LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040721\
Data File : BP0@5221.D

Acqg On : 07 Apr 2021 15:27
Operator : CG/JU

Sample : M1963-03

Misc :

ALS Vvial : 11 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_ P\Methods\8270E-BP©32321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BP@@5221.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.293 369 375 382 rBV 309102 447448 52.09%  4.155%
2 6.875 635 644 658 rBv 297955 465694 54.21% 4.325%
3 7.693 776 783 792 rVB2 71490 115250 13.42% 1.070%
4 8.851 971 980 987 rBV 173690 286225 33.32% 2.658%
5 10.481 1249 1257 1263 rBV 86703 146876 17.10% 1.364%
6 12.963 1672 1679 1691 rBV 402798 589268 68.60% 5.473%
7 13.804 1815 1822 1832 rBvV4 13306 24279  2.83% 0.225%
8 14.069 1860 1867 1875 rBV 39850 62939 7.33% 0.585%
9 14.345 1907 1914 1921 rBV 121910 182356 21.23% 1.694%
10 15.404 2090 2094 2105 rVB3 5770 12332 1.44% 0.115%

11 15.845 2159 2169 2180 rBV 304067 454529 52.91% 4.221%

12 16.081 2203 2209 2214 rBVS8 6124 12840 1.49% 0.119%
13 16.416 2258 2266 2270 rBV1e0 5236 11494 1.34% 0.107%
14 16.763 2321 2325 2332 rVB6 4829 9481 1.10% ©.088%
15 16.928 2349 2353 2361 rVB3 6358 11173 1.30% ©.104%
16 17.110 2377 2384 2387 rBV 150665 221372 25.77%  2.056%
17 17.151 2387 2391 2398 rVV 126778 177382 20.65% 1.647%
18 17.239 2402 2406 2412 rVB 29783 42453  4.94%  ©.394%
19 17.292 2412 2415 2423 rBV7 5403 11592 1.35% ©0.108%
20 17.516 2444 2453 2457 rBV 13214 25905 3.02% 0.241%
21 17.633 2467 2473 2478 rBV5 6615 11492 1.34% ©.107%
22 17.692 2479 2483 2490 rVB7 6979 11769 1.37% 0.109%
23 17.980 2528 2532 2534 rBV2 26292 37996 4.42% 0.353%
24 18.010 2534 2537 2549 rVV2 95738 174263 20.29% 1.618%
25 18.110 2550 2554 2558 rVv2 11708 19293 2.25% ©.179%
26 18.169 2558 2564 2568 rVV2 46634 84724 9.86% 0.787%
27 18.204 2568 2570 2577 rVB 23649 28598 3.33% 0.266%
28 18.469 2611 2615 2618 rBV2 21093 26661 3.10% ©.248%
29 18.510 2618 2622 2627 rVB 31556 41341 4.81% ©0.384%
30 18.710 2652 2656 2659 rBV5 6820 9062 1.05% ©.084%
31 18.792 2668 2670 2675 rVB3 7893 8963 1.04% ©.083%
32 18.875 2675 2684 2689 rBV3 24081 48376 5.63% 0.449%
33 18.939 2689 2695 2697 rVve 10825 22630 2.63% ©0.210%
34 18.963 2697 2699 2702 rVB3 9133 9616 1.12% ©.089%
35 19.010 2702 2707 2715 rBV2 22913 39477 4.60% 0.367%

36 19.133 2721 2728 2733 rBV 388083 510864 59.47% 4.744%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040721\
Data File : BP0@5221.D

Acqg On : 07 Apr 2021 15:27
Operator : CG/JU

Sample : M1963-03

Misc :

