 22:17
Operator : CG\JU

Sample : N5118-03 2X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 5H-Dibenzo[a,d]cycloheptene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.733 10.85 ng 252906  Phenanthrene-di0 11.098
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 90
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 87
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 83
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 83
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 81
Abundance Scan 1640 (11.733 min): BF130660[ndMarns(1639)( m/z 192.10 100.00%
192.
5000
1150 12,00
94.7 . .
139.1
ob 030yl S0l 22712601 2980 u; 191,10 61.50%
miz--> 50 100 150 200 250 300
Abundance #67048: 5H-Dibenzo[a,d]cycloheptene
192.0
5000 P vl
11.50 12.00
m/z 189.10 22.05%
4280 630 96"0 152¢
T T ‘ \‘\ \ T ‘ \‘! T T T T \ - ‘ T T L ‘ L L ‘ L
miz--> 50 100 150 200 250 300
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro-
192.0
S 11 /L ST LY
11.50 12.00
5000 m/z 165.05 15.95%
0270 630 9.0 1300 |
T e e IS T
m/z--> 50 100 150 200 250 300
Abundance #67027: Anthracene, 9-methyl- — —
192.0 11.50 12.00
m/z 193.10 13.24%
5000
94.0
obso M0 weo | e
m/z--> 50 100 150 200 250 300 11.50 12.00

8270-BF101122.M Mon Oct 17 14:58:48 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101322\
Data File : BF130660.D

Acq On : 13 Oct 2022 22:17
Operator : CG\JU

Sample : N5118-03 2X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 5,16[1',2']:8,13[1'',2'"]-D... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.898 11.15 ng 260063 Phenanthrene-d10 11.098
Hit# of 5 Tentative ID MW MolForm CAS# Qual
15,16[1',2']:8,13[1'"',2'"']-Dibenz... 468 C32H24 005672-97-9 91
2 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 90
3 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C16H12 006572-60-7 74
4 Naphthalene, 1-phenyl- 204 C16H12 000605-02-7 62
5 6-Cyanophenanthridine 204 C14H8N2 002176-28-5 58
Abundance Scan 1668 (11.898 min): BF130660.D\data.ms (-1666) (- m/z 204.10 100.00%
204.1
5000
101.1 11.50 12.00
1. 151.0
ol Qa0 AL 2832 3001 /s 262,05 36.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #307050: 5,16[1',2']:8,13[1",2"]-Dibenzenodibenzo[a,g]cy
204.0
5000 — —
11.50 12.00
m/z 203.10 30.44%
N 1010 4500 313.0 408.(
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #80580: Naphthalene, 2-phenyl-
204.0
e
11.50 12.00
5000 m/z 205.10 15.63%
101.0
oL 510 || 3500
T B o I
m/z--> 50 100 150 200 250 300 350 400
Abundance #80598: Tricyclo[8.2.2.2(4,7)]hexadeca-2,4,6,8,10,12,13, \w‘ : T
204.0 11.50 12.00
m/z 101.10 8.86%
5000
101.0
51.0 | 152.0 Ll
ottt e P b
m/z--> 50 100 150 200 250 300 350 400 11.50 12.00

8270-BF101122.M Mon Oct 17 14:58:48 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101322\
Data File : BF130660.D

Acq On : 13 Oct 2022 22:17
Operator : CG\JU

Sample : N5118-03 2X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 9,10-Dimethylanthracene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.151 12.84 ng 299334  Phenanthrene-di0 11.098
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,10-Dimethylanthracene 206 CleH14 000781-43-1 93
2 di-p-Tolylacetylene 206 CleH14 002789-88-0 91
3 Phenanthrene, 2,5-dimethyl- 206 CleH14 003674-66-6 90
4 1H-Indene, 2-methyl-3-phenyl- 206 CleH14 035099-60-6 90
5 Phenanthrene, 4,5-dimethyl- 206 C1l6H14 003674-69-9 87

Abundance Scan 1711 (12.151 min): BF130660.D\data.ms (-1707) (- m/z 206.10 100.00%

206.1
5000

101.1 1650‘ 1200 1250
ol 3 AT L J L, 2541 2081 343 191.10  53.85%
m/z--> 50 100 150 200 250 300
Abundance #82932: 9,10-Dimethylanthracene
206.0

