LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060421\
Data File : BP0@5726.D

Acqg On : 04 Jun 2021 23:24
Operator : CG/JU

Sample : M2589-20 2X

Misc :

ALS Vvial : 13  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©52721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BP@@5726.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.546 412 418 425 rBV 795634 1178887 11.47% 1.100%
2 6.664 602 608 615 rVB 223114 353320 3.44% 0.330%
3 7.152 682 691 698 rBV 765784 1321872 12.86% 1.234%
4 7.605 763 768 777 rBV2 131990 264525 2.57% 0.247%
5 7.881 810 815 823 rBV2 85351 162193 1.58% 0.151%
6 7.987 823 833 840 rBV 611130 1095350 10.65% 1.022%
7 8.528 920 925 931 rBV5 57756 124458 1.21% 0.116%
8 8.646 937 945 955 rVB4 53171 162097 1.58% 0.151%
9 9.093 1011 1021 1025 rBV3 64780 146696 1.43% 0.137%
10 9.146 1025 1030 1036 rVV 502941 864210 8.41% 0.807%
11  9.216 1037 1042 1052 rVB 226755 400186  3.89% 374%
12 10.199 1203 1209 1216 rBV7 62014 152491 1.48% 142%

13 10.793 1300 1310 1314 rBV 809933 1626090 15.82%
14 10.846 1314 1319 1326 rVB 623552 1043626 10.15%
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15 10.957 1333 1338 1344 rVB2 67722 109628 1.07% 102%
16 11.816 1479 1484 1488 rBV 86659 138972 1.35% ©.130%
17 11.987 1503 1513 1520 rBv4 47895 106000 1.03% ©0.099%
18 12.210 1543 1551 1559 rBV 256613 412181 4.01% 0.385%
19 12.446 1585 1591 1599 rVB 348851 567256 5.52% ©.529%
20 12.663 1621 1628 1632 rBV 230255 396151 3.85% ©.370%
21 13.157 1707 1712 1717 rVB3 126267 202663 1.97% ©.189%
22 13.240 1719 1726 1736 rVB 1310460 1954026 19.01% 1.824%
23 13.440 1750 1760 1767 rBV2 449286 715559 6.96% 0.668%
24 13.557 1773 1780 1785 rVB5 47543 116563 1.13% ©0.109%
25 13.775 1812 1817 1820 rBv2 131308 236018 2.30% ©0.220%
26 13.934 1839 1844 1849 rBV 212138 391146 3.80% ©.365%
27 13.987 1849 1853 1858 rVB 151125 244135 2.37% 0.228%
28 14.093 1864 1871 1875 rVB2 172086 267993 2.61% ©.250%
29 14.334 1904 1912 1918 rBV 181844 331478 3.22% 0.309%
30 14.446 1926 1931 1936 rVB7 69135 131745 1.28% 0.123%

31 14.504 1936 1941 1949 rBV 516319 697462  6.78%
32 14.610 1949 1959 1965 rVV 1210722 2007889 19.53%
33 14.675 1965 1976 1977 rVB 963009 1442125 14.03%
34 14.816 1990 1994 2003 rVB2 70929 171528
35 15.004 2021 2026 2032 rVB 595685 897787  8.73%
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36 15.087 2036 2040 2043 rVV 104212 155077 1.51% 0.145%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060421\
Data File : BP0@5726.D

Acqg On : 04 Jun 2021 23:24
Operator : CG/JU

Sample : M2589-20 2X

Misc :

