LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42523\
Data File : BF133044.D

Acqg On : 26 Apr 2023 00:02

Operator : CG\JU

Sample : 02270-15 :
Misc : SB-19-0-2-20230411

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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133044.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.116 3 5 12 rvB2 51893 57127 1.08% 0.121%
2 4.299 372 376 383 rVB 108318 124493 2.36% 0.263%
3 4.940 479 485 495 rVB 1254689 1653497 31.34% 3.495%
4 5.357 551 556 559 rBV 4513591 4726489 89.58% 9.991%
5 5.751 619 623 626 rBV 103193 95367 1.81% 0.202%

6 6.381 724 730 733 rBV 4549439 4834156 91.62% 10.219%
7 6.740 787 791 794 rBV 1456038 1143347 21.67% 2.417%
8 7.304 881 887 890 rBV 3490792 3112199 58.99% 6.579%
9 8.022 1005 1009 1012 rBV 1931714 1547535 29.33%  3.271%

9

10 .098 1187 1192 1196 rBV 5501949 5276106 100.00% 11.153%
11 9.775 1303 1307 1310 rBV 2151282 1697551 32.17%  3.588%
12 9.804 1310 1312 1315 rVB 123141 90737 1.72% 0.192%
13 9.975 1338 1341 1344 rBV 69432 56346 1.07% 0.119%
14 10.316 1396 1399 1402 rBV 91920 77282 1.46% ©.163%
15 10.486 1424 1428 1432 rVB2 193156 165056 3.13% ©.349%

16 10.563 1436 1441 1444 rBV 3449857 3152868 59.76%
17 10.686 1459 1462 1468 rVB4 56236 73066  1.38%
18 11.257 1555 1559 1561 rBV 1881384 1753076 33.23%

ORPrWoOoO
N
[
(o))
R

19 11.275 1561 1562 1566 rVV 893232 680336 12.89% 438%
20 11.328 1568 1571 1574 rVB 230762 184197 3.49% 389%
21 11.480 1592 1597 1600 rBV2 104376 101385 1.92% 0.214%
22 11.757 1640 1644 1646 rBV 111391 97489 1.85% 0.206%
23 11.792 1646 1650 1654 rVV2 345991 415599 7.88% 0.879%
24 11.827 1654 1656 1659 rVv2 74817 75492 1.43% 0.160%
25 11.869 1659 1663 1665 rVV 181183 200288 3.80% ©.423%
26 11.886 1665 1666 1671 rVB 78888 60605 1.15% ©.128%
27 12.051 1691 1694 1696 rBV 83766 79069 1.50% ©0.167%
28 12.304 1734 1737 1741 rBV 66858 75979 1.44% ©.161%
29 12.386 1749 1751 1757 rVB3 61282 68671 1.30% ©0.145%
30 12.463 1761 1764 1768 rBV 1422906 1228452 23.28% 2.597%
31 12.516 1768 1773 1778 rBV5 36011 72020 1.37% ©.152%
32 12.580 1781 1784 1788 rBV2 65720 86867 1.65% 0.184%
33 12.692 1797 1803 1806 rBV 1285389 1267101 24.02% 2.678%
34 12.739 1808 1811 1817 rVB3 48498 84005 1.59% 0.178%
35 12.810 1821 1823 1825 rBV 67842 58710 1.11% ©.124%

36 12.845 1825 1829 1832 rVV 5330148 4781873 90.63% 10.108%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42523\
Data File : BF133044.D