5000
12 OO 12 50

m/z 189.05  26.55%

miz--> 50 100 150 200 250 300

Abundance #82923: di-p-Tolylacetylene
206.0 M
e
12.00 12.50
5000 ITI/Z 205.05 22.06%
ol270 630 1020 1650 |
e T
m/z--> 50 100 150 200 250 300
Abundance #82944: Phenanthrene, 2,5-dimethyl- = —
206.0 12.00 12.50
m/z 190.10  15.34%
5000
1ot 50‘
EATE NI S N
m/z--> 50 100 150 200 250 300 12.00 12.50

8270-BF101122.M Mon Oct 17 14:58:49 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101322\
Data File : BF130660.D

Acq On : 13 Oct 2022 22:17
Operator : CG\JU

Sample : N5118-03 2X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.227 1045.21 ng 24372700  Phenanthrene-d10 11.098
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
3 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
5 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 98

Abundance Scan 1724 (12 227 min): BF130660.D\data.ms (-1714) (- m/z 67.05 100.00%

5000
09.1
— —
263.3 12.00 12.50
ok— ‘H \u ‘H‘\“M\WH\\ H\ M ]1\8? ]‘-2‘2‘0‘2 : ‘H\‘ ‘29\6‘-?" . m/z 81.10 92.50%
miz--> 50 100 150 200 250 300
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 — —
12.00 12.50
09.0 m/z 95.10 70.07%
0 H“ \““\H“\ “ \”\ I L \2‘6\?\0\ \“ T
miz--> 50 100 150 200 250 300
Abundance #191920: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
— —
12.00 12.50
5000 m/z 55.10 69.85%
09.0
‘ 294.0
0b—i H“\‘M“Hm”\\ \‘h A 1?? (‘)2‘2‘0‘0‘ S S S
miz--> 50 100 150 200 250 300

Abundance #191908 10,13-Octadecadienoic acid, methyl ester — —
7 12.00 12.50
m/z 41.10 53.60%

5000
09.0 294.0

0! MHHM h”m \H\ \‘h ! 1?? ?%29 9 , 2‘6% ‘0‘ N T

— \
m/z--> 100 150 200 250 300 12.00 12.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101322\
Data File : BF130660.D

Acq On : 13 Oct 2022 22:17
Operator : CG\JU

Sample : N5118-03 2X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.245 494.89 ng 11540100  Phenanthrene-d10 11.098
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 96
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 94
3 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 94
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 94
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 93
Abundance Scan 1727 (12.245 min): BF130660.D\data.ms (-1725) (- m/z 55.10 100.00%
55.1
97.1
5000 264.3
222.2
180.2 —— ——
37.1 ‘ 12.00 12.50
0 osideptnl 1 I 29033810 s g4 10 78.72%
m/z--> 50 100 150 200 250 300
Abundance #194442: 9-Octadecenoic acid (Z)-, methyl ester
74.0
5000 264.0 T T 7
10.0 12.00 12.50
4100 152.0 222.0 m/z 83.10 74.61%
ob— }‘H ‘\\ u“m‘ ‘h \“M ‘n L ‘u‘ ‘\\‘\‘\‘ ‘ “‘ ‘2‘97‘9‘ —
miz--> 50 100 150 200 250 300
Abundance #194422: 16-Octadecenoic acid, methyl ester
55.0
— —
12.00 12.50
5000 m/z 69.10 72.85%
7.0
264.0
138.0 180.0 222.0 ‘
0! H \Hm Wn Al m b - ‘ - ‘ 2979‘ —
m/z--> 50 100 150 200 250 300
Abundance #194435: (Z)-15-Octadecenoic acid methyl ester — =
74.0 12.00 12.50
m/z 97.10 69.35%
5000
. 264.0
41.0 100
o‘”h‘ al ““ —— ——
m/z--> 100 150 200 250 300 12.00 12.50

8270-BF101122.M Mon Oct 17 14:58:51 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101322\
Data File : BF130660.D

