LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062921\
Data File : BP0@6106.D

Acqg On : 29 Jun 2021 23:44
Operator : CG/JU

Sample : M2891-01 2X

Misc :

ALS Vvial : 18 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-BP060821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@6106.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.016 323 328 335 rVB2 14549 24612 1.14% 0.079%
2 5.481 399 407 427 rBV 732871 1162219 53.75% 3.746%
3 7.087 668 680 696 rBV 697479 1249450 57.79% 4.027%
4 7.904 808 819 834 rBV 572078 944571 43.69%  3.045%
5 8.446 904 911 917 rBV3 11317 24748 1.14% ©.080%
6 9.069 1010 1017 1030 rBV 432903 766733 35.46% 2.471%
7 9.234 1041 1045 1057 rVB 10136 30576 1.41% 0.099%
8 10.504 1253 1261 1269 rBv4 19131 52880 2.45% 0.170%
9 10.704 1283 1295 1301 rBV 703251 1228290 56.81% 3.959%
10 10.751 1301 1303 1310 rVB 44752 68946 3.19% 0.222%
11 11.728 1463 1469 1472 rBV 16882 30090 1.39% 0.097%
12 12.363 1573 1577 1584 rVB 36168 63366 2.93% 0.204%
13 12.581 1609 1614 1623 rVB2 55105 102179 4.73% 0.329%
14 13.069 1693 1697 1703 rVB4 17971 30187 1.40% 0.097%
15 13.157 1703 1712 1723 rBV 1272129 1813906 83.90% 5.847%
16 13.698 1799 1804 1805 rBV 36019 42707 1.98% 0.138%
17 13.857 1826 1831 1836 rBV 72817 126298 5.84% 0.407%
18 13.910 1836 1840 1844 rVV 33410 46582 2.15% ©0.150%
19 13.992 1851 1854 1856 rBV 23211 30815 1.43% 0.099%
20 14.092 1867 1871 1874 rBV 34113 46561 2.15% 0.150%
21 14.257 1894 1899 1908 rBV 137758 212336 9.82% 0.684%
22 14.357 1912 1916 1921 rBV3 19660 25843 1.20% 0.083%
23 14.422 1921 1927 1935 rBv4 23558 55756 2.58% 0.180%
24 14.534 1936 1946 1952 rVV 981062 1469727 67.98% 4.738%
25 14.598 1952 1957 1964 rVB 146669 243363 11.26% 0.784%
26 14.745 1976 1982 1990 rBV5 25898 68091 3.15% 0.219%
27 14.934 2008 2014 2021 rVB 136687 204256  9.45% 0.658%
28 15.010 2022 2027 2031 rVB 38682 52937 2.45% 0.171%
29 15.145 2045 2050 2056 rBV3 43731 88351 4.09% 0.285%
30 15.204 2057 2060 2064 rVB 26354 34041 1.57% 0.110%
31 15.322 2072 2080 2083 rBV6 33177 78403 3.63% 0.253%
32 15.351 2083 2085 2091 rVv4 23408 44993 2.08% 0.145%
33 15.404 2091 2094 2100 rVB 24531 35648 1.65% 0.115%
34 15.581 2118 2124 2136 rVB 248041 408643 18.90% 1.317%
35 15.739 2148 2151 2155 rvB4 31888 42328 1.96% 0.136%
36 15.786 2155 2159 2163 rBV4 34533 53641 2.48% 0.173%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062921\
Data File : BP0@6106.D

Acqg On : 29 Jun 2021 23:44
Operator : CG/JU

Sample : M2891-01 2X

Misc :

