LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102021\
Data File : BGO50656.D

Acqg On : 20 Oct 2021 22:17 Instrument :
Operator : CG/JU BNA_G

Sample : M4288-01 ClientSampleld :
Misc : SA-01-101921

ALS Vvial : 16 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-BG100621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO50656.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.791 384 392 403 rBVY 669580 1168380 60.57% 4.761%
2 7.389 655 664 676 rBvV 697555 1249431 64.77% 5.092%
3 8.247 803 810 823 rVB 180522 322184 16.70%  1.313%
4 9.422 1002 1010 1020 rBV 425902 792537 41.09%  3.230%
5 10.815 1241 1247 1256 rBV 128892 226050 11.72% 0.921%
6 11.073 1284 1291 1298 rBV 239139 445871 23.11% 1.817%
7 13.494 1695 1703 1710 rVB 968149 1563781 81.07% 6.373%
8 13.670 1726 1733 1741 rBV5 13448 30793 1.60% 0.125%
9 14.593 1886 1890 1897 rBV 16059 30551 1.58% 0.124%
10 14.869 1923 1937 1943 rBV 355141 589311 30.55% 2.401%
11 14.927 1943 1947 1953 rVWW3 14434 23521 1.22% 0.096%
12 15.257 1999 2003 2011 rVB3 13072 26335 1.37% 0.107%
13 15.680 2072 2075 2079 rVB2 16556 21153 1.10% ©.086%
14 15.909 2108 2114 2120 rBV2 23257 38199 1.98% 0.156%
15 16.349 2183 2189 2197 rVB 676573 1050129 54.44% 4.279%
16 16.537 2217 2221 2223 rBV2 23414 33051 1.71% 0.135%
17 17.131 2316 2322 2325 rBV8 10339 19939 1.03% 0.081%
18 17.331 2352 2356 2361 rVV 35311 49049  2.54%  0.200%
19 17.383 2361 2365 2369 rVvVv4 21933 36819 1.91% 0.150%
20 17.425 2369 2372 2379 rVB 19122 34497 1.79% 0.141%
21 17.613 2397 2404 2408 rBV 410515 674268 34.96% 2.748%
22 17.654 2408 2411 2417 rVB 271889 375940 19.49% 1.532%
23 17.742 2422 2426 2431 rVB 59874 90245 4.68% 0.368%
24 18.006 2467 2471 2477 rBV 22895 37204 1.93% 0.152%
25 18.071 2479 2482 2487 rVB 27505 33299 1.73% 0.136%
26 18.124 2487 2491 2496 rBV3 21778 31997 1.66% 0.130%
27 18.188 2499 2502 2507 rVV 14694 20579 1.07% 0.084%
28 18.247 2507 2512 2518 rVB 236500 296561 15.37%  1.209%
29 18.341 2523 2528 2533 rBV6 11459 20965 1.09% 0.085%
30 18.470 2545 2550 2556 rBV2 121177 226588 11.75% ©0.923%
31 18.529 2556 2560 2566 rvB2 78915 123890 6.42% 0.505%
32 18.611 2570 2574 2578 rVB2 31977 47493 2.46% 0.194%
33 18.676 2579 2585 2590 rBV4 105603 218805 11.34% 0.892%
34 18.758 2596 2599 2603 rBV2 22312 28821 1.49% 0.117%
35 18.970 2631 2635 2639 rBV 55946 87909 4.56% ©.358%
36 19.017 2639 2643 2651 rVB2 42826 75687 3.92% 0.308%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102021\
Data File : BGO50656.D

