LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136262.D

Acqg On : 28 Nov 2023 22:08
Operator : CG\JU

Sample : 05516-03

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_ F\Methods\8270-BF112723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136262.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.034 498 501 505 rBV 32409 33650 1.67% ©0.180%
2 5.434 565 569 572 rBvV 2185403 1809005 89.53% 9.690%
3 6.434 734 739 742 rBV 2131984 1750631 86.64% 9.378%
4 6.804 798 802 805 rBV 959450 736776 36.46%  3.947%
5 7.363 892 897 900 rBV 1294279 1117318 55.30% 5.985%
6 8.081 1015 1019 1022 rBV 1244613 942616 46.65% 5.049%
7 9.157 1198 1202 1205 rBV 2713252 2020588 100.00% 10.824%
8 9.257 1213 1219 1221 rBV 32521 32197 1.59% 0.172%
9 9.275 1221 1222 1233 rVB 32097 28547 1.41% 0.153%
10 9.422 1243 1247 1251 rBvV3 23052 31164 1.54% 0.167%
11  9.492 1255 1259 1262 rBV 33098 29957 1.48% 0.160%
12 9.833 1311 1317 1321 rBV 995587 926307 45.84% 4.962%
13 9.869 1321 1323 1327 rVB 134939 103842 5.14% 0.556%
14 10.039 1349 1352 1356 rBV 165443 131733 6.52% 0.706%
15 10.386 1407 1411 1416 rVB 248508 203590 10.08% 1.091%
16 10.545 1435 1438 1443 rVB 48524 43321 2.14% 0.232%
17 10.628 1448 1452 1456 rVV 959419 877696 43.44%  4.702%
18 10.751 1468 1473 1478 rBV3 35521 49689 2.46% 0.266%
19 10.933 1497 1504 1507 rBV3 36478 48257 2.39% 0.258%
20 11.128 1535 1537 1542 rVB2 55537 52958 2.62% 0.284%
21 11.222 1551 1553 1558 rVB 56392 49456  2.45% 265%

22 11.328 1567 1571 1573 rBV 884670 696887 34.49%
23 11.351 1573 1575 1578 rVV 841547 621260 30.75%
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]
R

24 11.404 1578 1584 1587 rVB 83259 80499  3.98% 431%
25 11.557 1604 1610 1613 rBvV2 34107 39367 1.95% 211%
26 11.833 1653 1657 1659 rBV 71687 65931 3.26% ©.353%
27 11.863 1659 1662 1667 rVV2 216350 227423 11.26% 1.218%
28 11.904 1667 1669 1672 rVV2 38890 40951 2.03% 0.219%
29 11.945 1672 1676 1678 rVV 117222 120496 5.96% 0.645%
30 11.963 1678 1679 1684 rVB 34684 27991 1.39% 0.150%
31 12.133 1704 1708 1709 rBV 39776 39645 1.96% ©0.212%
32 12.386 1747 1751 1753 rBV 24439 27393 1.36% 0.147%
33 12.469 1762 1765 17790 rVB 26296 27367 1.35% 0.147%
34 12.545 1774 1778 1782 rBV 608910 502322 24.86% 2.691%
35 12.657 1793 1797 1801 rBV5 34402 46288 2.29%  0.248%

36 12.774 1811 1817 1820 rBV 388151 409272 20.26% 2.192%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136262.D