ALS Vvial : 18 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-BP060821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.875 2170 2174 2180 rVB2 43570 78851 3.65% 0.254%
38 16.028 2191 2200 2208 rBV 836363 1326421 61.35% 4.276%
39 16.257 2233 2239 2248 rVB3 65958 133008 6.15% 0.429%
40 16.580 2288 2294 2299 rBV2 57987 120088 5.55% 0.387%
41 16.633 2299 2303 2309 rVB2 49072 67164 3.11% 0.216%
42 16.733 2316 2320 2325 rVB3 38249 60102 2.78% 0.194%
43 16.939 2352 2355 2360 rVB4 21323 32772 1.52% 0.106%
44 17.098 2378 2382 2390 rVB 78260 143039 6.62% 0.461%
45 17.280 2407 2413 2417 rBV 998032 1435199 66.38% 4.626%
46 17.322 2417 2420 2427 rVWV 860801 1122136 51.90% 3.617%
47 17.416 2431 2436 2441 rW 249667 344488 15.93% 1.110%
48 17.480 2442 2447 2451 rVB3 30940 62103 2.87% 0.200%
49 17.692 2479 2483 2488 rBv2 61503 101010 4.67% 0.326%
50 17.863 2508 2512 2519 rVB2 40641 71212 3.29% 0.230%
51 17.939 2521 2525 2531 rVB 482182 583369 26.98% 1.880%
52 18.145 2556 2560 2565 rBV 197564 365998 16.93% 1.180%
53 18.192 2565 2568 2575 rVB 224063 300224 13.89% 0.968%
54 18.275 2578 2582 2587 rBV2 82013 126713 5.86% 0.408%
55 18.333 2587 2592 2596 rvv2 251232 463980 21.46% 1.496%
56 18.369 2596 2598 2606 rVB 153927 170293 7.88% 0.549%
57 18.439 2608 2610 2614 rBV3 29120 34519 1.60% 0.111%
58 18.627 2639 2642 2646 rVB 82404 101214 4.68% 0.326%
59 18.916 2688 2691 2694 rBV 68811 74266 3.43% 0.239%
60 19.039 2706 2712 2715 rBV2 1687292 2162072 100.00% 6.969%
61 19.069 2715 2717 2729 rVB4 1520432 2019987 93.43% 6.511%
62 19.198 2736 2739 2746 rVB 392718 458259 21.20% 1.477%
63 19.286 2749 2754 2759 rBV 826109 1082959 50.09% 3.491%
64 19.433 2776 2779 2783 rVB 73072 85923  3.97% 0.277%
65 19.610 2805 2809 2810 rBV2 144160 181677 8.40% 0.586%
66 19.639 2810 2814 2822 rW 871392 1319444 61.03% 4.253%
67 19.710 2823 2826 2832 rVB 115640 191711 8.87% 0.618%
68 19.827 2842 2846 2850 rVB 1535640 1842657 85.23% 5.940%
69 20.216 2909 2912 2916 rBV 161481 186227 8.61% 0.600%
70 20.416 2942 2946 2949 rBV3 218675 340991 15.77% 1.099%
71 21.357 3100 3106 3110 rBV2 1156430 1794469 83.00% 5.784%

72 23.762 3512 3515 3521 rVB2 620819 1034609 47.85% 3.335%

Sum of corrected areas: 31023227
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062921\
Data File : BP0@6106.D

Acqg On : 29 Jun 2021 23:44
Operator : CG/JU

Sample : M2891-01 2X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP006106.D\data.ms

2000000
1500000

1000000

5.481 7.087 10.704
7.904
500000 9.069

5.016 8.446 .234

Time--> 350 4.00 450 5,00 5.50 6.00 650 7.00 750 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP006106.D\data.ms

o

2000000 19.039 19.827
19]069

1500000
13.157

1000000

500000

12.363581 13089 - e
o[
Time--> 12.00 12,50 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
Abundance TIC: BP006106.D\data.ms
21.857
23.762
2000000
1500000
1000000
500000
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 25.50 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\BP062921\
Data File : BP0@6106.D

Acqg On : 29 Jun 2021 23:44
Operator : CG/JU

Sample : M2891-01 2X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 2 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.939 8.13 ng 583369  Phenanthrene-d10 17.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 92
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 83
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 83

Abundance Scan 2525 (17.939 min): BP006106.D\data.ms (-2521) (-  m/z 74.00 100.00%
74.0

5000
143.1 T
H h \ 227.2 ‘ 18.00
O il Lty Ly 305:1 370.9430.1488.9547. /) g7 0 74.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 T 7
18.00
143.0 m/z 43.85  27.49%
2200
O‘\\\\‘\l\‘\‘”\i‘\M\\\“\\‘\‘\“\\‘\‘\‘\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0

-

—T
18.00
5000 m/z 55.05 23.26%

143.0
ll \} “J lh M, 221.0
0

o

-

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107593: Pentadecanoic acid, methyl ester —
74.0 18.00
m/z 41.05 22.91%
5000
143.0
e
Ol"‘s"?%‘“"l‘cm“‘\cuk“MN“\“'H‘MH‘Hu‘mWm‘mwm“ —r—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062921\
Data File : BP0@6106.D

Acqg On : 29 Jun 2021 23:44
Operator : CG/JU

Sample : M2891-01 2X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.145 5.10 ng 365998  Phenanthrene-d10 17.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 93
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91

Abundance Scan 2560 (18.145 min): BP006106.D\data.ms (-2556) (- m/z 192.05 100.00%

