LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041423\
Data File : BGO57109.D

Acqg On : 14 Apr 2023 21:20
Operator : CG/JU

Sample : 02348-01 5X

Misc :

ALS Vvial : 17 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_ G\Methods\8270-BG033023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57109.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.912 398 404 413 rVB 44460 70187 1.90% ©.565%
2 7.533 673 680 690 rBB 46119 80017 2.16% 0.644%
3 8.402 821 828 835 rBB 73367 126091 3.41% 1.015%
4 9.577 1020 1028 1037 rBB2 27034 48537 1.31% ©0.391%
5 11.240 1303 1311 1318 rBV 97867 176824  4.78%  1.423%
6 13.637 1712 1719 1725 rBV 78635 115383 3.12% 0.929%
7 15.017 1943 1954 1960 rBV 157824 253258 6.84% 2.038%
8 16.051 2125 2130 2138 rBvV2 30071 53013 1.43% 0.427%
9 16.492 2200 2205 2213 rVB2 63265 98026 2.65% 0.789%
10 17.755 2414 2420 2423 rBV 203089 296724 8.02% 2.388%
11 17.796 2423 2427 2433 rVB 207286 312180 8.43% 2.512%
12 17.884 2437 2442 2447 rBV 49178 74821 2.02% 0.602%
13 18.371 2520 2525 2530 rVB 472260 603466 16.30% 4.857%
14 18.595 2558 2563 2565 rBV 46184 66866 1.81% ©.538%
15 18.618 2565 2567 2572 rW 46781 67446 1.82% 0.543%
16 18.665 2572 2575 2582 rVB 47823 67492 1.82% 0.543%
17 18.818 2594 2601 2604 rBV3 58508 116891 3.16% 0.941%
18 19.100 2645 2649 2653 rBV 27570 37909 1.02% 0.305%

19 19.499 2710 2717 2719 rBV 2895026 3701228 100.00% 29.787%
20 19.529 2719 2722 2731 rVB2 1535640 2102686 56.81% 16.922%

21 19.646 2738 2742 2748 rBV = 299284 357810  9.67%
22 19.705 2748 2752 2755 rBV 120486 168454  4.55%
23 19.787 2760 2766 2771 rVB 371297 540359 14.60%
24 20.110 2816 2821 2823 rBV3 56731 91630 2.48%

WoeohARN
w
N
0
3R

25 20.145 2823 2827 2833 rVV 331356 470172 12.70% 784%
26 20.322 2852 2857 2861 rBV2 141486 188894 5.10% 1.520%
27 20.463 2876 2881 2886 rVB5 23294 49065 1.33% ©.395%
28 20.627 2905 2909 2916 rVB2 78885 127973 3.46% 1.030%
29 20.727 2921 2926 2929 rBV 74617 102523 2.77% ©.825%
30 20.980 2966 2969 2976 rVB3 31064 55088 1.49% 0.443%
31 21.626 3074 3079 3082 rBV3 27106 43290 1.17% ©.348%
32 21.720 3091 3095 3100 rBV2 28530 44517 1.20% ©0.358%
33 22.066 3145 3154 3160 rBV2 198477 582638 15.74% 4.689%
34 22.119 3160 3163 3170 rVB 121688 200159 5.41% 1.611%
35 22.290 3187 3192 3196 rBV 24732 43500 1.18% ©.350%

36 24.475 3557 3564 3585 rVB 79155 382681 10.34% 3.080%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041423\
Data File : BGO57109.D

Acqg On : 14 Apr 2023 21:20
Operator : CG/JU

Sample : 02348-01 5X

Misc

ALS Vvial : 17 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_G\Methods\8270-BG033023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 25.274 3694 3700 3710 rVB2 44172 127118 3.43% 1.023%
38 25.438 3720 3728 3738 rVB2 61710 187624 5.07% 1.510%
39 25.609 3752 3757 3765 rVB2 72361 193230 5.22%  1.555%

Sum of corrected areas: 12425770
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41423\
Data File : BG@57109.D

Acqg On : 14 Apr 2023 21:20
Operator : CG/JU

Sample : 02348-01 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG057109.D\data.ms
2500000
2000000
1500000
1000000

500000

5.912 7.533 8.402 9.577 11.240

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘A\\\\‘\\\\‘\\\\‘\\\\‘A\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