ALS Vvial : 11 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_ P\Methods\8270E-BP©32321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.192 2735 2738 2741 rBV4 8635 10475 1.22% 0.097%
38 19.245 2741 2747 2750 rBV5 42604 61007 7.10% 0.567%
39 19.274 2750 2752 2757 rVB 37830 42672 4.97% 0.396%
40 19.322 2757 2760 2764 rBV3 8824 12382 1.44% 0.115%
41 19.451 2778 2782 2783 rBvV2 48181 52617 6.13% 0.489%
42 19.486 2783 2788 2795 rVB 347179 489688 57.00% 4.548%
43 19.551 2795 2799 2806 rVB2 17948 27487 3.20% 0.255%
44 19.680 2814 2821 2826 rBV 684123 859032 100.00% 7.978%
45 19.804 2836 2842 2847 rBV3 29423 71830 8.36% 0.667%
46 19.933 2859 2864 2865 rBV3 27149 40080 4.67% 0.372%
47 19.969 2866 2870 2876 rVB 73223 114844 13.37% 1.067%
48 20.063 2882 2886 2890 rBvV 47919 58345 6.79% 0.542%
49 20.122 2890 2896 2899 rVWv3 34589 55136 6.42% 0.512%
50 20.257 2916 2919 2923 rBV 23036 27774 3.23% 0.258%
51 20.298 2923 2926 2931 rBV 24618 36151 4.21% 0.336%
52 20.698 2990 2994 3001 rVB 38328 52827 6.15% 0.491%
53 20.857 3017 3021 3025 rBV2 37155 55215 6.43% 0.513%
54 20.898 3025 3028 3029 rvwv 42549 45465 5.29% 0.422%
55 20.921 3029 3032 3039 rVvV5 135209 229615 26.73% 2.132%
56 20.986 3040 3043 3051 rVB 44863 65142 7.58% 0.605%
57 21.098 3059 3062 3066 rBV3 11466 15540 1.81% 0.144%
58 21.198 3074 3079 3084 rBV3 330637 671707 78.19% 6.238%
59 21.245 3084 3087 3095 rVB 242585 303991 35.39% 2.823%
60 21.357 3103 3106 3112 rBV3 29743 48604 5.66% 0.451%
61 21.410 3112 3115 3119 rVV3 29326 36182 4.21% 0.336%
62 21.816 3180 3184 3190 rVB2 78867 124857 14.53% 1.160%
63 21.957 3205 3208 3211 rBvV4 21653 25137 2.93% 0.233%
64 22.798 3344 3351 3355 rBV 224936 543364 63.25% 5.046%
65 22.974 3376 3381 3387 rVB 47088 83930 9.77% 0.779%
66 23.286 3429 3434 3442 rVB 130048 247762 28.84% 2.301%
67 23.386 3445 3451 3461 rVB 187179 352328 41.01% 3.272%
68 23.486 3462 3468 3473 rBV2 140720 275778 32.10% 2.561%
69 24.039 3557 3562 3571 rVB4 53924 110952 12.92% 1.030%
70 25.821 3858 3865 3874 rVB 104426 281353 32.75% 2.613%
71 26.539 3982 3987 3997 rVB2 67326 182206 21.21% 1.692%
72 26.656 4002 4007 4022 rVB2 64590 220025 25.61% 2.043%

73 28.880 4377 4385 4398 rVB6 117083 440209 51.24% 4.088%

Sum of corrected areas: 10767722
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: @7 Apr 2021 15:27
: CG/JU
: M1963-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040721\
BP005221.D

: 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
700000

600000

500000

400000

300000

200000

100000

0

TIC: BP005221.D\data.ms

5.293 6.875

8.851

7.693 10.481

Time-->
Abundance
700000

600000

500000

400000

300000

200000

100000

\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
350 4.00 450 5.00 5.50 6.00 6.50 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50
TIC: BP005221.D\data.ms
19.680

12.963 19.133
19.486

15.845

14.345

14.069
13.804 15.404

0
Time-->
Abundance
700000

600000

500000

400000

300000

200000

100000

12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP005221.D\data.ms

25.821 28.880

b T rmn L

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040721\
Data File : BP0@5221.D

Acqg On : @7 Apr 2021 15:27
Operator : CG/JU

Sample : M1963-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Phenanthrene, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.980 3.43 ng 37996  Phenanthrene-die 17.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 81
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 81
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 81
4 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 76
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 74

Abundance Scan 2532 (17.980 min): BP005221.D\data.ms (-2528) (-  m/z 192.15 100.00%