Acqg On : 26 Apr 2023 00:02

Operator : CG\JU

Sample : 02270-15 :
Misc : SB-19-0-2-20230411

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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.916 1836 1841 1843 rBV2 75756 104281 1.98% 0.220%
38 13.022 1856 1859 1862 rVB 176327 168508 3.19% 0.356%
39 13.086 1867 1870 1873 rBV 160891 138230 2.62% 0.292%
40 13.122 1873 1876 1879 rBV 122130 131418 2.49% 0.278%
41 13.216 1889 1892 1895 rBV 70073 64383 1.22% 0.136%
42 13.245 1895 1897 1900 rBV2 66586 59110 1.12% 0.125%
43 13.521 1942 1944 1951 rVB 90319 88551 1.68% 0.187%
44 13.639 1960 1964 1967 rBvV2 118872 148000 2.81% 0.313%
45 13.669 1967 1969 1971 rWw 89932 79401 1.50% 0.168%
46 13.686 1971 1972 1977 rVWW3 66247 90354 1.71% 0.191%
47 13.733 1977 1980 1982 rVvB2 70892 69634 1.32% 0.147%
48 13.886 2002 2006 2009 rBV2 1485012 1864110 35.33%  3.940%
49 13.916 2009 2011 2017 rVB 542450 482421 9.14% 1.020%
50 13.992 2022 2024 2027 rVB 127643 104522 1.98% 0.221%
51 14.074 2035 2038 2040 rBV2 79354 69249 1.31% 0.146%
52 14.098 2040 2042 2048 rVB2 64721 102249 1.94% 0.216%
53 14.274 2070 2072 2075 rVB 88104 76309 1.45% 0.161%
54 14.374 2086 2089 2091 rBV4 60690 84899 1.61% 0.179%
55 14.816 2161 2164 2168 rVB3 106374 105390 2.00% ©.223%
56 14.904 2175 2179 2182 rBV 580226 815908 15.46% 1.725%
57 15.004 2193 2196 2200 rVB2 177387 200309 3.80% 0.423%
58 15.192 2224 2228 2234 rVB 364715 449236  8.51% ©.950%
59 15.251 2234 2238 2244 rVB 466809 507628 9.62% 1.073%
60 15.315 2244 2249 2252 rBV 937929 1144526 21.69% 2.419%
61 15.339 2252 2253 2256 rVB 108773 75378 1.43% ©.159%
62 15.780 2324 2328 2334 rBV3 95056 148673 2.82% 0.314%
63 16.680 2476 2481 2492 rVB2 186586 387667 7.35% ©.819%
64 17.098 2546 2552 2562 rVB 136158 292401 5.54% 0.618%
Sum of corrected areas: 47307181
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42523\
Data File : BF133044.D

Acqg On : 26 Apr 2023 00:02

Operator : CG\JU

Sample : 02270-15 :
Misc : SB-19-0-2-20230411

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF133044.D\data.ms

5000000
5.357 6.381

4000000
7.304

3000000

2000000

6.740
4.940

1000000

116 4.299 5.751
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Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF133044.D\data.ms
9.098 12.845

o

5000000

4000000
10.563

3000000

9.775
2000000 8.022 11.257

12.463; g9

1000000 11275
9/804.975 10.318-@&85 ! %480111@%% 0511 ;@3&%

0 — —T — e e S e e e ‘ —
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: BF133044.D\data.ms
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—
0 T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
Time--> 13.50 14.00 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\BF@42523\
Data File : BF133044.D

Acqg On : 26 Apr 2023 00:02

Operator : CG\JU

Sample : 02270-15 :
Misc : SB-19-0-2-20230411

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 1 3-Penten-2-one, 4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.299 2.18 ng 124493 1,4-Dichlorobenzene-d4 6.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 94
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 Cyclohexane, methyl- 98 C7H14 000108-87-2 80
Abundance Scan 376 (4.299 min): BF133044.D\data.ms (-372) (-) m/z 83.10 100.00%
55.0 83.1
5000 43.0 98.1
R e A
4.00 4.20 4.40 4.60
| ‘\ | ‘ | 67.0 | 9
Ot e e e et e e m/z 55.05 97.93%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L L B B B AL
43.0 98.0 4.00 4.20 4.40 4.60
29.0
m/z 98.10 41.21%
Ll 670 |
0 H\‘\H\‘H‘H‘H\‘\iHH‘HH‘HH‘HH"HH’HH"HH
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0 R A
200 43.0 4.00 4.20 4.40 4.60
5000 m/z 43.00 40.79%
98.0
15.0
0 670
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- T R R
55.0 83.0 4.00 4.20 4.40 4.60
m/z 39.00 27.92%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
0 H“HL“H:JM"w1"WM:M“HVMH“MJ“M“q“‘
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42523\
Data File : BF133044.D