Time--> 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG057109.D\data.ms

19.499

2500000

2000000

19/529
1500000

1000000

18.371
500000 19/848870.145

15.017 177 75% 9,705, ng
13.637 0. 2%y 980 22578 .
3.63 16.05116'/‘\192 1M884 8.100 ‘ 2.290

0'7_1_"_\]\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG057109.D\data.ms

2500000

2000000

1500000

1000000

500000

24475  o52524B609
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\W

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41423\
Data File : BG@57109.D

Acqg On : 14 Apr 2023 21:20
Operator : CG/JU

Sample : 02348-01 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.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 Pentadecanoic acid, 14-meth... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.371 40.68 ng 603466  Phenanthrene-di10 17.755
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 95
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
3 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 91
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 80
Abundance Scan 2525 (18.371 min): BG057109.D\data.ms (-2520) (- | m/z 74.15 100.00%
74.2
5000
43.2
143.3 227.3 "0 1850
e e W
0wt A S N I m/z 87.20 69.99%
miz-> 50 100 150 200 250
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
5000 43.0 T T
18.00 18.50
m/z 43.20 30.12%
T T \ \ [ \ \ f T \ \ ‘ T \ T T ‘[ T T \ T ‘ T } T T ‘
miz--> 100 150 200 250
Abundance #109337:Tndecan0k:add,nuﬁhyleﬁer
74.0
‘ T T ‘ T T /
18.00 18.50
5000 43.0 m/z 55.25  27.43%
ol el by o L T 2280
miz--> 100 150 200 250
Abundance #161203:Hexadecanok:add,nunhyleﬂer = =
74.0 18.00 18.50
m/z 41.20 26.56%
5000
43.0
143.0
‘ ‘ o ‘ 1850 227.0 2700
oww_w\w e N W A L
m/z--> 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo41423\
Data File : BG@57109.D

Acqg On : 14 Apr 2023 21:20

Operator : CG/JU

Sample : 02348-01 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 n-Hexadecanoic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
18.595  4.51ng 66866 Phenanthrene-die 17.755
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 Cl6H3202 000057-10-3 93

2 Tridecanoic acid

3 Pentadecanoic acid
4 Tetradecanoic acid
5 n-Decanoic acid

214 C13H2602
242 C15H3002
228 C14H2802
172 C1eH2002

000638-53-9 83
001002-84-2 47
000544-63-8 43
000334-48-5 41

Abundance Scan 2563 (18.595 min): BG057109.D\data.ms (-2558) (- | m/z 73.15 100.00%
3.2
43.2
5000
“‘ 18.50
— m/z 60.15 70.07%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 A w
18.50
151018502130 256.0 m/z 55.25 68.32%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92068: Tridecanoic acid
73.0
43.0
T \
18.50
5000 ITI/Z 57.20 64.36%
129.0
‘ ‘ 171.0 214.0
0?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid P
43.0 ,73.0 18.50
m/z 43.20 61.33%
5000 129.0
199.0
s ) e T
o%ﬁﬂk“JﬂNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_ et e =
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41423\
Data File : BG@57109.D

Acqg On : 14 Apr 2023 21:20
Operator : CG/JU

Sample : 02348-01 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.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 Anthracene, 9-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.618 4.55 ng 67446  Phenanthrene-di0 17.755
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 9-methyl- 192 C15H12 000779-02-2 70
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 62
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 62
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 60
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 58
Abundance Scan 2567 (18.618 min): BG057109.D\data.ms (-2565) (- | m/z 192.25 100.00%
192.3
5000
165.2 18.50 19.00
40.4 63.1 ‘ ‘ 126.2 ‘ 18.50 19.00
O b v bt el m/z 191,200 70.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67026: Anthracene, 9-methyl-
192.0
5000
18 50 19 00
m/z 189.15 40.87%
96.0 165
0 39.0 63‘0 | 117.0139.0 “ )
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67023: Anthracene, 2-methyl-
192.0 M
18 50 19 00
5000 m/z 190.15 21.88%
96.0 1650
0 630 | 139.0
_“‘_“‘_““H“‘H““H“‘H“‘H‘“‘““H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67042: Phenanthrene, 4-methyl- A&
192.0 18 50 19 00
m/z 193.15 17.44%
5000
82.0 165.0
,280 510 | 11501390 il |
e L B A BAama mae e AL ——
m/z--> 20 40 60 80 100 120 140 160 180 200 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41423\
Data File : BG@57109.D