19p.2 ‘
5000

94.5 18 00
ob- B8 ipdod 2671 3964 4263 490.3548. /7 191.15  57.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54750: Phenanthrene, 2-methyl-
192.0
5000
1800

m/z 189.15 30.86%

94.0
?ZQM‘LMH‘WJH S SR SRS SRS AR AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54740: Anthracene, 1-methyl-
192.0

o

18 00
5000 m/z 190.20 17.31%
82.0
L O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54738: Anthracene, 9-methyl-
192.0 18 00

m/z 193.20 15.03%

- W/wu
94.0
0128:0 j L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040721\
Data File : BP0@5221.D

Acqg On : @7 Apr 2021 15:27
Operator : CG/JU

Sample : M1963-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.010 15.74 ng 174263  Phenanthrene-die 17.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tetradecanoic acid 228 C14H2802 000544-63-8 70
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 55
5 Octadecanoic acid 284 C18H3602 000057-11-4 49

Abundance Scan 2537 (18.010 min): BP005221.D\data.ms (-2534) (-  m/z 73.10 100.00%

7’2
5000
213.3 [ — T
I}M 3| ‘\ 129213582 441.3498.0 1690
ol w‘:“m ! A m/z 60.85 72.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107548: n-Hexadecanoic acid
43.0
5000 256.0 T I
129.0 18.00
m/z 55.10 61.67%
O\‘\‘“ IM\"QMM‘J1ng.\0ll\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84455: Tetradecanoic acid
73.0
T \
18.00
5000 ITI/Z 43.10 59.66%
185.0
Obrrty .MM.\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95855: Pentadecanoic acid T ‘
73.0 18.00
m/z 41.10 56.32%
5000
‘ 143.0 242.0
AT it .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040721\
Data File : BP0@5221.D

Acqg On : @7 Apr 2021 15:27
Operator : CG/JU

Sample : M1963-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 6

R.T. EstConc Area Relative to ISTD R.T.
18.169 7.65 ng 84724  Phenanthrene-d10 17.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 68
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 64
3 Methyl diselenide 190 C2H6Se2 007101-31-7 45
4 3,5-Dichlorobenzoic acid 190 C7H4C1202 000051-36-5 30
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 20

Abundance Scan 2564 (18.169 min): BP005221.D\data.ms (-2558) (-  m/z 189.20 100.00%

189.2 ‘
5000
94.6
T [

18.00 18.50

01360 uph i M. 2541 357.94145 490.0549: ./, 196 26 99.47%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #53203: 4H-Cyclopenta[deflphenanthrene
190.0
5000 T

00 18.00 18.50
4. m/z 192.20  57.54%

81.0 |
\\\[\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0
T

18 00 18.50

o

94.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #53209: Methyl diselenide
93.0 190.0 1800 1850

m/z 94.60  27.34%

Ll JML\M\N

m/z--> 50 100 150 200 250 300 350 400 450 500 550 18. 00 18 50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040721\
Data File : BP0@5221.D

Acqg On : @7 Apr 2021 15:27
Operator : CG/JU

Sample : M1963-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Phenanthrene, 4-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

18.204 2.58 ng 28598  Phenanthrene-die 17.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 87
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 87
3 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 87
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 87
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87

Abundance Scan 2570 (18.204 min): BP005221.D\data.ms (-2568) (-  m/z 192.20 100.00%
1

92.2
5000

[T T
95.0 18.00 18.50

355 bk il 2671 3440 4148 5170 5 991 29  52.85%

\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54751: Phenanthrene, 4-methyl-

192.0

5000 SR e
18.00 18.50
m/z 193.20  14.45%

95.0
‘\H\"\“\“\‘w\‘l“HH\‘\““\J\\ T T T [T T [T T T[T T T[T T[T T[T rrT T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54732: Anthracene, 1-methyl-
192.0

T —
18.00 18.50

o

o

5000 m/z 95.00 11.23%
83.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54747: Phenanthrene, 3-methyl- A
192.0 18.00 18.50
m/z 165.10  11.18%
5000
96.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040721\
Data File : BP0@5221.D

Acqg On : @7 Apr 2021 15:27
Operator : CG/JU

Sample : M1963-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 6-Phenylbenzocyclohepten-7-one Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
18.469 2.41 ng 26661 Phenanthrene-die 17.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Phenylbenzocyclohepten-7-one 232 C17H120 093327-56-1 86
2 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C1l6H12 006572-60-7 64
3 Naphthalene, 2-phenyl- 204 Cl6H12 000612-94-2 58
4 9,10-di(Chloromethyl)anthracene 274 Cl6H12C12 010387-13-0 56
5 Naphthalene, 1-phenyl- 204 C16H12 000605-02-7 55