192.1
5000
94.7 ‘ 18.00 18.50
b3l pud 28113441 429248825490 /7 191.05  59.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54746: Phenanthrene, 1-methyl-
192.0
5000 e ]
18.00 18.50
m/z 189.10 30.52%
39.0 96.0
O\'\'\‘\‘\HIMH‘TV\W\ UL L O B B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54736: Anthracene, 2-methyl-
192.0
—— =
18.00 18.50
5000 m/z 193.10 17.44%
b8.0 96.0
L S naS
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54763: 1H-Cyclopropa[lJphenanthrene,1a,9b-dihydro- e —
192.0 18.00 18.50
m/z 190.05 16.44%
5000
et e — —
m/z--> 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\BP062921\
Data File : BP0@6106.D

Acqg On : 29 Jun 2021 23:44
Operator : CG/JU

Sample : M2891-01 2X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Phenanthrene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

18.192 4.18 ng 300224  Phenanthrene-d10 17.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 95
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 94

Abundance Scan 2568 (18.192 min): BP006106.D\data.ms (-2565) (-  m/z 192.10 100.00%
1

92.1
5000
94.8 18.00 18.50
0382 Ll il 2760 3558 430.2483.2548!  ./; 191.10  58.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54750: Phenanthrene, 2-methyl-
192.0
5000 e ]
18.00 18.50
m/z 189.10 31.46%
94.0
O‘\2\7\.9‘\H\\‘\h‘\\\l\’“\J\l\ ’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54735: Anthracene, 2-methyl-
192.0
A P
18.00 18.50
5000 m/z 193.10  16.37%
83.0
0}%9wvm“_\m,ﬁw,\u\_\u‘u\w\u\_u\_\u,u\w\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54753: Phenanthrene, 1-methyl- — —
192.0 18.00 18.50
m/z 190.10 16.08%
) NMA
Y ALK Y USSR S 1|/ R—
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\BP062921\
Data File : BP0@6106.D

Acqg On : 29 Jun 2021 23:44
Operator : CG/JU

Sample : M2891-01 2X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 4

R.T. EstConc Area Relative to ISTD R.T.
18.333 6.47 ng 463980  Phenanthrene-d10 17.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 58
2 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 35
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 35
4 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 30
5 Benzene, 1,1'-(1,2-propadienylid... 192 C15H12 014251-57-1 25

Abundance Scan 2592 (18.333 min): BP006106.D\data.ms (-2587) (-~ m/z 189.10 100.00%

189.1
5000
94.5 — e
‘ | ‘ 18.00 18.50
0b 280k M 2580 3422 4291 5032 m/z 190.10  98.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #53203: 4H-Cyclopenta[deflphenanthrene
190.0
5000 — ——
940 18.00 18.50
4 m/z 192.05  64.76%
oto |
\\\\[\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54745: Phenanthrene, 4-methyl-
192.0
— —t
18.00 18.50
5000 m/z 191.10  49.00%
027'0 L \ Lou ]
R e e T R N NERE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54752: Phenanthrene, 1-methyl- = .
192.0 18.00 18.50
m/z 94.50 22.13%
5000
95.0
m/z--> 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\BP062921\
Data File : BP0@6106.D

Acqg On : 29 Jun 2021 23:44
Operator : CG/JU

Sample : M2891-01 2X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Anthracene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.369 2.37 ng 170293  Phenanthrene-die 17.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 72
2 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 72
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 72
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 68
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 64

Abundance Scan 2598 (18.369 min): BP006106.D\data.ms (-2596) (- m/z 192.10 100.00%
1

92.1
5000
94.7 — —
bo.o ‘ ‘ ‘ 2781 ‘ 18.00 18.50
0P bbb e, 040.0 A17.0475.1 549, p/z 191.10  57.47%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54739: Anthracene, 1-methyl-
192.0
5000 = T
18.00 18.50
m/z 165.10  18.15%
96.0
O \\‘il\‘l\l\m\"‘\l!\J\?\‘I\l\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54755: Naphtho[1,2-b]norbornadiene
192.0
— —
18.00 18.50
5000 ITI/Z 94.70 17.86%
89.0 95.0
O bt ety pobed e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54751: Phenanthrene, 4-methyl- — —
192.0 18.00 18.50
m/z 189.10  13.36%
5000
95.0
0 H"\“\"\“\‘L‘\\”\‘\‘"‘\lu“‘uH‘HH‘HH‘HH‘HH‘HH‘HH‘\ T I
m/z--> 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\BP062921\
Data File : BP0@6106.D