Acqg On : 14 Apr 2023 21:20
Operator : CG/JU

Sample : 02348-01 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.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 Phenanthrene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.665 4.55 ng 67492  Phenanthrene-di0 17.755
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 89
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 81
Abundance Scan 2575 (18.665 min): BG057109.D\data.ms (-2572) (- | m/z 192.25 100.00%
192.3
5000
— g
94.8
631 | 1492‘ m 290. 18.50 1&000
B e L o e m/z 191.25 60.94%
miz-> 50 100 150 200 250
Abundance #67026: Anthracene, 9-methyl-
192.0
5000 PO U
18.50 19.00
m/z 189.15 31.93%
96.0
280 630 1529
O f \‘\‘\””\“ T “\‘\‘\H\ LA B
m/z--> 50 100 150 200 250
Abundance #67035: Phenanthrene, 1-methyl-
192.0 M
e ey
18.50 19.00
5000 m/z 193.20 17.09%
o 270 630 960 1390 | |
— e e
miz--> 50 100 150 200 250 M
Abundance #67021: Anthracene, 1-methyl- “’AMW‘? ‘ ——
192.0 18.50 19.00
m/z 190.25 15.84%
5000
83.0
0 ‘39"0“ L |u “ H 115.0 ;529 . HH M
e e e — T
m/z--> 50 100 150 200 250 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41423\
Data File : BG@57109.D

Acqg On : 14 Apr 2023 21:20
Operator : CG/JU

Sample : 02348-01 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.818 7.88 ng 116891 Phenanthrene-die 17.755
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 83
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 64
3 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C1@H7FN20 306936-57-2 58
4 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 53
5 Cyclohexanone, 2-(2-furanylmethy... 190 C12H1402 056053-07-7 27

Abundance Scan 2601 (18.818 min): BG057109.D\data.ms (-2594) (- | m/z 190.25 100.00%
3

5000
18‘50/\/\ 5.9‘06
241.3 : : :
0 e 28 /7 189,15 95.67%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64923: 4H- Cydopenuﬂdeﬂphenanﬂnene
90.0
5000 | M .
94.0 18.50 19.00
' m/z 191.25 34.66%
3.0 630 | 1200 1620 |
‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
ot ‘ ‘Nwwkf
18.50 19.00
5000 ITI/Z 192.20 34.37%
94.0
o‘w‘HHWw‘m\_mwH_m“W_H‘wmWm_www
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64421: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)- — g
190.0 18.50 19.00
m/z 187.15 20.69%
5000
95.0 134 0162.0
o 67.0 ‘ ‘
m/z--> 20 40 60 80 100120140160180200220240260280 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41423\
Data File : BG@57109.D

Acqg On : 14 Apr 2023 21:20
Operator : CG/JU

Sample : 02348-01 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.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 Naphthalene, 2-phenyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.100 2.56 ng 37909  Phenanthrene-die 17.755
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 58
2 9,10-di(Chloromethyl)anthracene 274 C16H12C12 010387-13-0 47
3 Benzene, 1,1'-(1-buten-3-yne-1,4... 204 C16H12 013141-45-2 43
4 Tetracyano-p-quinodimethane 204 C12H4N4 001518-16-7 43
5 1,4-Naphthalenedione, 2-hydroxy-... 204 C11H804 005257-83-0 43

Abundance Scan 2649 (19.100 min): BG057109.D\data.ms (-2645) (- | m/z 204.15 100.00%
204.2

5000 J\f\
Ia s T

89.2 1062 165.2 19.00 19.50
m/z 202.20 37.42%

53.1

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #80579: Naphthalene, 2-phenyl-
204.0
=000 ih (\A ‘//\ A /\M/fu\

19.00 19.50
m/z 203.20 32.32%

1020 1520 M
\\\‘\H\‘H\\‘\\H‘H

O e
m/z--> 2‘0 4‘0 6b 8‘0 160 12‘0 14‘10 1é0 1é0200 220240260280
Abundance #166007: 9,10-di(Chloromethyl)anthracene N
204.0
T AT
239.0 19.00 1950
5000 ITI/Z 212.15 13.76%
101.0
274.0
0\\6\5%“\\1\50?‘\‘)“\”\“\ M
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #80597: Benzene, 1,1'-(1-buten-3-yne-1,4-diyl)bis- ‘ | — —