Abundance Scan 2615 (18.469 min): BP005221.D\data.ms (-2611) (-  m/z 204.20 100.00%
204.2
5000 M
101.0 1850
39.0 :
0 390 hdd iyl 28213433 4154 4817 549. 1) 905 15 38.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #87775: 6-Phenylbenzocyclohepten-7-one
204.0
5000 ; ’W/\\M\ 7 w
18.50
m/z 203.15 33.29%
101.0
0 \3\9‘\-“0\1\“\"\JHJI\J'H{'\”\‘\% L L I R R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64614: Tricyclo[8.2.2.2(4,7)]hexadeca-2,4,6,8,10,12,13,
204.0
18.50
5000 m/z 205.20 17.37%
101.0
NN ST
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64594: Naphthalene, 2-phenyl- e
204.0 18.50
m/z 100.95 12.44%
5000
101.0
1< NN DETUUEN K — A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040721\
Data File : BP0@5221.D

Acqg On : @7 Apr 2021 15:27
Operator : CG/JU

Sample : M1963-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 9,10-Anthracenedione Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.510 3.73 ng 41341  Phenanthrene-d10 17.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 C14H802 000084-65-1 94
2 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 49
3 1H-Phenalen-1-one 180 C13H80 000548-39-0 49
4 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 47
5 9H-Fluoren-9-one 180 C13H80 000486-25-9 47

Abundance Scan 2622 (18.510 min): BP005221.D\data.ms (-2618) (-  m/z 208.20 100.00%
2

208
5000
76.1
150.1 i§56
ol L L LL 21 ss15 4294 5315 1ge 15 03,36
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67897: 9,10-Anthracenedione
208.0
5000 Ws‘sd ;
76.0 :
m/z 152.15  75.26%
150.0
01\8\-9\}\‘\‘\4‘!\1\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45694: Benzo[c]cinnoline
152.0
R \
18.50
5000 m/z 76.10 32.32%
76.0
omx;‘l"\m‘m“w"w"H‘_m‘w_wwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550 ﬂ&ﬂxwv
Abundance #45757: 1H-Phenalen-1-one A
180.0 18.50
m/z 151.20 30.58%
5000
76.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040721\
Data File : BP0@5221.D

Acqg On : @7 Apr 2021 15:27
Operator : CG/JU

Sample : M1963-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 9,10-Dimethylanthracene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

18.875 4.37 ng 48376  Phenanthrene-d10 17.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 93
2 Phenanthrene, 1,7-dimethyl- 206 Cl6H14 000483-87-4 93
3 Phenanthrene, 2,7-dimethyl- 206 Cl6H14 001576-69-8 91
4 Phenanthrene, 2,3-dimethyl- 206 C1l6H14 003674-65-5 91
5 Phenanthrene, 3,6-dimethyl- 206 C1l6H14 001576-67-6 87

Abundance Scan 2684 (18.875 min): BP005221.D\data.ms (-2675) (- m/z 206.30 100.00%

206.3
5000
el — =
89.1 H 0821 ‘ 18.50 19.00
O el JATA UL, 2621 356.3 424.1 490.1548. /7 191 59 39.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #66247: 9,10-Dimethylanthracene
206.0
5000 U —
18.50 19.00
89.0 m/z 205.20 30.30%
O‘\2\8‘\.‘\0“\A\‘“\h{\‘l‘h\‘\1\4\?;‘91‘\‘\J“\\\\‘HH‘HH‘\\H‘\\H‘\\H‘\\H‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #66261: Phenanthrene, 1,7-dimethyl-
206.0
- ——
18.50 19.00
5000 m/z 189.20  24.93%
102.0
0220 sl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #66262: Phenanthrene, 2,7-dimethyl- 5 4
206.0 18.50 19.00
m/z 207.15 24.00%
5000
102.0 }
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040721\
Data File : BP0@5221.D

Acqg On : @7 Apr 2021 15:27
Operator : CG/JU

Sample : M1963-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknownl8..93 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