ALS Vvial : 13  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©52721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.122 2043 2046 2054 rVB5 95911 167367 1.63% 0.156%
38 15.228 2060 2064 2068 rBV 90849 147836 1.44% 0.138%
39 15.275 2070 2072 2078 rVB 78404 103239 1.00% 0.096%
40 15.451 2098 2102 2107 rVB 493838 616528 6.00% 0.575%
41 15.657 2131 2137 2142 rBV 943813 1451571 14.12% 1.355%
42 15.751 2149 2153 2155 rBvV3 70314 110961 1.08% 0.104%
43 15.781 2155 2158 2161 rVV2 93046 110442 1.07% 0.103%
44 15.816 2161 2164 2167 rVV2 126314 172032 1.67% 0.161%
45 15.857 2168 2171 2175 rVB2 192987 268045 2.61% 0.250%
46 15.945 2182 2186 2193 rVB2 210198 356703 3.47% 0.333%
47 16.092 2204 2211 2219 rVB 1154444 1862577 18.12% 1.739%
48 16.316 2244 2249 2251 rBV 547076 815399 7.93% 0.761%
49 16.657 2304 2307 2311 rVB2 176379 226008 2.20% 0.211%
50 16.710 2313 2316 2321 rVB2 129512 183596 1.79% 0.171%
51 17.104 2379 2383 2388 rVV 498647 659816 6.42% 0.616%
52 17.169 2389 2394 2403 rVB2 499497 927859 9.03% 0.866%
53 17.357 2421 2426 2429 rBV 1343385 2026961 19.72% 1.892%
54 17.404 2429 2434 2440 rVV 5716396 8442564 82.12%  7.881%
55 17.487 2444 2448 2453 rVB 1548229 2178365 21.19% 2.033%
56 17.545 2454 2458 2462 rBV 167107 289396 2.82% 0.270%
57 17.757 2489 2494 2500 rBV 804961 1093287 10.63% 1.021%
58 17.845 2505 2509 2516 rBV2 450007 609689 5.93% 0.569%
59 18.216 2568 2572 2576 rBV 569551 822534 8.00% 0.768%
60 18.263 2576 2580 2586 rVB 798828 1118347 10.88% 1.044%
61 18.339 2590 2593 2599 rBV 250253 360665 3.51% 0.337%
62 18.410 2599 2605 2608 rBV3 1037401 1731999 16.85% 1.617%
63 18.516 2620 2623 2626 rVB2 351984 388211 3.78% 0.362%
64 18.698 2650 2654 2658 rVB2 467257 580011 5.64% 0.541%
65 18.875 2681 2684 2688 rBV 625605 763651 7.43% 0.713%
66 19.375 2763 2769 2773 rBV 7068711 10280409 100.00%  9.596%
67 19.410 2773 2775 2779 rVB 1514764 1480738 14.40%  1.382%
68 19.681 2817 2821 2823 rBV2 1517946 2274976 22.13% 2.124%
69 19.716 2823 2827 2833 rVB 6371905 8684246 84.47% 8.106%
70 19.898 2853 2858 2862 rVB2 2347444 3083642 30.00% 2.878%
71 20.186 2904 2907 2912 rVB 1517126 1885271 18.34% 1.760%
72 20.280 2920 2923 2927 rBV 896051 1117136 10.87% 1.043%
73 20.669 2987 2989 2993 rVB 497038 470094 4.57% 0.439%
74 21.075 3056 3058 3061 rBV 435109 494327 4.81% 0.461%
75 21.122 3062 3066 3069 rVV2 1140003 1452847 14.13% 1.356%

76 21.322 3096 3100 3106 rVB 2199143 2566199 24.96% 2.395%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060421\
Data File : BP0@5726.D

Acqg On : 04 Jun 2021 23:24
Operator : CG/JU

Sample : M2589-20 2X

Misc :

ALS Vvial : 13  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©52721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 21.416 3111 3116 3121 rVV3 4382658 8482068 82.51% 7.917%
78 21.463 3121 3124 3134 rVB 3178292 4464732 43.43% 4.167%
79 23.127 3403 3407 3413 rBV 1612243 3345166 32.54% 3.122%
80 23.663 3494 3498 3506 rVB 1545719 2863884 27.86% 2.673%

81 23.769 3511 3516 3523 rVB 2493189 5011445 48.75% 4.678%

Sum of corrected areas: 107132222
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060421\
Data File : BP0@5726.D

Acqg On : 04 Jun 2021 23:24
Operator : CG/JU

Sample : M2589-20 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP005726.D\data.ms
8000000

7000000
6000000
5000000
4000000
3000000
2000000

1000000 5.546 7.152 7987

Po/S4s

9
6.664 ]\ 7.609.841  8.82m6 0. JQ%?G 10.199 957

O \\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘T/\\ T T ‘ T T ‘ T T T ‘ L ‘ T T ‘ T ‘ T ‘ T ‘ T ‘ T ‘ L
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BP005726.D\data.ms
8000000 19.87%9 716

7000000
17.404
6000000
5000000

4000000

3000000

2000000

1000000

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BP005726.D\data.ms
8000000
7000000 21.416
6000000 211463

23.127 23.769

5000000

4000000

3000000

2000000

1000000

O L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ’ T T ’ T T ‘ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T
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\BP060421\
Data File : BP0@5726.D

Acqg On : 04 Jun 2021 23:24
Operator : CG/JU

Sample : M2589-20 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 1 .alpha.-Pinene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.664 6.45 ng 353320 1,4-Dichlorobenzene-d4 7.987