204.0 19.00 19.50
m/z 197.15 11.94%

5000
51.0 10‘20 152.0 Mm (/1\
0 - \ i T

m/z--> 20 40 60 80 100120140160180200220240260280 19. 00 19 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41423\
Data File : BG@57109.D

Acqg On : 14 Apr 2023 21:20
Operator : CG/JU

Sample : 02348-01 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.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 7 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.499 249.47 ng 3701230  Phenanthrene-d10 17.755
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 98
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 98
4 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 97
5 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 96
Abundance Scan 2717 (19.499 min): BG057109.D\data.ms (-2710) (- | m/z 67.25 100.00%
67.3
5000 ﬂ\Jx
09.3 e
263.4 19.50
b ‘c“‘ “”h Wy ”‘ y 18732203 TPPT2944 L, 81.25  80.84%
m/z--> 50 100 150 200 250 300
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 T
19.50
09.0 m/z 55.20  63.81%
[ L‘\“H“\ H“M‘h‘ ““\ ‘Hh ‘Hu‘ H ‘u‘ — — “26‘?‘0‘29“4’0‘
miz--> 50 200 250 300
Abundance #191927: 9,15—Octadecad|en0ic acid, methyl ester, (Z,2)-
67.0
e
19.50
5000 m/z 95.25 54.06%
09.0 294.0
0 ‘ h I m °00 18702200 2630771
P ‘ P e ey
m/iz--> 50 200 250 300
Abundance  #191900: 9,12—Octadecad|enoic acid, methyl ester —
67.0 19.50
m/z 41.25 50.87%
5000
29.0 09.0
294.0
oL LI ‘u‘ tlll uh ‘nhwu”‘ m L 2230 2630707 yas
m/z--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo41423\
Data File : BG@57109.D

Acqg On : 14 Apr 2023 21:20

Operator : CG/JU

Sample : 02348-01 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 16-Octadecenoic acid, methy...

R.T. EstConc Area

Relative to ISTD

Concentration Rank 2

19.529 141.73 ng

Hit# of 5 Tentative ID MW MolForm

2102690 Phenanthrene-di10

1 16-Octadecenoic acid, methyl ester 296 C19H3602
2 15-Octadecenoic acid, methyl ester 296 C19H3602
3 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602
4 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602
5 13-Octadecenoic acid, methyl ester 296 C19H3602

056554-49-5 93
004764-72-1 89
1000427-69-3 87
000112-62-9 86
056554-47-3 83

Abundance Scan 2722 (19.529 min): BG057109.D\data.ms (-2719) (- | m/z 55.25 100.00%
55.3
87.2
5000
7 T
“ “ 19.50
ol LI} m/z 74.15  75.80%
miz--> 50 100 150 200 250 300
Abundance #194422: 16-Octadecenoic acid, methyl ester
55.0
5000 s :
87.0 19.50
264.0 m/z 69.25 73.93%
‘M 230 1800 2220 ‘ 206.0
0! H i ‘\ “M“‘ \H\‘H TR - ;L‘ ‘ “‘ e
miz--> 50 100 150 200 250 300
Abundance #194417: 15-Octadecenoic acid, methyl ester
55.0
1 T
19.50
5000 87.0 ITI/Z 41.25 68.77%
264.0
LIS, 2200 220 | 2o
O\L\M‘\ MwuvudeW“Md‘L“ “ e
miz--> 50 100 150 200 250 300
Abundance #194435: (Z)-15-Octadecenoic acid methyl ester — ‘
74.0 19.50
m/z 83.25 57.39%
5000
41.0 264.0
10.0
| | | a0 |
ol LI AL : M M (1850 °T7 | 2960 AN
miz--> 50 150 200 250 300 19.50

8270-BGO33023.M Mon Apr 17 12:15:02 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41423\
Data File : BG@57109.D