Acq On : 13 Oct 2022 22:17
Operator : CG\JU

Sample : N5118-03 2X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 Fluoranthene, 2-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.769 3.37 ng 269684  Chrysene-di12 13.739
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 72
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 72
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 72
5 Pyridin-3-0l, 2-(4-nitrophenyl)- 216 C11H8N203 030820-89-4 64
Abundance Scan 1816 (12.769 min): BF130660[ndMarns(1812)( m/z 216.10 100.00%
216.
— —
670 9‘T-4 1651 JM 12.50 13.00
o0l 2520yl | 266030313392 s 015,10 97.62%
m/z--> 50 100 150 200 250 300 350
Abundance #94578: Fluoranthene, 2-methyl-
216.0
5000 P s
12.50 13.00
108.0 m/z 213.10  24.78%
miz--> 50 100 150 200 250 300 350
Abundance #94566: Pyrene, 1-methyl-
216.0
== —
12.50 13.00
5000 m/z 217.10 15.78%
94.0
oS00 || 1830, |
T A e
m/z--> 50 100 150 200 250 300 350
Abundance #94575: 11H-Benzo[a]fluorene JUW T T
216.0 12.50 13.00
m/z 94.40 14.26%
5000
108.0
o0 aeso | | AR ﬂM
m/z--> 50 100 150 200 250 300 350 12.50 13.00

8270-BF101122.M Mon Oct 17 14:58:52 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101322\
Data File : BF130660.D

Acq On : 13 Oct 2022 22:17
Operator : CG\JU

Sample : N5118-03 2X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 Pyrene, 1-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.874 8.87 ng 709833  Chrysene-di12 13.739
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 93
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 93
3 Pyrene, 2-methyl- 216 C17H12 003442-78-2 91
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
Abundance Scan 1834 (12.875 min): BF130660.D\data.ms (-1831) (- m/z 216.10 100.00%
216.1
107.7 e 7200
12.50 13.00
55.1 163.0
Ol o o 4l 254129213312 1y 015,10 76.16%
miz--> 50 100 150 200 250 300
Abundance #94566: Pyrene, 1-methyl-
216.0
5000 - S
12.50 13.00
94.0 m/z 213.10  21.23%
Jso0 || a0l |
T T ‘ L ‘ T T T ‘ L ‘ T ’ L ‘ L
miz—-> 50 100 150 200 250 300
Abundance #94572: 11H-Benzolb]fluorene
216.0
— —
12.50 13.00
5000 m/z 217.10 17.33%
107.0
0280 630 | 1630 I
e
miz--> 50 100 150 200 250 300
Abundance #94567: Pyrene, 2-methyl- Av“ﬁ ‘ —
216.0 12.50 13.00
m/z 107.70  14.24%
5000 95.0
0 53'0 Al ‘ 1 ‘H 163.0 h‘ i hH
— et — ——
m/z--> 50 100 150 200 250 300 12.50 13.00

8270-BF101122.M Mon Oct 17 14:58:53 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101322\
Data File : BF130660.D

Acq On : 13 Oct 2022 22:17
Operator : CG\JU

Sample : N5118-03 2X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 11H-Benzo[a]fluorene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.939 8.40 ng 672361  Chrysene-di12 13.739
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 90
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 83
4 Pyrene, 1-methyl- 216 C17H12 002381-21-7 70
5 Benzoic acid, 3-(3,5-dimethyl-1-... 216 C12H12N202 312531-88-7 64
Abundance Scan 1845 (12.939 min): BF130660[ndMarns(1840)( m/z 216.10 100.00%
21p.
=
55.1 107.8 163.1 13.00
Ot bediah 1831, Ll 25612921 3401 . 215,10 94.44%
m/z--> 50 100 150 200 250 300 350
Abundance #94578: Fluoranthene, 2-methyl-
216.0
5000 T
13.00
108.0 m/z 213.10  23.11%
miz--> 50 100 150 200 250 300 350
Abundance #94575: 11H-Benzo[a]fluorene
216.0
—
13.00
5000 m/z 217.10 13.95%
108.0
e e el
m/z--> 50 100 150 200 250 300 350
Abundance #94572: 11H-Benzo[b]fluorene ooty —
216.0 13.00
m/z 107.80 12.42%
5000
0270 630 ‘“ 163.0 H‘ o
e —— .
m/z--> 50 100 150 200 250 300 350 13.00