18.939 2.04 ng 22630  Phenanthrene-die 17.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5H-Dibenzo[a,d]cycloheptene, 5-m... 204 C1l6H12 002975-79-3 46
2 5,16[1',2']:8,13[1"'"',2"'"']-Dibenz... 408 C32H24 005672-97-9 43
3 2H-Cyclopentacyclooctene, 4,5,6,... 204 C1l5H24 1000221-85-8 38
4 Naphthalene, 1-phenyl- 204 C16H12 000605-02-7 30
5 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C16H12 006572-60-7 27

Abundance Scan 2695 (18.939 min): BP005221.D\data.ms (-2689) (-  m/z 204.20 100.00%

204.2
5000
101.1
T
“° } ‘ o 391.3  485.6 19.00
0 Mesaddb L 3013 4856543€ 199 15 74.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64612: 5H-Dibenzo[a,d]cycloheptene, 5-methylene-
204.0
5000 T
19.00
101.0 m/z 203.15 57.19%
39.0
O\\‘\J\[H\‘“"\‘”\}ruwlwnw‘“\‘\”\\\\‘HH‘HH“\H‘HH‘HH|HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215197: 5,16[1',2']:8,13[1",2"]-Dibenzenodibenzo[a,g]cy
204.0
e
19.00
5000 ITI/Z 206.20 49.81%
0 3001010 3130 408.0
e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64452: 2H-Cyclopentacyclooctene, 4,5,6,7,8,9-hexahyd| Y
204.0 19.00
133.0 m/z 202.10  44.33%
41.0
5000
0 ‘u”. I ]\ \\ L

m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040721\
Data File : BP0@5221.D

Acqg On : @7 Apr 2021 15:27
Operator : CG/JU

Sample : M1963-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Cyclopenta(def)phenanthrenone Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
19.010 3.57 ng 39477  Phenanthrene-die 17.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 95
2 [1,1'-Biphenyl]-2,2"'-dicarbonitrile 204 C14H8N2 004341-02-0 58
3 [1,1'-Biphenyl]-4,4"'-dicarbonitrile 204 C14H8N2 001591-30-6 47
4 3,4-Biphenyldicarbonitrile 204 C14H8N2 004128-63-6 46
5 9-Acridinecarbonitrile 204 C14H8N2 005326-19-2 43

Abundance Scan 2707 (19.010 min): BP005221.D\data.ms (-2702) (-  m/z 204.15 100.00%

204.2
5000
88.0 L ‘
\ { ||} 2813 ¢ 1900
Obrrrpbdaty B3I LY <000 3969 429.9489.4548.C  n/z 176.05  37.57%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64588: Cyclopenta(def)phenanthrenone
204.0
5000 SR
19.00
88.0 m/z 206.20 25.81%
O \\\‘\\I\J‘\l“\\\\“\\\J‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64246: [1,1'-Biphenyl]-2,2'-dicarbonitrile
204.0
R T
19.00
5000 ITI/Z 205.15 25.14%
75.0
Ok
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64244: [1,1'-Biphenyl]-4,4'-dicarbonitrile — ‘
204.0 19.00
m/z 88.05 18.41%
5000
75.0
0"WWmefﬂ%gw‘p‘u‘H‘W“H‘H‘W‘H‘_‘H‘H‘W‘ et
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00

8270E-BP032321.M Thu Apr 08 08:53:43 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040721\
Data File : BP0@5221.D

Acqg On : @7 Apr 2021 15:27
Operator : CG/JU

Sample : M1963-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 11H-Benzo[b]fluorene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.804 2.14 ng 71830 Chrysene-d12 21.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 94
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 93
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 91
4 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 83
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 80

Abundance Scan 2842 (19.804 min): BP005221.D\data.ms (-2836) (-  m/z 216.20 100.00%

216.2
5000
—- =
94\ N 153,0 281.1 355.1 19:59 2099
01367 AL 25304 A, 2811 355141504717 849. /7 215.20  93.79%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #74418: 11H-Benzo[b]fluorene
216.0
5000 ‘ T