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 94
2 (+)-3-Carene 136 C1OH16 000498-15-7 91
3 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C10H16 000508-32-7 91
4 trans-.beta.-Ocimene 136 C1oH16 003779-61-1 91
5 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1lOH16 004889-83-2 91
Abundance Scan 608 (6.664 min): BP005726.D\data.ms (-602) (-) m/z 93.05 100.00%
93.0
5000
o RRAREE L
“ ‘ 6.40 6.60 6.80 7.00
o, Bi0uLlL] 651 2411 3419 416147495329 /" g1 09  47.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15705: .alpha.-Pinene
93.0
5000 L B I B L L B
6.40 6.60 6.80 7.00
m/z 92.05 37.75%
Oh%h“‘\ ‘h\‘\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15686: (+)-3-Carene
93.0
R RN RS R
6.40 6.60 6.80 7.00
5000 m/z 77.00 32.73%
o_mw‘“\m “HH‘,Mw‘m‘HH_Hww_wwww
miz--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #15870: Tricyclo[2.2.1.0(2,6)]heptane, 1,7,7-trimethyl- R ARAREEES e
93.0 6.40 6.60 6.80 7.00

m/z 79.00  26.96%

) MﬂJvamwm/\“vww&wx»
o h | H\ M

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060421\
Data File : BP0@5726.D

Acqg On : 04 Jun 2021 23:24
Operator : CG/JU

Sample : M2589-20 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 Decane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.605 4.83 ng 264525 1,4-Dichlorobenzene-d4 7.987

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 95
2 Tridecane 184 C13H28 000629-50-5 83
3 Undecane 156 C11H24 001120-21-4 83
4 Tetradecane 198 C14H30 000629-59-4 72
5 Hexadecane 226 C16H34 000544-76-3 64
Abundance Scan 768 (7.605 min): BP005726.D\data.ms (-763) (-) m/z 57.05 100.00%
57.0
I T
142.0 220,92 7.20 7.40 7.60 7.80 8.00
bbbl i L7 220.92809 3560 4291 5329 m/z 43.85  97.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19157: Decane
43.0
5000 | LN R B L
7.20 7.40 7.60 7.80 8.00
m/z 41.05 56.42%
||, 220
O‘\\\ “\\\\l‘\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48832: Tridecane
57.0
R EaRaa
7.20 7.40 7.60 7.80 8.00
5000 m/z 71.05 48.56%
1] szsoese
(O R B e R A R AR RRRRRRRRRE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28421: Undecane “H“‘rﬁ4\“W‘r4N4%
57.0 7.20 7.40 7.60 7.80 8.00
m/z 85.05 34.02%
5000
| lll.
0t ‘Hwm‘,‘HwmwH‘m‘Www‘w_uw R e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060421\
Data File : BP0@5726.D

Acqg On : 04 Jun 2021 23:24
Operator : CG/JU

Sample : M2589-20 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.216 7.31 ng 400186 1,4-Dichlorobenzene-d4 7.987

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Undecane 156 C11H24 001120-21-4 91
3 Hexadecane 226 C1l6H34 000544-76-3 80
4 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 80
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 64

Abundance Scan 1042 (9.216 min): BP005726.D\data.ms (-1037) (-) m/z 57.05 100.00%
57.0

N

5000
e BRAREEEEEEEEEELE S
‘ 156.2 8.80 9.00 9.20 9.40 9.60
ol bbbl 202 2392 34174083 5208 ./, 43.05 86.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94346: Heptadecane
57.0
5000 I N R R
8.80 9.00 9.20 9.40 9.60
m/z 71.05 58.65%
11 J‘l 70 2400
O‘\\‘T ’1\‘!‘\[1‘\‘\1‘“‘\‘\\‘\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28422: Undecane
43.0
R AR o
8.80 9.00 9.20 9.40 9.60
5000 m/z 41.00 48.31%
“ 156.0
O e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83025: Hexadecane R B
57.0 8.80 9.00 9.20 9.40 9.60
m/z 85.05 35.75%
5000
0 J‘ J b 11?7'0 226.0
R R e e e e A AARARRARRARRARE RS SRR R e R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060421\
Data File : BP0@5726.D

Acqg On : 04 Jun 2021 23:24
Operator : CG/JU

Sample : M2589-20 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 Tridecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

12.210 5.07 ng 412181 Naphthalene-d8 10.793
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Nonadecane 268 C19H40 000629-92-5 87
3 Tetradecane 198 C14H30 000629-59-4 86
4 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 80
5 Heptadecane 240 C17H36 000629-78-7 78