8270-BF101122.M Mon Oct 17 14:58:53 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101322\
Data File : BF130660.D

Acq On : 13 Oct 2022 22:17
Operator : CG\JU

Sample : N5118-03 2X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 17 Pyrene, 2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.975 3.85 ng 308135  Chrysene-di12 13.739
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 95
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 90
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 83
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 76
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 74
Abundance Scan 1851 (12.975 min): BF130660[ndMarns(1848)0 m/z 216.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101322\
Data File : BF130660.D

Acq On : 13 Oct 2022 22:17
Operator : CG\JU

Sample : N5118-03 2X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 18 Eicosanoic acid, methyl ester  Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
13.022 3.86 ng 308949  Chrysene-di12 13.739
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 98
2 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 93
3 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 91
4 Heneicosanoic acid, methyl ester 340 C22H4402 006064-90-0 87
5 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 87

Abundance Scan 1859 (13.022 min): BF130660.D\data.ms (-1856) (- m/z 74.00 100.00%
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Abundance #232221: Eicosanoic acid, methyl ester
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Abundance #179145: Heptadecanoic acid, methyl ester
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Abundance #179165: Hexadecanoic acid, 15-methyl-, methyl ester —— ‘
74.0 13.00
m/z 143.05 27.68%
5000
143.0 284.0
(T H ‘ 185.0 241.0 ‘
oHH_memwm_w,muwm_ s
m/z--> 100 150 200 250 300 350 13.00

8270-BF101122.M Mon Oct 17 14:58:55 2022 Page: 21



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101322\
Data File : BF130660.D

Acq On : 13 Oct 2022 22:17
Operator : CG\JU

Sample : N5118-03 2X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 19 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.004 31.18 ng 414054  Perylene-d12 15.116
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[a]pyrene 252 C20H12 000050-32-8 96
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 96
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 96
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 95
Abundance Scan 2196 (15.004 min): BF130660.D\data.ms (-2193) (- m/z 252.10 100.00%
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w M
T T \
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101322\
Data File : BF130660.D

Acqg On : 13 Oct 2022 22:17

Operator : CG\JU

Sample : N5118-03 2X

Misc . SU-4-101222

ALS vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.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|
Naphthalene, 1,... 9.210 10.3 ng 270686 3 9.616 528161 20.0
Naphthalene, 2,... 9.281 10.3 ng 272441 3 9.616 528161 20.0
Naphtho[2,1-b]t... 10.998 12.8 ng 297635 4 11.098 466370 20.0
Hexadecanoic ac... 11.516 227.4 ng 5301860 4 11.098 466370 20.0
Phenanthrene, 2... 11.604 17.9 ng 416824 4 11.098 466370 20.0
Phenanthrene, 1... 11.628 22.4 ng 521754 4 11.098 466370 20.0
n-Hexadecanoic ... 11.657 15.6 ng 363159 4 11.098 466370 20.0
4H-Cyclopenta[d... 11.716 34.4 ng 802592 4 11.098 466370 20.0
5H-Dibenzo[a,d]... 11.733 10.9 ng 252906 4 11.098 466370 20.0
5,16[1',2']:8,1... 11.898 11.2 ng 260063 4 11.098 466370 20.0
9,10-Dimethylan... 12.151 12.8 ng 299334 4 11.098 466370 20.0
9,12-Octadecadi... 12.227 1045.2 ng 24372700 4 11.098 466370 20.0
9-Octadecenoic ... 12.245 494.9 ng 11540100 4 11.098 466370 20.0
Fluoranthene, 2... 12.769 3.4 ng 269684 5 13.739 1601230 20.0
Pyrene, 1-methyl- 12.874 8.9 ng 709833 5 13.739 1601230 20.0
11H-Benzo[a]flu... 12.939 8.4 ng 672361 5 13.739 1601230 20.0
Pyrene, 2-methyl-  12.975 3.9 ng 308135 5 13.739 1601230 20.0
Eicosanoic acid... 13.022 3.9 ng 308949 5 13.739 1601230 20.0
Benzo[e]pyrene 15.004 31.2 ng 414054 6 15.116 265585 20.0
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