T
19.50 20.00
m/z 213.20  22.37%

107.0
0 50.0 |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #74413: Pyrene, 2-methyl-
216.0
s —r—
19.50 2000
m/z 217.20 %
5000 05.0
0 "‘J“,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #74424: Fluoranthene, 2-methyl- \M"\/“/W ‘
216.0 1950 2000

m/z 94.60 14.80%

5000
108.0

5]"‘ h“ I

m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040721\
Data File : BP0@5221.D

Acqg On : @7 Apr 2021 15:27
Operator : CG/JU

Sample : M1963-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 11H-Benzo[a]fluorene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.969 3.42 ng 114844 Chrysene-d12 21.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 83
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 76
4 Pyrene, 1-methyl- 216 C17H12 002381-21-7 64
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 64

Abundance Scan 2870 (19.969 min): BP005221.D\data.ms (-2866) (- m/z 216.20 100.00%
216.2

=

5000
—
411 10r6 20.00
Ol Ay 2821 3562 4537 5480 /7 215.20  70.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74418: 11H-Benzol[b]fluorene
216.0
5000 T
20.00
m/z 213.20  22.86%
107.0
O 39'0 ‘” i
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74419: 11H-Benzo[a]fluorene
216.0
——
20.00
5000 ITI/Z 107.60 16.01%
107.0
o440 |
e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74425: Fluoranthene, 2-methyl- e At
216.0 20.00
m/z 217.20 13.77%
5000
108.0
o“%%?uuwm‘u‘wuﬂym“_“W‘H“H“_“W‘H“H“M bl A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00

8270E-BP032321.M Thu Apr 08 08:53:44 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040721\
Data File : BP0@5221.D

Acqg On : @7 Apr 2021 15:27
Operator : CG/JU

Sample : M1963-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 14 E-14-Hexadecenal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

20.922 6.84 ng 229615 Chrysene-d12 21.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-14-Hexadecenal 238 C16H300 330207-53-9 93
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
3 1-Hexacosanol 382 C26H540 000506-52-5 91
4 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 90
5 Nonadecyl heptafluorobutyrate 480 C23H39F702 1000351-83-9 87

Abundance Scan 3032 (20.921 min): BP005221.D\data.ms (-3029) (-  m/z 83.10 100.00%
Py

3

> M—L
s
\1533 2252 1913 35534153 21.00
o_m,um_ww'mm‘wlw_w 5415347745354 n/z 57.10  99.88%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #92510: E-14-Hexadecena
43.0
5000 ‘21\00‘
111.0 m/z 97.18  93.19%
’ ‘\ , 180.0238.0
O‘\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194133: Dichloroacetic acid, heptadecyl ester

vt

57.0
21.00
5000 m/z 69.05 84.47%
} ‘ ‘ } 238.0
0‘HJW‘M‘_‘WfH‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #203698: 1-Hexacosanol T
43.0 21.00
m/z 55.05 81.43%
h /\/L
oy182025203640 A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00

8270E-BP032321.M Thu Apr 08 08:53:44 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040721\
Data File : BP0@5221.D

Acqg On : @7 Apr 2021 15:27
Operator : CG/JU

Sample : M1963-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 15 unknown21.81 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.816 3.72 ng 124857 Chrysene-d12 21.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Chrysene, 5-methyl- 242 C19H14 003697-24-3 38
2 Benz[a]anthracene, 7-methyl- 242 C19H14 002541-69-7 30
3 1H-Benz[f]indene, 2-phenyl- 242 C19H14 1000305-22-4 25
4 Benz[a]anthracene, 12-methyl- 242 C19H14 002422-79-9 25
5 8,9-Dihydro-7H-cyclopenta[a]pyrene 242 C19H14 082979-72-4 22

Abundance Scan 3184 (21.816 min): BP005221.D\data.ms (-3180) (-  m/z 242.25 100.00%

83.1 242.3
5000
21‘56 éZ‘Od
53.2 : :
0 wl"‘m‘w«t Cdudedh |y 3552 44505067 . 8310 92.89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #96035: Chrysene, 5-methyl-
242.0
5000 — ——
21.50 22.00
120.0 m/z 97.10 67.17%
O‘\\3\9\-‘0\\1\‘1\\”1\\1‘]—\7\\8\-(’)\Jl\llH ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #96048: Benz[a]anthracene, 7-methyl-
242.0
— ——
21.50 22.00
5000 m/z 69.10 64.02%
119.0
(I R RN S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #96046: 1H-Benz[flindene, 2-phenyl- — ——
242.0 21.50 22.00
m/z 55.10 50.42%
5000
165.0
Ol e e e e e e e e — e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00