Acqg On : 29 Jun 2021 23:44
Operator : CG/JU

Sample : M2891-01 2X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

10.039 36.13ng 2162070  Phenanthrene-dle 17.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
,15-0Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
»12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
ethyl 9-cis,11-trans-octadecadi... 294 C19H3402 1000336-44-0 99
ethyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 98

uih wNnR
x-S (o o (o}

Abundance Scan 2712 (19.039 min): BP006106.D\data.ms (-2706) (- m/z 67.05 100.00%
67.0

5000
206.1

o

k’? 19.00
294.3 I
o WML, 29033859 42834890508 1y 5110 8.10%

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

Abundance  #139708: 9,12-Octadecadienoic acid, methyl ester
67.0

o

5000
19.00

m/z 95.10 61.33%

50.0
294.0
Ll 223.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0

o

o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #139726: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester e ‘
67.0 19.00

m/z 41.05 46.97%

19.00
5000 m/z 55.05 56.68%
294.0
150.0
mm. 2200 | | m

5000

294.0
0 ‘Hm Mml lwm L2200 |

m/z--> 0 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\BP062921\
Data File : BP0@6106.D

Acqg On : 29 Jun 2021 23:44
Operator : CG/JU

Sample : M2891-01 2X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.069  28.15 ng 2019990  Phenanthrene-die 17.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
3 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 99
4 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 99
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99

Abundance Scan 2717 (19.069 min): BP006106.D\data.ms (-2715) (-~ m/z 55.10 100.00%

55.1
5000
264.1 — :
l180.2 ’ 19.00
ob M A"JMM by “ L 2410 44845123 m/z 69.10  78.72%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141302: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 — :
19.00
3.0 m/z 74.00 68.64%
’ ' ’ﬁ 7180.0 264.0
O\\‘\“ ‘\JH\‘H“l\ﬂl\l‘l\“JI\J“‘A\‘h\J\\‘\\‘\\\‘\“\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141283: 15-Octadecenoic acid, methyl ester
55.0
T T
19.00
5000 ITI/Z 41.10 65.94%
264.0
Illtgome |
oHH‘hMu*‘MJ"J'MWH_‘-H_m‘m‘WHWHWH,HH_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141275: 9-Octadecenoic acid, methyl ester T ‘
55.0 19.00
m/z 83.10 60.60%
5000
264.0
‘ 3 0180.0 \
OHWIM\ )
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\BP062921\
Data File : BP0@6106.D

Acqg On : 29 Jun 2021 23:44
Operator : CG/JU

Sample : M2891-01 2X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Methyl stearate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.198 6.39 ng 458259  Phenanthrene-d10 17.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 93
3 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 91
4 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 91
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87

Abundance Scan 2739 (19.198 min): BP006106.D\data.ms (-2736) (- m/z 74.00 100.00%

74.0
5000
143.1 — —
| ‘ 25T 2 19.00 19.50
o‘u“_JWM{‘H“HuLuuW , 133714008 48035385 /7 87.00 76.07%
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #143131: Methyl stearate
74.0
5000 — —
143.0 298.0 19.00 19.50
m/z 43.05 30.13%
OLS-O” “J h Jl\ “u L1 | F\ | \h I
‘\\\\‘f\\\‘\\\\‘\f\\’\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143190: Heptadecanoic acid, 16-methyl-, methyl ester

%

74.0
T T
19.00 19.50
5000 ITI/Z 55.10 24.94%
1430 2550
o“JmmH,xm,,
miz--> 0 100 150 200 250 300 350 400 450 500
Abundance #143186: Heptadecanoic acid, 15-methyl-, methyl ester o —
74.0 19.00 19.50
m/z 41.10 21.28%
5000 298.0
143.0
R O Y I |V
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062921\
Data File : BP0@6106.D

Acqg On : 29 Jun 2021 23:44
Operator : CG/JU

Sample : M2891-01 2X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Phenanthrene, 2,3,5-trimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.710 2.14 ng 191711 Chrysene-d12 21.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,3,5-trimethyl- 220 C17H16 003674-73-5 83
2 9-Ethyl-10-methylanthracene 220 C17H16 019713-49-6 50
3 Coumarin-6-o0l, 3,4-dihydro-4,4,5... 220 C13H1603 050442-68-7 49
4 Pyrrolo[1,2-a]thieno[2,3-d]pyrim... 220 C11H12N20S 056929-61-4 49
5 1-Penten-3-one, 4-methyl-1-[2,6,... 220 C15H240 1000132-20-9 49

Abundance Scan 2826 (19.710 min): BP006106.D\data.ms (-2823) (- m/z 220.10 100.00%