Abundance Scan 1551 (12.210 min): BP005726.D\data.ms (-1543) (- m/z 57.05 100.00%
57.0

= —
145.0 12.00 12.50
bbbl 1 2001 282.1342.9400.94590 547 n/z 43.10  80.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48835: Tridecane
57.0
5000 = —
12.00 12.50
m/z 71.10 69.12%
0 AJ}‘193791850
‘\\T\[\T!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117637: Nonadecane
57.0
== —
12.00 12.50
5000 m/z 41.00 49.88%
ol LIEAS om0 2080
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59880: Tetradecane T —
57.0 12.00 12.50
m/z 85.05 42.59%
5000
J [ | £27.0 198.0
0 et e et e e e e e e e P —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060421\
Data File : BP0@5726.D

Acqg On : 04 Jun 2021 23:24
Operator : CG/JU

Sample : M2589-20 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 Tetradecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.440 7.13 ng 715559  Acenaphthene-die 14.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Hexadecane 226 C1l6H34 000544-76-3 89
3 Tridecane 184 C13H28 000629-50-5 64
4 Pentadecane 212 C15H32 000629-62-9 64
5 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 58

Abundance Scan 1760 (13.440 min): BPO05726.D\data.ms (-1750) (-  m/z 57.10 100.00%
57.1

N

5000
154.1
—
“ ‘ 13.50
oo hdbibbus b 2518 3370 410.1 488.6547. ./, 4310 78.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59880: Tetradecane
57.0
5000 T
13.50
m/z 71.05 72.04%
0 J\ | || 270 1980
‘\\\\‘\\\\‘\\\V‘\l\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83024: Hexadecane
57.0
—
13.50
5000 ITI/Z 41.05 45.90%
. Lz 200
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48833: Tridecane T
57.0 13.50
m/z 85.10 44.44%
- \ﬂpAAj\,J\ﬁwmﬁww»f
184.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060421\
Data File : BP0@5726.D

Acqg On : 04 Jun 2021 23:24
Operator : CG/JU

Sample : M2589-20 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 Naphthalene, 2,7-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.934 3.90 ng 391146  Acenaphthene-d10 14.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 95

Abundance Scan 1844 (13. 934 min): BP0O05726.D\data.ms (-1839) (- m/z 156.05 100.00%

156.
5000
77.0 ‘ } 1 14.00
Ol roipbbapsl L, 220.9281.0338.8  429.0492.0549: ./ 141 00 87.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28481: Naphthalene, 2,7-dimethyl-
156.0
5000 T
14.00
m/z 155.10 28.62%
77.0
Ol‘-\s\.\o‘\}\ﬂ\ﬂ\\‘\J\n\“‘}\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28484: Naphthalene, 2,3-dimethyl-
156.0
—r 5
14.00
5000 m/z 115.00 17.96%
76.0
O‘Hu\,““‘“‘“““\‘H‘HWm_m‘HHWHWHWH‘HH_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28476: Naphthalene, 1,4-dimethyl- ——
156.0 14.00
m/z 128.05 16.61%
h WU\/W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060421\
Data File : BP0@5726.D

Acqg On : 04 Jun 2021 23:24
Operator : CG/JU

Sample : M2589-20 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 Pentadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.504 6.95 ng 697462  Acenaphthene-die 14.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Tridecane 184 C13H28 000629-50-5 72
3 Hexadecane 226 C1l6H34 000544-76-3 64
4 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 64
5 Nonadecane 268 C19H40 000629-92-5 62

Abundance Scan 1941 (14.504 min): BP005726.D\data.ms (-1936) (-~ m/z 57.10 100.00%
57.1

L \
173.9 14.50
o ALLHO0- 7 2671 340.94011 | 5002 n/z 43,10 77.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #71395: Pentadecane
57.0
5000 T ‘
14.50
m/z 71.05 74.01%
212.0
O‘\\\ "\J\‘\‘\‘[‘]:AZ\Z.{\(‘)‘\‘\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48835: Tridecane
57.0
T \
14.50
5000 ITI/Z 85.10 50.89%
ol LILLL 12701850
A e e e T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83024: Hexadecane T ‘
57.0 14.50
m/z 41.05 45.53%
ol LfEr0 2280 i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060421\
Data File : BP0@5726.D