8270E-BP032321.M Thu Apr 08 08:53:45 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040721\
Data File : BP0@5221.D

Acqg On : @7 Apr 2021 15:27
Operator : CG/JU

Sample : M1963-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 17 Benzo[e]pyrene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.286 17.97 ng 247762 Perylene-di2 23.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 94
2 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
4 Benzo[a]pyrene 252 C20H12 000050-32-8 91
5 Perylene 252 C20H12 000198-55-0 90
Abundance Scan 3434 (23.286 min): BP005221.D\data.ms (-3429) (-  m/z 252.30 100.00%
252.3
w M\j
L r—
125.2 23.00 23.50
0,820 | 1931 | 3273 40224611 549. /. 3ce 25 2g.36%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104217: Benzol[e]pyrene
252.0
5000 SRR S
23.00 23.50
m/z 253.20 21.28%
125.0
ol 630 | 187.0, |
\\‘\\\\’f\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104227: Benz[e]acephenanthrylene
252.0
= =
23.00 23.50
5000 m/z 125.15 13.00%
126.0
0630 | “ 187.0 , |
T e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104226: Benzo[Kk]fluoranthene Y T
252.0 23.00 23.50
m/z 126.10 11.24%
5000
126.0
ol.630 | 1870, |
e e e e e e i b
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50

8270E-BP032321.M Thu Apr 08 08:53:45 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040721\
Data File : BP0@5221.D

Acqg On : @7 Apr 2021 15:27
Operator : CG/JU

Sample : M1963-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 18 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

24.039 8.05 ng 110952 Perylene-di2 23.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 2-methyloctacosane 408 C29H60 1000376-72-8 76
3 Hexadecane 226 C1l6H34 000544-76-3 76
4 Tetracosane, 1l-decyl- 479 C34H70 055429-84-0 68
5 Octacosane 394 (C28H58 000630-02-4 68

Abundance Scan 3562 (24.039 min): BP005221.D\data.ms (-3557) (-  m/z 57.10 100.00%

57.1
5000
266.3 . |
208.2 ’
24.00
429.3 |
— I J} {FL Lk w‘m iy 3423 020-°490.25480  y 0 71,10 94.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129490: Eicosane
57.0
5000 T ‘
24.00
m/z 85.10 67.30%
LTS aomo_2e20
O‘\\‘\\’\\\\‘\\\!‘\‘g\‘\‘f\\1‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane
57.0
LN \
24.00
5000 ITI/Z 43.10 52.89%
0 | ‘ \‘\ 1 ”l 197 0 267.0 365 0
o _m R R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83026: Hexadecane T ‘
57.0 24.00
m/z 99.10 23.91%
) MM/LM
226 0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040721\
Data File : BP0@5221.D

Acqg On : @7 Apr 2021 15:27
Operator : CG/JU

Sample : M1963-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 19 .beta.-Sitosterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.657 15.96 ng 220025 Perylene-di2 23.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 64
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 60
3 Diethylmalonic acid, monochlorid... 282 C15H19C103 1000368-77-8 11
4 5.alpha.-Stigmast-9(11)-en-3.bet... 414 C29H500 077794-81-1 9
5 Cholest-7-en-3-0l, 4,4-dimethyl-... 414 C29H500 006384-28-7 7

Abundance Scan 4007 (26.656 min): BP005221.D\data.ms (-4002) (-  m/z 43.10 100.00%

43.1 105.1
213.3
5000
282.1 414.6
P e
55.
‘F h ﬁ L 4753 545 26.50 27.00
Ol bbb S5 m/z 105.100 96.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #217433: .beta.-Sitosterol
43.0
5000 — —
26.50 27.00
414.0 m/z 95.15 61.42%
‘ ‘ ‘ ‘ 2550 329.0
O‘\\J\l \H“r“h
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #217435: .gamma.-Sitosterol
43.0
P e
26.50 27.00
5000 ITI/Z 57.05 57.54%
07.0
414.0
L2 o
Ol ilhl] “MWWMwwNm *““M‘HJMMH‘_‘H‘H‘W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #128965: Diethylmalonic acid, monochloride, 3-ethylphen P ——
69.0 26.50 27.00
m/z 79.05 57.14%
5000 161.0
282.0
} 219.0 \
oW«Jw‘w"‘“‘,mw“m_H‘,‘H\‘_‘WMWWHWHM e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 26.50 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040721\
Data File : BP0@5221.D