Acqg On : 20 Oct 2021 22:17

Operator : CG/JU

Sample : M4288-01

Misc . SA-01-101921

ALS Vvial : 16 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-BG100621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.211 2674 2676 2681 rVB3 29246 37021 1.92% 0.151%
38 19.264 2682 2685 2688 rvv2 22065 28592 1.48% 0.117%
39 19.375 2699 2704 2706 rBV2 630253 759066 39.35% 3.093%
40 19.405 2706 2709 2713 rVB 711071 840939 43.60% 3.427%
41 19.534 2725 2731 2736 rBV 207359 297238 15.41% 1.211%
42 19.651 2746 2751 2757 rVB 1098569 1586542 82.25% 6.465%
43 19.980 2800 2807 2808 rBV2 158698 257609 13.36% 1.050%
44 20.016 2808 2813 2819 rVB 974671 1479276 76.69% 6.028%
45 20.080 2820 2824 2829 rVB2 54714 80249 4.16% 0.327%
46 20.198 2838 2844 2849 rVB 1429288 1928932 100.00% 7.861%
47 20.333 2861 2867 2873 rBV3 81899 211578 10.97% 0.862%
48 20.597 2908 2912 2915 rBV 125405 165915 8.60% 0.676%
49 20.656 2920 2922 2926 rVB2 92514 114890 5.96% 0.468%
50 20.797 2943 2946 2949 rBV 70769 84174 4.36% 0.343%
51 20.979 2974 2977 2981 rVB 128117 155730 8.07% 0.635%
52 21.279 3024 3028 3036 rVB 91212 152399 7.90% 0.621%
53 21.508 3063 3067 3073 rVB2 278830 388790 20.16%  1.584%
54 21.896 3126 3133 3140 rBV2 612608 1670777 86.62% 6.809%
55 21.960 3140 3144 3155 rVB 434112 829043 42.98%  3.378%
56 22.078 3161 3164 3168 rBV2 102348 125246 6.49% 0.510%
57 24.234 3524 3531 3539 rBV2 333102 1144730 59.35% 4.665%
58 25.010 3657 3663 3675 rVB 217393 631560 32.74% 2.574%
59 25.163 3682 3689 3700 rVB2 303364 881327 45.69% 3.591%
60 25.327 3710 3717 3725 rVB3 214326 545923 28.30% 2.225%

Sum of corrected areas: 24539378
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 20 Oct 2021 22:17
: CG/JU
: M4288-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102021\
BGO50656.D

SA-01-101921

: 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BG050656.D\data.ms

9.422

11.073
10.815

A

8.247

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BG050656.D\data.ms
20.198

19.651

20.01
13.494

19.405 21.896

14.869

22
I

16.537 174

13.670 14.59B}|925.25715.680909

0

Time-->

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

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
TIC: BG050656.D\data.ms

24.234
25.163

25.0

07

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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102021\
Data File : BG@50656.D

Acqg On : 20 Oct 2021 22:17

Operator : CG/JU

Sample : M4288-01

Misc . SA-01-101921

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.815 10.14 ng 226050 Naphthalene-d8 11.073
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
4 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 59
5 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 53

Abundance Scan 1247 (10.815 min): BG050656.D\data.ms (-1241) (-  m/z 45.00 100.00%

45.0
5000
=0 10,50 11.00
101.0
P E— “Mwl“n_““"}‘m‘,‘1?’1‘10‘ s m/z 57.00 97.05%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
29.0 10. 50 ll OO
75.0 m/z 41.00 36.63%
‘ 1000 1320
0 \\‘\“ \‘H\ T ‘H‘\\ H\\‘l‘\“\“i‘\\“\\\\’\\w'\‘\\\\’\\\
miz--> 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
10. 50 ll OO
5000 m/z 75.00  17.95%
29.0 75.0
100.0
0 Mw\”_wt\"ww,??‘%ﬂ 1630
miz--> 20 40 60 80 100 120 140 160
Abundance #10091: Ethylene glycol monoisobutyl ether P ——
57.0 10.50 11.00
m/z 56.10 14.66%
5000
29.0 75.0
““‘ i ““‘“““““,““““‘,“‘
mlz--> 0 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102021\
Data File : BG@50656.D

Acqg On : 20 Oct 2021 22:17

Operator : CG/JU

Sample : M4288-01

Misc . SA-01-101921

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Pentadecanoic acid, 14-meth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.247 8.80 ng 296561  Phenanthrene-die 17.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 91
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 87
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 86
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 2512 (18.247 min): BG050656.D\data.ms (-2507) (-  m/z 73.95 100.00%
74.0
5000
43.0
—— —
43.0 227.2 18.00 18.50
185.1 270.1 : :
0,1“,,, m/z 86.95 69.53%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
5000{  43.0 AU U
18.00 18.50
m/z 43.00 34.86%
\H‘H\\‘HH’\\H‘HH‘HH‘HH‘HH’\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161211: Hexadecanoic acid, methyl ester
74.0
— —
18.00 18.50
5000 43.0 m/z 55.00 27.04%
1430
270.0
RENRE:
0‘H_HWHHPNWMH_HWHH_HMHHNHWHH_HWHH_HWH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109336: Tridecanoic acid, methyl ester 7 —
74.0 18.00 18.50
m/z 41.00 26.60%
5000
43.0 1430 1850 228.0
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102021\
Data File : BG@50656.D