Acqg On : 04 Jun 2021 23:24
Operator : CG/JU

Sample : M2589-20 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.451 6.14 ng 616528 Acenaphthene-die 14.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Eicosane 282 C20H42 000112-95-8 86
5 Decane, 5-propyl- 184 C13H28 017312-62-8 80

Abundance Scan 2102 (15.451 min): BPO05726.D\data.ms (-2098) (-  m/z 57.10 100.00%
57.1

-

5000
—r—
71 2262 1550
. 1
ol LA LLPPTL 226228913511 428448935471 .., 71 65  75.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83026: Hexadecane
57.0
5000 T
15.50
m/z 43.10 75.11%
| me 226.0
O‘\\H‘!“‘\‘!\J‘!H#\ﬂ\l‘l“\‘l\\‘\\l\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48894: Decane, 2,3,5-trimethyl-
57.0
——
15.50
5000 ITI/Z 85.05 49,34%
141.0
o"J\«_w\m:‘HH_H‘,HH‘w_wwwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #71393: Pentadecane —
57.0 15.50
m/z 41.05 41.53%
B NMJ\J
o LS, 2120 e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060421\
Data File : BP0@5726.D

Acqg On : 04 Jun 2021 23:24
Operator : CG/JU

Sample : M2589-20 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 Eicosane, 10-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.316 8.05 ng 815399  Phenanthrene-die 17.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 91
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
4 Tridecane 184 C13H28 000629-50-5 87
5 Dodecane 170 C12H26 000112-40-3 87

Abundance Scan 2249 (16.316 min): BP005726.D\data.ms (-2244) (-  m/z 57.05 100.00%
57.0

%

5000
16.00 16.50
obALLLE ‘?u-“'m‘ 2412 33123892 48915491 .. 71 05  76.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59880: Tetradecane
57.0
5000 Ea o
16.00 16.50
m/z 43.10 74.12%
0 L ‘1“270 198.0
‘\\\\"\\‘\\‘\\I\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141431: Eicosane, 10-methyl-
57.0
P o
16.00 16.50
5000 m/z 85.18  51.61%
0 |Jd. 2120 2810
8 = R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100330: 2-Bromo dodecane — T
57.0 16.00 16.50
m/z 41.05 40.54%
5000
169.0
ol Ml T eag0 S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060421\
Data File : BP0@5726.D

Acqg On : 04 Jun 2021 23:24
Operator : CG/JU

Sample : M2589-20 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 2-Bromo dodecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.104 6.51 ng 659816  Phenanthrene-die 17.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 91
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
3 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 78
4 Pentadecane 212 C15H32 000629-62-9 64
5 Hexadecane 226 C16H34 000544-76-3 64

Abundance Scan 2383 (17.104 min): BP005726.D\data.ms (-2379) (- m/z 57.10 100.00%
57.1

-

5000
—— —
|¢7 mﬁl N | 17.00 17.50
ol kLA, 2770 3558 42524864549 ./, 71 19 79.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141431: Eicosane, 10-methyl-
57.0
5000 s —
17.00 17.50
m/z 43.10 77.79%
154.0
O‘\\\‘f"\J\‘\‘I\J“\A\"\\‘i\l\\2\%%.\0\‘2\\8\1\.(‘)\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100330: 2-Bromo dodecane
57.0
—— —
17.00 17.50
5000 ITI/Z 85.05 55.22%
169.0
L .Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #105903: Hexadecane, 7,9-dimethyl- — ——
57.0 17.00 17.50

m/z 41.05 43.55%

- /MMJ\LMA

155.0
0 L[] 2390
S

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060421\
Data File : BP0@5726.D

Acqg On : 04 Jun 2021 23:24
Operator : CG/JU

Sample : M2589-20 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 Dibenzothiophene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

17.169 9.16 ng 927859  Phenanthrene-d10 17.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 95
2 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 93
3 Naphtho[1,2-b]thiophene 184 C12H8S 000234-41-3 93
4 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 81
5 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 58

Abundance Scan 2394 (17.169 min): BP005726.D\data.ms (-2389) (- m/z 184.00 100.00%

184.0
5000
57.1 — P
’ 113 17.00 17.50
oA ddall m_‘m_2““9‘-9”?"1?“-‘1“‘3?4-3”“,“79;‘2‘“5““?:' m/z 57.10  20.37%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #48782: Dibenzothiophene
184.0
5000 — ——