Acqg On : @7 Apr 2021 15:27
Operator : CG/JU

Sample : M1963-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 20 Azulene, 1,4-dimethyl-7-(1-... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
28.880 31.92 ng 440209 Perylene-di2 23.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Azulene, 1,4-dimethyl-7-(1-methy... 198 C15H18 000489-84-9 55
2 Naphthalene, 1,6-dimethyl-4-(1-m... 198 C15H18 000483-78-3 49
3 3H-Imidazo(4,5-f)quinoline, 2-am... 198 C11H10N4 076180-96-6 46
4 Dibenzofuran, 2-methoxy- 198 C13H1002 020357-70-4 43
5 2,8-Dibenzofurandiamine 198 C12H16N20 025295-66-3 42

Abundance Scan 4385 (28.880 min): BP005221.D\data.ms (-4377) (-  m/z 198.25 100.00%

198.3
5000
404.5

551 \\\‘\\\\‘\\\\‘\\\\‘
28.6028.8029.00
hLmWhWW%mm” ﬂw\‘ 304.3 | 489.3549

bbb L 2088 (] 489.3849. s 183 26 73.01%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59912: Azulene, 1,4-dimethyl-7-(1-methylethyl)-
183.0

5000 T
28.6028.8029.00

m/z 185.25  34.28%

1150
‘\\\‘\“l\‘\“\“\l“fl\‘l\l\ll‘“\“\\l\J’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59913: Naphthalene, 1,6-dimethyl-4-(1-methylethyl)-
183.0

28.6028.8029.00
5000 m/z 404.50  34.09%

o

o

15.0 83.0 IH
\ bhys H\h 14 ﬂ Il

A T e B B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #59355: 3H-Imidazo(4,5-f)quinoline, 2-amino-3-methyl- e N
198.0 28.6028.8029.00

m/z 169.20  25.53%

5000
129.
0 ‘I \‘ {11

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 28.6028.8029.00

O
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040721\
Data File : BP0@5221.D

Acqg On : 07 Apr 2021 15:27
Operator : CG/JU

Sample : M1963-03

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Phenanthrene, 2... 17.980 3.4 ng 37996 4 17.110 221372 20.0
n-Hexadecanoic ... 18.010 15.7 ng 174263 4 17.110 221372 20.0
4H-Cyclopenta[d... 18.169 7.7 ng 84724 4 17.110 221372 20.0
Phenanthrene, 4... 18.204 2.6 ng 28598 4 17.110 221372 20.0
6-Phenylbenzocy... 18.469 2.4 ng 26661 4 17.110 221372 20.0
9,10-Anthracene... 18.510 3.7 ng 41341 4 17.110 221372 20.0
9,10-Dimethylan... 18.875 4.4 ng 48376 4 17.110 221372 20.0
unknown18..93 18.939 2.0 ng 22630 4 17.110 221372 20.0
Cyclopenta(def)... 19.010 3.6 ng 39477 4 17.110 221372 20.0
11H-Benzo[b]flu... 19.804 2.1 ng 71830 5 21.210 671707 20.0
11H-Benzo[a]flu... 19.969 3.4 ng 114844 5 21.210 671707 20.0
E-14-Hexadecenal 20.922 6.8 ng 229615 5 21.210 671707 20.0
unknown21.81 21.816 3.7 ng 124857 5 21.210 671707 20.0
Benzo[e]pyrene 23.286 18.0 ng 247762 6 23.486 275778 20.0
Eicosane 24.039 8.1 ng 110952 6 23.486 275778 20.0
.beta.-Sitosterol 26.657 16.0 ng 220025 6 23.486 275778 20.0
Azulene, 1,4-di... 28.880 31.9 ng 440209 6 23.486 275778 20.0

8270E-BP032321.M Thu Apr 08 ©8:53:47 2021
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