Acqg On : 20 Oct 2021 22:17

Operator : CG/JU

Sample : M4288-01

Misc . SA-01-101921

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.470 6.72 ng 226588  Phenanthrene-die 17.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 70
3 Pentadecanoic acid 242 C15H3002 001002-84-2 50
4 Tridecanoic acid 214 C13H2602 000638-53-9 50
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 38
Abundance Scan 2550 (18.470 min): BG050656.D\data.ms (-2545) (-  m/z 73.00 100.00%
43.0 73.0
192.0
5000
—
H ‘ 18.50
o m/z 43.00 88.60%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
18.50
167.01g5 02130  256.0 m/z 59.95 76.22%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109281: Tetradecanoic acid
73.0
%
43.0 18.50
5000 m/z 192.00 73.30%
129.0
185.0 228.0
AN 0 Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid <
43.0 ,73.0 18.50
m/z 55.05 65.79%
5000 129.0
199.0
s ) e T
O%?Rk“JWNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_ —
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\BG102021\
Data File : BG@50656.D

Acqg On : 20 Oct 2021 22:17

Operator : CG/JU

Sample : M4288-01

Misc . SA-01-101921

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Phenanthrene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.529 3.67 ng 123890  Phenanthrene-die 17.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 94

Abundance Scan 2560 (18.529 min): BG050656.D\data.ms (-2556) (-  m/z 192.00 100.00%

192.0
5000

82.6 165.0 18:50
51.0 113.0 139.0
0 L 3301390 L2240 s 19100 56.99%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67035: Phenanthrene, 1-methyl-
192.0

5000
18 50

m/z 189.00  29.40%

165.0
39.0 63.0 96.0 139.0 |
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67024: Anthracene, 2-methyl-
192.0

o

o

1850
5000 ITI/Z 193.00 15.37%
165.0
0150 39.0 83‘0“ 11501390 |
T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67039: Phenanthrene, 2-methyl- WMMW‘ — ‘
192.0 18.50
m/z 190.00  13.84%
5000
165.0
0 39.0 63.0 | M 139.0 | A /\’/\
R R AR R R 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18.50

8270-BG100621.M Thu Oct 21 17:44:28 2021 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102021\
Data File : BG@50656.D

Acqg On : 20 Oct 2021 22:17

Operator : CG/JU

Sample : M4288-01

Misc . SA-01-101921

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.676 6.49 ng 218805  Phenanthrene-die 17.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 64
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 53
3 Phenol, 4-(2-thienylmethyl)- 190 C11H100S 091680-55-6 25
4 1,1'-Biphenyl, 4,4'-difluoro- 190 C12H8F2 000398-23-2 23
5 4-Bromothiophene-2-aldehyde 190 C5H3BroS 018791-75-8 17

Abundance Scan 2585 (18.676 min): BG050656.D\data.ms (-2579) (-  m/z 189.00 100.00%

5000

= =
18.50 19.00

0 218.1 m/z 190.00 99.82%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 oV oo
18 50 19.00

94.0 m/z 191.00  41.68%

0310 630, || 1220 1620 Il
‘HH‘HH‘HH‘\H\‘HH’HH‘HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260 280
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene

189.0

1850 1900
5000 m/z 192.00 41.13%
94.0
o S U S O
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64485: Phenol, 4-(2-thienylmethyl)- e ==
190.0 18.50 19.00

m/z 94.50  26.67%

5000
97.0
45.0 128.0 15‘7 -0 ‘
|

PO W P P —

m/z--> 20 40 60 80 100120140160180200220240260280 1850 1900
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102021\
Data File : BG@50656.D

Acqg On : 20 Oct 2021 22:17

Operator : CG/JU

Sample : M4288-01

Misc . SA-01-101921

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 5,16[1',2']:8,13[1'',2"'']-D... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

18.970 2.61 ng 87909  Phenanthrene-d10 17.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
15,16[1',2"']:8,13[1"'"',2""']-Dibenz... 408 C32H24 005672-97-9 86
2 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 78
3 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C1l6H12 006572-60-7 64
4 Naphthalene, 1-phenyl- 204 C16H12 000605-02-7 55
5 [1,1'-Biphenyl]-4,4"'-dicarbonitrile 204 C14H8N2 001591-30-6 49

Abundance Scan 2635 (18.970 min): BG050656.D\data.ms (-2631) (-  m/z 204.00 100.00%

204.0
5000 J\
ji —.