17.00 17.50
m/z 71.10 19.09%

\n” M L

\\\‘\111]\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\

92.0
0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #48787: Naphtho[2,3-b]thiophene
184.0
o e
17.00 17.50
5000 m/z 139.00  16.75%
92.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #48786: Naphtho[1,2-b]thiophene
184.0 17.00 17.50
m/z 185.10 14.20%
5000
92.0 J
O R mam R RS Ran s S —r=
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060421\
Data File : BP0@5726.D

Acqg On : 04 Jun 2021 23:24
Operator : CG/JU

Sample : M2589-20 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 Tridecane, 7-propyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.845 6.02 ng 609689  Phenanthrene-die 17.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-propyl- 226 C16H34 055045-09-5 93
2 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Nonadecane 268 C19H40 000629-92-5 90

Abundance Scan 2509 (17.845 min): BP005726.D\data.ms (-2505) (-~  m/z 57.05 100.00%
57.0

1750  18.00
7.1 : :
198.1
ol LILLIETE 1981 26833319 40214660 549 iy 7110 79.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83029: Tridecane, 7-propyl-
43.0
5000 — ——
17.50 18.00
140.0 m/z 43.10 77.83%
O‘\\\ “\J!‘Wlfd‘\“\‘\\‘\1\l\’2\2\6\.\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83030: Tridecane, 6-propyl-
43.0
— —
17.50 18.00
5000 m/z 85.10 56.12%
126.0
Obbhd b 18
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141425: Heneicosane T T
57.0 17.50 18.00
m/z 41.10 39.24%
- MV\L/\/\/\
7.0
e N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00

8270E-BP052721.M Mon Jun 07 15:34:07 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060421\
Data File : BP0@5726.D

Acqg On : 04 Jun 2021 23:24
Operator : CG/JU

Sample : M2589-20 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 Anthracene, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

18.216 8.12 ng 822534  Phenanthrene-die 17.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 91
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 91
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 90

Abundance Scan 2572 (18.216 min): BP005726.D\data.ms (-2568) (- m/z 192.05 100.00%

192.1
5000
94.8 \ 18 00 18 50
01380 bk il 2554 3331 404.2467.6 5343 ./, 197, 58.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54734: Anthracene, 2-methyl-
192.0
5000 ‘
1800 1850
m/z 189.1 32.09%
96.0
O \\\‘\\\\‘H‘\\\\‘\\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54763: 1H-Cyclopropa[l]phenanthrene,1a,9b-dihydro-
192.0
—
1&00 1850
5000 ITI/Z 190.1 16.00%
96.0
39.0
0+t - e e
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 165.0 13.91%
5000
95.0
p8.0 lu‘ h L J
O FrrrHb e A e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BP052721.M Mon Jun 07 15:34:08 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060421\
Data File : BP0@5726.D

Acqg On : 04 Jun 2021 23:24
Operator : CG/JU

Sample : M2589-20 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 Phenanthrene, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.263 11.03 ng 1118350 Phenanthrene-d10 17.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 97
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 94
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94

Abundance Scan 2580 (18.263 min): BP005726.D\data.ms (-2576) (- m/z 192.10 100.00%

192.1
5000
= —
94.8 ‘ 18.00 18.50
03 Rusbib b 2801 3700 43824962 p/7 191.10  56.54%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54749: Phenanthrene, 2-methyl-
192.0
5000 T —=
18.00 18.50
m/z 189.10  28.38%
5l300 960 | |
\\\‘\\\\‘\\\\‘\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54746: Phenanthrene, 1-methyl-
192.0
— —
18.00 18.50
5000 m/z 193.10 16.78%
39.0 96.0
N BN w e e o o e R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54736: Anthracene, 2-methyl- — —
192.0 18.00 18.50
m/z 165.10 14.18%
- UKMJML\J\/
28.0 9?-0 |
Ol bt e 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\BP060421\
Data File : BP0@5726.D

Acqg On : 04 Jun 2021 23:24
Operator : CG/JU

Sample : M2589-20 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.410 17.09 ng 1732000 Phenanthrene-d10 17.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 91
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 64
3 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C1@H7FN20 306936-57-2 53
4 2,2"'-Bis(4,5-dimethylimidazole) 190 C1OH14N4 069286-06-2 40
5 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 25

Abundance Scan 2605 (18.410 min): BP005726.D\data.ms (-2599) (- m/z 190.10 100.00%

190.1
5000

94.7
18 50
ol380uul ik 2981 3559 4213 4961  n/z 189.10 97.19%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #53203: 4H-Cyclopenta[deflphenanthrene
190.0
5000