Acqg On : 14 Apr 2023 21:20
Operator : CG/JU

Sample : 02348-01 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.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 9 Pentadecanoic acid, methyl ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.646 24.12 ng 357810  Phenanthrene-d10 17.755
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 93
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 93
3 Methyl stearate 298 C19H3802 000112-61-8 92
4 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 87
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 87
Abundance Scan 2742 (19.646 min): BG057109.D\data.ms (-2738) (- | m/z 74.15 100.00%
74.2
5000
43.3
—— —
‘ 199.3 2553 208. 19.50 20.00
ob— J M A ‘u L3, w‘ bt b S0 sz 87.15 0 71.38%
m/z--> 150 200 250 300
Abundance #143571. Pentadecanmc acid, methyl ester
74.0
5000
19.50 20.00
43.0 m/z 43.25 35.40%
‘ ‘ 143.0 213.0 256.0
0+ \ \ \L“H‘\ “ \“H‘\‘ﬂﬂlw‘l‘.\o‘! \““\ :\LS\Z.\O‘[ \“\“\ T ‘L\ I
miz--> 100 150 200 250 300
Abundance #126207: Methyl tetradecanoate
74.0
—1 —
19.50 20.00
5000 m/z 55.20 28.36%
43.0 143.0
H H 3o, ‘ 19\90 242.0
owhu‘ L1 . YN MRS W
miz--> 100 150 200 250 300
Abundance #197275: Methyl stearate T —
74.0 19.50 20.00
m/z 41.20 24.59%
5000
43.0
143.0
h il g ‘ 1090 2550 208
m/z--> 100 150 200 250 300 19.50 20.00

8270-BGO33023.M Mon Apr 17 12:15:03 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41423\
Data File : BG@57109.D

Acqg On : 14 Apr 2023 21:20
Operator : CG/JU

Sample : 02348-01 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.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 10 9,12-Octadecadienoic acid (... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.705 11.35 ng 168454  Phenanthrene-di10 17.755
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,z)- 280 C18H3202 000060-33-3 97
2 Linoelaidic acid 280 C18H3202 000506-21-8 94
3 10E,12Z-0Octadecadienoic acid 280 C18H3202 002420-56-6 93
4 Cyclodecene 138 C10H18 003618-12-0 91
5 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 91
Abundance Scan 2752 (19.705 min): BG057109.D\data.ms (-2748) (- | m/z 67.20 100.00%
67.2
5000
96.3
— —
“ ‘ h 1963 1701 2262 280 19.50 20.00
b LA b S i e 2T b T Tm/z 81.25 78.15%
miz--> 50 100 150 200 250
Abundance #173584: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000 s —
96.0 19.50 20.00
m/z 55.25 61.92%
280.C
36.0
0b—— ‘\‘\ ‘H‘l | MHH “HL‘ ‘\Hﬁ‘mw \}\ “:‘LS‘Z"O‘ 2‘29'9‘ — !‘ :
miz--> 50 100 150 200 250
Abundance #173566: Linoelaidic acid
67.0
— —
19.50 20.00
5000 m/z 41.20 53.18%
96.0
2.0 ‘ 280.C
36.0 .
0! \‘\Hu MH\‘ \H!\ ‘H‘:‘I;“\HH \}\1‘6‘7"0‘ — ‘22‘4"0‘ — !‘
miz--> 50 100 150 200 250
Abundance #173577: 10E,12Z-Octadecadienoic acid 7 T
67.0 19.50 20.00
m/z 95.20 50.56%
5000 96.0
20.0 ‘ 280.C
37.0
oL, ‘WLMHMHMMﬂM‘mJﬁwmwﬂﬁ?Q ‘%OQQ‘ - L —
m/z--> 50 100 150 200 250 19.50 20.00

8270-BGO33023.M Mon Apr 17 12:15:04 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41423\
Data File : BG@57109.D

Acqg On : 14 Apr 2023 21:20
Operator : CG/JU

Sample : 02348-01 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.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 11 11H-Benzo[a]fluorene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.627 4.39 ng 127973  Chrysene-di12 22.072
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 87
4 Pyrene, 1-methyl- 216 C17H12 002381-21-7 80
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 72
Abundance Scan 2909 (20.627 min): BG057109.D\data.ms (-2905) (- | m/z 216.25 100.00%
216.3
w JUM
107.7 on'En 0100
692 | | 1632 0811 a5, 20.50 21.000
Ottt Bl m/z 215.15 87.70%
m/z--> 50 100 150 200 250 300 350
Abundance #94575: 11H-Benzo[a]fluorene
216.0
5000 e RS
108.0 20.50 21.00
m/z 213.15 23.09%
0 63.0 1 ‘“ ‘ 163.0 \‘ I
\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #94578: Fluoranthene, 2-methyl-
216.0
20.50 21.00
5000 m/z 217.15 19.04%
108.0
m/z--> 50 100 150 200 250 300 350
Abundance #94576: 11H-Benzol[b]fluorene T T —
216.0 20.50 21.00
m/z 107.65  14.89%
5000
108.0
570 | “ 163.0 M
0 e e e e
m/z--> 50 100 150 200 250 300 350 20.50 21.00