\
101.0
50.0 | 1510 | 19.00
0 e il m/z 202.00  38.79%
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 T 4 /\m T ‘/‘\ M
19.00

m/z 203.10 28.41%
390 1010 152.0

oL i L 13.0 408.(
T T ‘ T T TT ‘ T T T T ‘ T T T ‘ T T 1T ‘ L ‘ T T 1T ‘ T T 1T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #80582: Naphthalene, 2-phenyl-
WW’MJ\M '

204.0
I
19.00
5000 m/z 205.00 15.94%
101.0
0 51.0 b ‘“ \‘15\\\2"‘0\ -
R AT I S I
m/z--> 50 100 150 200 250 300 350 400
Abundance #80598: Tricyclo[8.2.2.2(4,7)lhexadeca-2,4,6,8,10,12,13,  Aipallal Mt N
204.0 19.00
m/z 101.00 12.18%
5000
101.0
51.0 152.0 |
O\H\i‘w‘w“w‘\}‘\H\i“u‘“m“\\H‘HH‘HH‘HH‘H
m/z--> 50 100 150 200 250 300 350 400 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102021\
Data File : BG@50656.D

Acqg On : 20 Oct 2021 22:17

Operator : CG/JU

Sample : M4288-01

Misc . SA-01-101921

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 9,10-Anthracenedione Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

19.017 2.25 ng 75687  Phenanthrene-d10 17.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 C14H802 000084-65-1 93
2 9H-Fluoren-9-one 180 C13H80 000486-25-9 86
3 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 70
4 Diphenic anhydride 224 C14H803 006050-13-1 49
5 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 46

Abundance Scan 2643 (19.017 min): BG050656.D\data.ms (-2639) (-  m/z 208.00 100.00%

180.0208.0
152.0
5000 76.0
i [oome] ||| 21 e 1900
O vt R e B A B S R m/z 180.00 97.17%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85293: 9,10-Anthracenedione
180.0208.0
152.0
5000 76.0
19.00
m/z 152.00 .78%
O’\\3\\9‘\(\)“\\‘\\\\‘\H\‘\l\?‘ﬁ.\()\‘\“H\‘H‘\‘\‘HH“HH‘\HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #55036: 9H-Fluoren-9-one
180.0
1900
5000 /Z 151.00 . %
152.0
76.0 ‘
o,w_m_H”lwWWMHW‘M_Mw_Ww_www
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #54969: Benzolc]cinnoline
152.0180.0 1900
m/z 76.00 41.49%
5000
76.0 ‘ M

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102021\
Data File : BG@50656.D

Acqg On : 20 Oct 2021 22:17

Operator : CG/JU

Sample : M4288-01

Misc . SA-01-101921

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 9,12-Octadecadienoic acid (... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.375 22.52 ng 759066  Phenanthrene-die 17.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
3 Methyl 9-cis,1l-trans-octadecadi... 294 C19H3402 013058-52-1 99
4 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 98
5 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 98

Abundance Scan 2704 (19.375 min): BG050656.D\data.ms (-2699) (-  m/z 67.00 100.00%
67.0

== =
L ‘ 19.00 19.50
o8/l m/z 81.00 79.98%
m/z--> 40 60 80 100120140160180200220240260280
Abundance #191920: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
5000 — e
19.00 19.50
m/z 55.00 67.00%
O T “\‘\ \‘ M‘ \‘
m/z--> 40 60 80 100120140160180200220240260280
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
== —r=
19.00 19.50
5000 ITI/Z 41.00 55.72%
96.0
LAk | 159640 262.0 294.C
bl L e
m/z--> 40 60 80 100120140160180200220240260280
Abundance  #191892: Methyl 9-cis,11-trans-octadecadienoate — —T
67.0 19.00 19.50
m/z 95.05 50.22%
5000
220.0 262.0
Obreprrt b = 7
m/z--> 40 60 80 100120140160180200220240260280 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102021\
Data File : BG@50656.D

Acqg On : 20 Oct 2021 22:17

Operator : CG/JU

Sample : M4288-01

Misc . SA-01-101921

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 15-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