18 50

94.0 m/z 191.10  28.65%

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

o

1850
5000 m/z 192.10 25.89%
94.0
0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52827: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)- g
190.0 18.50

m/z 187.05 20.52%

5000
95.0
3 \lHM.‘ L \|| ‘

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

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060421\
Data File : BP0@5726.D

Acqg On : 04 Jun 2021 23:24
Operator : CG/JU

Sample : M2589-20 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 16 Heptacosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.516 3.83 ng 388211 Phenanthrene-d10 17.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 68
2 Heptacosane 380 C27H56 000593-49-7 64
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64
4 Nonane, 4-methyl-5-propyl- 184 C13H28 062185-55-1 64
5 Heneicosane 296 C21H44 000629-94-7 45

Abundance Scan 2623 (18.516 min): BP005726.D\data.ms (-2620) (-  m/z 57.05 100.00%
57.0

.

5000
1850 |
71 2181 .
o ALLLFTE 2812601 3550 4624 595 ny 71.08 79,58
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #71393: Pentadecane
57.0
5000 —— ‘
18.50
m/z 43.10 70.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane
57.0
T \
18.50
5000 ITI/Z 85.10 57.18%

| ‘ 1 L1 1270 197.0 267.0 380.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- —— ‘
57.0 18.50
m/z 41.05 34.54%

o

-

5000

=

QLLERTO 2110 2060
o) D L —— .

m/z--> 0 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\BP060421\
Data File : BP0@5726.D

Acqg On : 04 Jun 2021 23:24
Operator : CG/JU

Sample : M2589-20 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 Naphthalene, 2-phenyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.698 5.72 ng 580011 Phenanthrene-d10 17.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 93
2 5,16[1',2']:8,13[1"'"',2"'"']-Dibenz... 408 C32H24 005672-97-9 87
3 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 Cl6H12 006572-60-7 64
4 6-Cyanophenanthridine 204 C14H8N2 002176-28-5 60
5 3,4-Biphenyldicarbonitrile 204 C14H8N2 004128-63-6 59
Abundance Scan 2654 (18.698 min): BP005726.D\data.ms (-2650) (-  m/z 204.10 100.00%
204.1
5000
P =~ ?j\
390 105.0 18.50 19.00
0r 2 aidlr s e, 2923355.2412.94702 5345 /7 293,10 37.15%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64594: Naphthalene, 2-phenyl-
204.0
5000 _— A
18.50 19.00
101.0 m/z 203.10  31.95%
0\2\8‘\.\()‘|\l\‘|l\ﬂ\{}\\‘\\f‘\‘\\\‘\{\\\\‘\\H‘\\\\‘\H\‘\\\\‘\H\‘\\\\‘\
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
= -
18.50 19.00
5000 m/z 205.10 16.30%
o000 . sso a0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64614: Tricyclo[8.2.2.2(4,7)lhexadeca-2,4,6,8,10,12,13, — ——
204.0 18.50 19.00
m/z 105.00 10.53%
5000
101.0
O‘%%RWWJH‘WHHH‘H‘_‘H‘H‘WH‘W‘H‘_‘H‘HH“ — ==
m/z--> 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\BP060421\
Data File : BP0@5726.D

Acqg On : 04 Jun 2021 23:24
Operator : CG/JU

Sample : M2589-20 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 unknown18.875 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.875 7.53 ng 763651  Phenanthrene-die 17.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-Benzoyl-.beta.-alanine 193 C10H11NO3 003440-28-6 38
2 Methylamine, N-(1-methylhexylide... 127 C8H17N 022058-71-5 22
3 3-Benzoyl-2-t-butyl-4-isopropyl-... 303 C18H25NO3 104057-75-2 22
4 Ethanone, 2-(acetyloxy)-1-phenyl- 178 C10H1003 002243-35-8 22
5 Butanoic acid, 3-butenyl ester 142 C8H1402 021698-32-8 22

Abundance Scan 2684 (18.875 min): BP005726.D\data.ms (-2681) (- m/z 105.00 100.00%

105.0
5000| .,
= —
193.1 18.50 19.00
L | 2711 3851 490.4548.
0o bbb e e b 2O YRS mjz 71,00 72.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #55132: N-Benzoyl-.beta.-alanine
105.0
5000 — —
18.50 19.00
m/z 43.10 38.01%
193.0
2701 \‘\ i \
O‘\\r\[\IH‘\WH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘H\\‘\