Acqg On : 28 Nov 2023 22:08
Operator : CG\JU

Sample : 05516-03

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_ F\Methods\8270-BF112723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.827 1823 1826 1831 rVB2 21379 29145 1.44% 0.156%
38 12.922 1839 1842 1846 rBV 1573515 1382763 68.43% 7.407%
39 12.992 1850 1854 1858 rBvV4 25262 40857 2.02% 0.219%
40 13.080 1862 1869 1871 rBV7 28626 42882 2.12% 0.230%
41 13.104 1871 1873 1876 rVB 65281 54816 2.71% 0.294%
42 13.174 1881 1885 1887 rBV 63180 60471 2.99% 0.324%
43 13.210 1887 1891 1893 rBV 37090 40707 2.01% 0.218%
44 13.616 1957 1960 1964 rVB 23412 28433 1.41% 0.152%
45 13.727 1974 1979 1982 rBV3 36125 43104 2.13% 0.231%
46 13.869 1999 2003 2006 rBvV2 36863 53814 2.66% 0.288%
47 13.980 2017 2022 2025 rBV2 856610 899995 44.54%  4.821%
48 14.004 2025 2026 2033 rVB 143564 112727 5.58% 0.604%
49 14.468 2099 2105 2108 rBVS5S 39276 60970 3.02% 0.327%
50 14.568 2120 2122 2128 rVB3 38343 63273 3.13% 0.339%
51 14.627 2128 2132 2137 rBV 634924 582572 28.83% 3.121%
52 14.674 2137 2140 2143 rVWV2 29560 31726 1.57% 0.170%
53 14.763 2151 2155 2156 rBV2 35958 41022 2.03% 0.220%
54 14.868 2169 2173 2178 rVB3 30041 45142 2.23% 0.242%
55 14.927 2181 2183 2186 rVB2 39289 38378 1.90% 0.206%
56 15.027 2195 2200 2203 rBV 96307 154025 7.62% 0.825%
57 15.133 2215 2218 2222 rVB2 43394 50405 2.49% 0.270%
58 15.333 2249 2252 2257 rVB 49495 63062 3.12% 0.338%
59 15.398 2259 2263 2266 rVB 43158 52323 2.59% 0.280%
60 15.463 2269 2274 2279 rBV 500243 603713 29.88% 3.234%
61 15.980 2357 2362 2366 rBvV2 38684 61728 3.05% 0.331%
62 17.139 2555 2559 2568 rVB1o 15651 37684 1.87% 0.202%
Sum of corrected areas: 18668127
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136262.D

Acqg On : 28 Nov 2023 22:08
Operator : CG\JU

Sample : 05516-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF136262.D\data.ms
2500000
5.434 6.434
2000000
1500000
7.363
1000000 6.804
500000
0 5.034
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760
Abundance TIC: BF136262.D\data.ms
9.157
2500000
2000000
12.922
1500000
8.081
9.833 10.628
1000000 14398
500000
0l849.039 10.386 11.863
. DA AD2 I 105450730 92823 40055711
— T e e A R e T = —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF136262.D\data.ms
2500000
2000000
1500000
1000000 13.980
14.627
15.463
500000
13 sae@z% {amszs 15.980 17.139
0= ‘ ‘ i e e e e e e e e e
Time--> 13. 50 14 OO 14 50 15 00 15 50 16 00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136262.D

Acqg On : 28 Nov 2023 22:08
Operator : CG\JU

Sample : 05516-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Anthracene, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

11.863 6.53 ng 227423  Phenanthrene-di10 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 92
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 90
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 90

Abundance Scan 1662 (11.863 min): BF136262.D\data.ms (-1659) (- m/z 192.10 100.00%
192.1

73.0

s000] 430

I \ Tt
11.50 12.00

227.1 256.2

o m/z 73.00  55.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67023: Anthracene, 2-methyl-
192.0 L
5000 T
11.50 12. 00
m/z 191.10 54.49%
96.0 165.0
O ‘\\\\‘\\\?ﬁ?\‘H\\\‘H‘\\\\‘\\]-\:3\‘9\(\)\\“}‘\\}‘\‘\“\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67035: Phenanthrene, 1-methyl-
192.0
L
11. 50 12 00
5000 ITI z 59.95 53.83%
165.0
(270 630 960 1390 | |
Lo e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67028: Anthracene, 1-methyl-
192.0 11. 50 12 00
m/z 43.05 49.72%
5000
165.0
63.0 9? 0 139.0 |
ITTIRTI | il

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 50 12 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136262.D

Acqg On : 28 Nov 2023 22:08
Operator : CG\JU

Sample : 05516-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 4H-Cyclopenta[def]phenanthrene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.945 3.46 ng 120496  Phenanthrene-di10 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 94
2 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BC103S 036155-87-0 52
3 6H-Cyclobuta[jk]phenanthrene 190 C15H1e 083469-43-6 50
4 Methyl diselenide 190 C2H6Se2 007101-31-7 49
5 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 45