19.405 24.94 ng 840939  Phenanthrene-die 17.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 96
2 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 94
3 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 94
4 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 94
5 7-Octadecenoic acid, methyl ester 296 C19H3602 057396-98-2 93

Abundance Scan 2709 (19.405 min): BG050656.D\data.ms (-2706) (-  m/z 55.00 100.00%

55.0
5000 817.0
—=
‘ 1(230 180.1 222.2 264. 19.50
ol ” T PR T ‘”‘ 2963 n/z 74.00  67.32%
miz--> 100 150 200 250 300
Abundance #194417. 15-Octadecenoic acid, methyl ester
53.0
5000 87.0 1 7
19.50
264.0 m/z 69.00  66.99%
23.0 180.0 2220 ‘
‘\‘ “u ‘H t MH i \h L \\ . m ‘ 2960
O 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 #194424: 11-Octadecenoic acid, methyl ester
55.0
—r=
19.50
87.0 m/z 41.00 65.61%
5000 264.0
23.0 222.0
L 1| 200
0! U MHMM ally \‘\ P R - ‘\‘ —
miz--> 50 100 150 200 250 300
Abundance #194435: (Z)-15-Octadecenoic acid methyl ester T
74.0 19.50
m/z 43.00 54.22%
5000
41.0 264.0
10.0
1Y 20|
ob L wmw aso | 280 b
miz--> 50 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102021\
Data File : BG@50656.D

Acqg On : 20 Oct 2021 22:17

Operator : CG/JU

Sample : M4288-01

Misc . SA-01-101921

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Methyl stearate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.534 8.82 ng 297238  Phenanthrene-die 17.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 86
2 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 64
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 62
4 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 58
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 58

Abundance Scan 2731 (19.534 min): BG050656.D\data.ms (-2725) (-  m/z 73.95 100.00%

74.0
5000 204.0
4100 j\
e —
M 143.0 ‘ 255.2 19.50
ol llilsoos [ dg T 2981 e 72.33%
miz--> 50 100 150 200 250 300
Abundance #197273: Methyl stearate
74.0
5000 A :
4110 19.50
143.0 m/z 204.00 48.38%
‘ 199.0  255.0 5950 /
04 \‘\ ‘\‘ “‘\ H ‘H‘lp\ T \ T L \‘\ i e "\h\ T \“’ T
miz--> 100 150 200 250 300
Abundance #143573: Pentadecanoic acid, methyl ester
74.0
P \
19.50
5000 ITI/Z 43.05 39.13%
41.0
143.0
213.0
ol L3050 00?90 00
miz--> 50 100 150 200 250 300
Abundance #179145: Heptadecanoic acid, methyl ester e ‘
74.0 19.50
m/z 41.00 28.47%
5000
41.0
143.0
2410 2840
ot \M 190, [ 1850 2610 B0 ¥
mlz--> 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102021\
Data File : BG@50656.D

Acqg On : 20 Oct 2021 22:17

Operator : CG/JU

Sample : M4288-01

Misc . SA-01-101921

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Pyrene, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.333 2.53 ng 211578 Chrysene-d12 21.913
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 95
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 91
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 90

Abundance Scan 2867 (20.333 min): BG050656.D\data.ms (-2861) (-  m/z 216.05 100.00%
1

216.1
5000
— =
41.0 94\'4 128.0163.0 M 249.1283.1 330. 20.00 2050
0t r“‘w‘wwl‘u‘w; el ol SIS ST m/z 215.05 83.96%
m/z--> 50 100 150 200 250 300
Abundance #94566: Pyrene, 1-methyl-
216.0
5000 — =
20.00 20.50
94.0 m/z 213.00 21.40%
Josoo || o] |
T T T ‘ T T ‘ T T ‘ ToTTT ‘ T T ‘ T T T T ‘ T T
m/z--> 50 100 150 200 250 300
Abundance #94572: 11H-Benzol[b]fluorene
216.0
= T
20.00 20.50
5000 ITI/Z 217.05 15.81%
107.0
0280 630 | 163.0 H‘
— ¥t
m/z--> 50 100 150 200 250 300
Abundance #94567: Pyrene, 2-methyl- ””4‘ ‘ T
216.0 20.00 20.50
m/z 94.40 14.53%
5000 95.0
0 53'0 L ‘ Il ‘“ 163.0 h‘ I MH JWV\
e B L A A e e e e e - A
m/z--> 50 100 150 200 250 300 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102021\
Data File : BG@50656.D