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

Abundance #11922: Methylamine, N-(1-methylhexylidene)-
71.0

=

“ T
18.50 19.00
5000 m/z 77.00  23.22%

L
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #147182: 3-Benzoyl-2-t-butyl-4-isopropyl-4-methyl-oxazo — P
105.0 18.50 19.00
m/z 41.05 10.78%

o

-

5000

F

41.0 1720 246.0

0 ek fletbee b e e — e
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\BP060421\
Data File : BP0@5726.D

Acqg On : 04 Jun 2021 23:24
Operator : CG/JU

Sample : M2589-20 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 11H-Benzo[b]fluorene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
20.186 4.45 ng 1885270 Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 93
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 81
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 68
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 62
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 58

Abundance Scan 2907 (20.186 min): BP005726.D\data.ms (-2904) (- m/z 216.10 100.00%

216.1
5000
57.1
— =
" ‘4271 1 811 20.00 20.50
o dbidifir, LA 2811 364.24284 4983  m/z 215.10  79.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74418: 11H-Benzo[b]fluorene
216.0
5000 = =
20.00 20.50
m/z 57.10 26.87%
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 20.50
5000 m/z 71.10 22.47%
107.0
oh 440 | .
e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74411: Pyrene, 1-methyl- T —
216.0 20.00 20.50
m/z 213.10 21.37%
5000
95.0
m/z--> 0 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\BP060421\
Data File : BP0@5726.D

Acqg On : 04 Jun 2021 23:24
Operator : CG/JU

Sample : M2589-20 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 Benzo[e]pyrene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.663 11.43 ng 2863880 Perylene-di2 23.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Perylene 252 C20H12 000198-55-0 97
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 97
4 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 96
5 Benzo[a]pyrene 252 C20H12 000050-32-8 93

Abundance Scan 3498 (23.663 min): BP005726.D\data.ms (-3494) (- m/z 252.10 100.00%

252.1
5000
—= —
125.1 23.50 24.00
0830 I 1871, . 3551 42534903548 ./, 259.10  30.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104217: Benzo[e]pyrene
252.0
5000 = —=
23.50 24.00
m/z 253.10  23.22%
125.0
O\\\\6‘$-\0\\’\A\”\\‘\1\8\7\.‘(\)\“\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104214: Perylene
252.0
B —
23.50 24.00
5000 m/z 125.10  10.54%
125.0
0110 M‘ 187.0 ,
RN RN R e R R RN RRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104224: BenzolK]fluoranthene T —
252.0 23.50 24.00
m/z 251.10 9.84%
5000
126.0
0 mWM,J““H‘mwwm S - e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.50 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060421\
Data File : BP0@5726.D

Acqg On : 04 Jun 2021 23:24
Operator : CG/JU

Sample : M2589-20 2X

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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|
.alpha.-Pinene 6.664 6.5 ng 353320 1 7.987 1095350 20.0
Decane 7.605 4.8 ng 264525 1 7.987 1095350 20.0
Heptadecane 9.216 7.3 ng 400186 1 7.987 1095350 20.0
Tridecane 12.210 5.1 ng 412181 2 10.793 1626090 20.0
Tetradecane 13.440 7.1 ng 715559 3 14.610 2007890 20.0
Naphthalene, 2,... 13.934 3.9 ng 391146 3 14.610 2007890 20.0
Pentadecane 14.504 7.9 ng 697462 3 14.610 2007890 20.0
Hexadecane 15.451 6.1 ng 616528 3 14.610 2007890 20.0
Eicosane, 10-me... 16.316 8.1 ng 815399 4 17.357 2026960 20.0
2-Bromo dodecane 17.104 6.5 ng 659816 4 17.357 2026960 20.0
Dibenzothiophene 17.169 9.2 ng 927859 4 17.357 2026960 20.0
Tridecane, 7-pr... 17.845 6.0 ng 609689 4 17.357 2026960 20.0
Anthracene, 2-m... 18.216 8.1 ng 822534 4 17.357 2026960 20.0
Phenanthrene, 2... 18.263 11.0 ng 1118350 4 17.357 2026960 20.0
4H-Cyclopenta[d... 18.410 17.1 ng 1732000 4 17.357 2026960 20.0
Heptacosane 18.516 3.8 ng 388211 4 17.357 2026960 20.0
Naphthalene, 2-... 18.698 5.7 ng 580011 4 17.357 2026960 20.0
unknown18.875 18.875 7.5 ng 763651 4 17.357 2026960 20.0
11H-Benzo[b]flu... 20.186 4.5 ng 1885270 5 21.427 8482070 20.0
Benzo[e]pyrene 23.663 11.4 ng 2863880 6 23.874 5011450 20.0
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