8270-BGO33023.M Mon Apr 17 12:15:05 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41423\
Data File : BG@57109.D

Acqg On : 14 Apr 2023 21:20
Operator : CG/JU

Sample : 02348-01 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.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 12 Pyrene, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.727 3.52 ng 102523  Chrysene-di12 22.072
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 76
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 70
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 62
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 58
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 53
Abundance Scan 2926 (20.727 min): BG057109.D\data.ms (-2921) (- | m/z 216.25 100.00%
216.3
5000
74.2 A
.
108.2143.2 ] ‘ 20.50 21. 00
0 1801 " m/z 215. 95.23%
m/z--> 50 100 150 200 250 300
Abundance #94565: Pyrene, 1-methyl-
216.0
5000
2050 2100
95.0 m/z 37.19%
01\4\0\ \599\ T \“““\ T \}6\3\0\ “L f \“H\ L B B B B
miz--> 50 100 150 200 250 300
Abundance #94576: 11H-Benzol[b]fluorene
216.0
2050 21.00
5000 ITI z 29.29%
108.0
NI Z I X T A
miz--> 50 100 150 200 250 300
Abundance #94577: 11H-Benzo[a]fluorene
216.0 20.50 21.00
m/z 213.1 22.23%
5000
108.0 NNX
oo | o, | I
m/z--> 50 100 150 200 250 300 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41423\
Data File : BG@57109.D

Acqg On : 14 Apr 2023 21:20
Operator : CG/JU

Sample : 02348-01 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.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 13 Perylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
25.274 13.16 ng 127118  Perylene-di2 25.609
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
2 Perylene 252 C20H12 000198-55-0 76
3 Benzo[e]pyrene 252 C20H12 000192-97-2 76
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 76
5 Benzo[a]pyrene 252 C20H12 000050-32-8 76
Abundance Scan 3700 (25.274 min): BG057109.D\data.ms (-3694) (- | m/z 252.25 100.00%
252.3
5000
\ T ‘ T T ‘ T
126.2 25.00 25.50
69.2 200.2 !
o i ZE L 30843568 4280 0 o5 15 28.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138565: BenzolK]fluoranthene
252.0
5000 mvwww“T*‘ o
126.0 25.00 25.50

m/z 253.25 25.79%

20 ||
\\\‘H\‘\\‘\‘i\‘\‘\\‘\\\\‘\\‘“\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138552: Perylene
252.0

T
25.00 25.50

o

5000 ITI/Z 251.25 15.39%
126.0
027.0 74.0 MM 198.0,
B L B o e e e e T I e L I
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene o ——
252.0 25.00 25.50

m/z 126.15 7.04%

5000
125.0
740 | | 2000
L I R

m/z--> 50 100 150 200 250 300 350 400 25.00 25.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041423\
Data File : BGO@57109.D

Acqg On : 14 Apr 2023 21:20
Operator : CG/JU

Sample : 02348-01 5X

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.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|
Pentadecanoic a... 18.371 40.7 ng 603466 4 17.755 296724 20.0
n-Hexadecanoic ... 18.595 4.5 ng 66866 4 17.755 296724 20.0
Anthracene, 9-m... 18.618 4.5 ng 67446 4 17.755 296724 20.0
Phenanthrene, 1... 18.665 4.5 ng 67492 4 17.755 296724 20.0
4H-Cyclopenta[d... 18.818 7.9 ng 116891 4 17.755 296724 20.0
Naphthalene, 2-... 19.100 2.6 ng 37909 4 17.755 296724 20.0
9,12-Octadecadi... 19.499 249.5 ng 3701230 4 17.755 296724 20.0
16-Octadecenoic... 19.529 141.7 ng 2102690 4 17.755 296724 20.0
Pentadecanoic a... 19.646 24.1 ng 357810 4 17.755 296724 20.0
9,12-Octadecadi... 19.705 11.4 ng 168454 4 17.755 296724 20.0
11H-Benzo[a]flu... 20.627 4.4 ng 127973 5 22.072 582638 20.0
Pyrene, 1-methyl-  20.727 3.5 ng 102523 5 22.072 582638 20.0
Perylene 25.274 13.2 ng 127118 6 25.609 193230 20.0
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