Acqg On : 20 Oct 2021 22:17

Operator : CG/JU

Sample : M4288-01

Misc . SA-01-101921

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.508 4.65 ng 388790 Chrysene-d12 21.913
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 64
3 Hexadecane 226 C16H34 000544-76-3 64
4 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 60
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 55

Abundance Scan 3067 (21.508 min): BG050656.D\data.ms (-3063) (- m/z 57.00 100.00%
57.0

-

5000 228.1
7.0 L — T
21.50
ob—dd “l‘ ;“‘uﬁl"lu 1832 m““\ 2943331 hy 43.00  84.50%
m/z--> 50 100 150 200 250 300
Abundance #123960: Heptadecane
57.0
5000 ——
21.50
99.0 m/z 71.10 74.40%
Olwswq‘\ ‘\“ “‘\ ‘“‘ \‘“‘\ H“ \“‘ \%41‘1-‘?\ :‘]\-8\3\0‘ T \2\4(})’0\ LA B e
m/z--> 50 100 150 200 250 300
Abundance #193303: Dodecane, 1-iodo-
57.0
T \
21.50
5000 m/z 85.10 47.07%

O

]

o
=
[4)]
al
o

D 0 7 ST
m/z--> 50 100 150 200 250 300
Abundance #107219: Hexadecane T ‘
57.0 21.50
m/z 55.00 44.16%
5000
99.0
226.0
otso L L L1 1] 110 1m0 720 .
m/z--> 50 100 150 200 250 300 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102021\
Data File : BG@50656.D

Acqg On : 20 Oct 2021 22:17

Operator : CG/JU

Sample : M4288-01

Misc . SA-01-101921

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Benzo[e]pyrene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
25.010 23.14 ng 631560 Perylene-di2 25.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 97
2 Benzo[e]pyrene 252 C20H12 000192-97-2 97
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
4 Perylene 252 C20H12 000198-55-0 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 93

Abundance Scan 3663 (25.010 min): BG050656.D\data.ms (-3657) (-  m/z 252.10 100.00%
1

252,
5000
T T
a0 125.0 2000 25.00
0390 740 || 16512000, | 20713391 ./, 350.10 30.31%
m/z--> 50 100 150 200 250 300 350
Abundance #138563: BenzolK]fluoranthene
252.0
5000 =
25.00
126.0 m/z 253.10 20.88%
O T \8\7\0‘i \‘“\‘“\ B \2\09-\0\‘“\ \M‘\ LA B e e
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
T \
25.00
5000 ITI/Z 125.00 12.51%
125.0
0390 83.0 | | 2000 |
T L e e B R
m/z--> 50 100 150 200 250 300 350
Abundance #138562: Benzol[b]fluoranthene T
252.0 25.00
m/z 251.10 10.33%
5000
126.0
039.0 87.0 ‘\‘ 161.0 200.0 | M
I B e e e e e e L A A I ——
m/z--> 50 100 150 200 250 300 350 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102021\
Data File : BGO50656.D

Acqg On : 20 Oct 2021 22:17
Operator : CG/JU

Sample : M4288-01

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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|
Ethanol, 2-(2-b... 10.815 10.1 ng 226050 2 11.073 445871 20.0
Pentadecanoic a... 18.247 8.8 ng 296561 4 17.613 674268 20.0
n-Hexadecanoic ... 18.470 6.7 ng 226588 4 17.613 674268 20.0
Phenanthrene, 1... 18.529 3.7 ng 123890 4 17.613 674268 20.0
4H-Cyclopenta[d... 18.676 6.5 ng 218805 4 17.613 674268 20.0
5,16[1',2']:8,1... 18.970 2.6 ng 87909 4 17.613 674268 20.0
9,10-Anthracene... 19.017 2.3 ng 75687 4 17.613 674268 20.0
9,12-Octadecadi... 19.375 22.5 ng 759066 4 17.613 674268 20.0
15-Octadecenoic... 19.405 24.9 ng 840939 4 17.613 674268 20.0
Methyl stearate 19.534 8.8 ng 297238 4 17.613 674268 20.0
Pyrene, 1-methyl- 20.333 2.5 ng 211578 5 21.913 1670780 20.0
Heptadecane 21.508 4.7 ng 388790 5 21.913 1670780 20.0
Benzo[e]pyrene 25.010 23.1 ng 631560 6 25.327 545923 20.0
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