Abundance Scan 1676 (11.945 min): BF136262.D\data.ms (-1672) (- m/z 190.10 100.00%
19p.1
5000
945 M
163.1 12.00
63.0
0L 380 i b O bl 228 m/z 189.05  95.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64923: 4H-Cyclopenta[def]phenanthrene
190.0
5000 \N\\ raf A
94.0 12.00
4. m/z 191.10  27.76%
0. 390 630 | 137.0 163.0 UM
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64996: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydr
190.0
8.0 146.0 LIy
12.00
5000 82.0 m/z 192.10  25.23%
117.0
0 WN“ QW“‘W“H‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene I I
189.0 12.00

m/z 187.00  20.84%

5000
94.0

163.0
o"‘H"H"H"“"“‘_"w"H_W“W‘MHWW M, b
miz—> 20 40 60 80 100 120 140 160 180 200 220 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136262.D

Acqg On : 28 Nov 2023 22:08
Operator : CG\JU

Sample : 05516-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.333 2.09 ng 63062 Perylene-di2 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 94
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
4 Perylene 252 C20H12 000198-55-0 89
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 76
Abundance Scan 2252 (15.333 min): BF136262.D\data.ms (-2249) (| m/z 252.10 100.00%
252.1
- M
50.0 88.8 12"5.116212009 298.0 352. 15 OO 1 50
0/ 290 888 J 4 0210 Al 280 3521 nz 2se.10  28.53%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 Lo w/‘\w et
15.00 15.50
m/z 253.10 19.78%
125.0
0390 830 | 2000 . |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #138568: Benzol[b]fluoranthene
252.0
15. OO 15 50
5000 m/z 125.10 15.49%
126.0
0 830\ “ ‘“\ 2000\ “‘\
Tttt
m/z--> 50 100 150 200 250 300 350
Abundance #138565: Benzo[Kk]fluoranthene
252.0 15. 00 15 50
m/z 113.00 10.07%
5000
126.0
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136262.D

Acqg On : 28 Nov 2023 22:08
Operator : CG\JU

Sample : 05516-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.980 2.04 ng 61728 Perylene-di2 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heptadecane 240 C17H36 000629-78-7 94
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 2362 (15.980 min): BF136262.D\data.ms (-2357) (- m/z 57.05 100.00%
57.0
200 wawJ\NAwJ\MW%WWWWMM
——
‘ ‘ ‘ H 141.1 207.0 267.0 3371 16.00
0 ‘H1W\MWN;WmﬂwmuNuNMewpwﬁquu‘w]“u““‘ m/z 71.05 66.69%
miz--> 50 100 150 200 250 300 350 400
Abundance #176384: Eicosane
57.0
5000 T
16.00
m/z 43.00 48.71%
” “‘ M 169.0 2250 282.0
O\\‘\‘\‘ ‘\‘\"\“\‘\d“\“\\‘\’\\\1‘\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #123960: Heptadecane
57.0
—
16.00
5000 m/z 85.00 39.33%
I “ u\ 1690 240.0
oL e e
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #320591: Hentriacontane —
57.0 16.00
m/z 55.05 25.40%
w WMWW
0 uh\ \‘h]\.] h‘ L \9\0\2\2'\50 309.0 365.0 437.
L e B R A e e A —
m/z--> 50 100 150 200 250 300 350 400 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136262.D

Acqg On : 28 Nov 2023 22:08
Operator : CG\JU

Sample : 05516-03

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Anthracene, 2-m... 11.863 6.5 ng 227423 4 11.328 696887 20.0
4H-Cyclopenta[d... 11.945 3.5 ng 120496 4 11.328 696887 20.0
Benzo[e]pyrene 15.333 2.1 ng 63062 6 15.463 603713 20.0
Eicosane 15.980 2.0 ng 61728 6 15.463 603713 20.0
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