220.1
5000
J 1950 2000
101.0 - :
163, l .
01300 ooty 3123 3831 4562 5323 ./, 265.10  53.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #77700: Phenanthrene, 2,3,5-trimethyl-
220.0
5000 T T T T T T
19.50 20.00
101.0 ITI/Z 218.10 34.01%
O ?’\Q\I‘O\WI\JHJ“\\\]\-[‘6\3\“%\“}\‘ \\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #77697: 9-Ethyl-10-methylanthracene
205.0
= —5
19.50 20.00
5000 /Z 189.10 29.71%
101.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #77222: Coumarin-6-ol, 3,4-dihydro-4,4,5,7-tetramethyl- P ——
220.0 19.50 20.00
m/z 219.10 22.98%
5000
161.
41.0
o“““‘W?"ﬂ“”', — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062921\
Data File : BP0@6106.D

Acqg On : 29 Jun 2021 23:44
Operator : CG/JU

Sample : M2891-01 2X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 11H-Benzo[a]fluorene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.216 2.08 ng 186227 Chrysene-d12 21.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 90
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
4 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 74
5 Pyrene, 1-methyl- 216 C17H12 002381-21-7 68

Abundance Scan 2912 (20.216 min): BP006106.D\data.ms (-2909) (-  m/z 216.10 100.00%
1

216.
5000
P —
107.4 po01 20.00 20.50
oAt SO0 8STL 4293 5343 nz 215.10  92.27%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #74421: 11H-Benzo[a]fluorene
216.0
5000 T T T T T T
108.0 20.00 20.50
m/z 213.10 21.87%
O \\5\0‘.9\‘\"“\\\\‘\l\\ﬂ\‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #74424: Fluoranthene, 2-methyl-
216.0
—— —
20.00 20.50
5000 m/z 217.10 17.07%
108.0
a0l .
O+t e e e e ey
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #74418: 11H-Benzo[b]fluorene —— —
216.0 20.00 20.50
m/z 107.40 14.02%
5000
107.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062921\
Data File : BP0@6106.D

Acqg On : 29 Jun 2021 23:44
Operator : CG/JU

Sample : M2891-01 2X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Pyrene, 4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.416 3.80 ng 340991 Chrysene-d12 21.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 4-methyl- 216 C17H12 003353-12-6 94
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
3 Pyrene, 2-methyl- 216 C17H12 003442-78-2 87
4 4-Hydroxy-6-methyl-1-pyridin-3-y... 216 C12H12N202 1000318-25-3 72
5 Pyrene, 1-methyl- 216 C17H12 002381-21-7 72

Abundance Scan 2946 (20.416 min): BP006106.D\data.ms (-2942) (- m/z 216.10 100.00%

216.1
5000
55.0
—
137.1
302.1 20.50
obr L '} Jﬂu‘“; ks 'l il ol 3823 ATSAS3SS s 215,10 50.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74409: Pyrene, 4-methyl-
216.0
5000 U
20.50
m/z 55.00 27.26%
108.0
O‘\\3\9\.9\\\\““‘\\\\‘\\\lll\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74419: 11H-Benzo[a]fluorene
216.0
——
20.50
5000 m/z 217.10 19.91%
107.0
ol 440 |
e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74413: Pyrene, 2-methyl- T
216.0 20.50
m/z 69.10 16.58%
5000 050 W
O“"A“‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062921\
Data File : BP0O@6106.D

Acqg On : 29 Jun 2021 23:44
Operator : CG/JU

Sample : M2891-01 2X

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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|
Hexadecanoic ac... 17.939 8.1 ng 583369 4 17.280 1435200 20.0
Phenanthrene, 1... 18.145 5.1 ng 365998 4 17.280 1435200 20.0
Phenanthrene, 2... 18.192 4.2 ng 300224 4 17.280 1435200 20.0
4H-Cyclopenta[d... 18.333 6.5 ng 463980 4 17.280 1435200 20.0
Anthracene, 1-m... 18.369 2.4 ng 170293 4 17.280 1435200 20.0
9,12-Octadecadi... 19.039 30.1 ng 2162070 4 17.280 1435200 20.0
9-Octadecenoic ... 19.069 28.1 ng 2019990 4 17.280 1435200 20.0
Methyl stearate 19.198 6.4 ng 458259 4 17.280 1435200 20.0
Phenanthrene, 2... 19.710 2.1 ng 191711 5 21.357 1794470 20.0
11H-Benzo[a]flu... 20.216 2.1 ng 186227 5 21.357 1794470 20.0
Pyrene, 4-methyl- 20.416 3.8 ng 340991 5 21.357 1794470 20.0

8270E-BP060821.M Wed Jun 30 13:33:33 2021
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