Acqg On : 26 Apr 2023 00:02

Operator : CG\JU

Sample : 02270-15 :
Misc : SB-19-0-2-20230411

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.940  28.92 ng 1653500 1,4-Dichlorobenzene-d4 6.740
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 485 (4.940 min): BF133044.D\data.ms (-479) (-) m/z 43.05 100.00%

3.0
59.1
5000
1011 T T T T T[T [T T T T TTTT]
831 4.60 4.80 5.00 5.20
ot 2 m/z 59.10  53.12%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R IR R
59.0 4.60 4.80 5.00 5.20
m/z 101.10 18.34%
15.0 101.0
‘ Wl | 83.0 | ‘
O\\\\‘\\\\‘{\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
e EEERREEESs ST
4.60 4.80 5.00 5.20
5000 59.0 m/z 58.00 15.65%
101.0
0“1‘5"‘.?“1“‘ “‘w L ‘8‘3"0‘”‘””‘””‘”
m/iz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e RRREEESS ST
59.0 4.60 4.80 5.00 5.20
m/z 41.05 8.74%
5000 41.0
ol 0o
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42523\
Data File : BF133044.D

Acqg On : 26 Apr 2023 00:02

Operator : CG\JU

Sample : 02270-15 :
Misc SB-19-0-2-20230411

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.792 4.74 ng 415599  Phenanthrene-d10 11.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 70
Abundance Scan 1650 (11.792 min): BF133044.D\data.ms (-1646) (-} | m/z 73.00 100.00%
41.0
5000 129.0
192.1 P s
‘ ‘ 11.50 12.00
- Up“w bk 1600 Ly Lo 17 ‘3"0?? m/z 43.05 97.87%
miz-> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T 1
11.50 12.00
97.0 1710 213.0 256.0 m/z 60.00 94.34%
0\\\\“‘ \‘\\MH\ u‘\ M‘ \\\‘\“ “w‘\““\“““
miz--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid
73.0
41,0
— —
11.50 12.00
5000 129.0 m/z 57.10 73.99%
‘ 199.0 2420
o= ‘L‘ H‘ \\\hH\ \\‘\ u} “ ‘1‘6]‘0‘ ‘ — “\‘ ———
miz--> 50 100 150 200 250 300
Abundance #109281: Tetradecanoic acid T T
73.0 11.50 12.00
m/z 55.05 72.97%
5000 41.0
129.0
185.0 228.0
0, HM‘ h“ ML m ‘ \‘\u‘ “\‘ \‘ — ‘\‘ T ; ‘ ; . ‘ .
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42523\
Data File : BF133044.D

Acqg On : 26 Apr 2023 00:02

Operator : CG\JU

Sample : 02270-15 :
Misc : SB-19-0-2-20230411

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.869 2.28 ng 200288  Phenanthrene-die 11.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 91
2 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C1@H7FN20 306936-57-2 52
3 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 47
4 2,2'-Bis(4,5-dimethylimidazole) 190 C1OH14N4 069286-06-2 38
5 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 35

Abundance Scan 1663 (11.869 min): BF133044.D\data.ms (-1659) (- m/z 190.10 100.00%

190.1
5000
94.7

11. 50 12 00

63.0 ‘ ,
ol 230, L 1890, | 2220 803 ;189,65 96.92%
miz--> 50 100 150 200 250 300
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000

11. 50 12 00
m/z 192.10 35.55%

5310 630, \‘\ 1370 ||
T T T ‘ \ T \ T T T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300 m

94.0

Abundance #64421: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)-

190.0
11!50 12. 00
5000 ITI/Z 191.05 33.06%
95.0 1340
1, ‘ L ‘ |
0\\‘1{”‘\‘\“‘\”“\‘\“ﬂ\ Do
miz--> 50 100 150 200 250 300
Abundance #64636: 2,3,5,6-Tetramethylterephthalaldehyde . Pt
39.0 190.0 11.50 12.00
m/z 94.70 20.92%
91.0
5000 133.0
ob J‘\‘\‘ e o a—
m/z--> 50 100 150 200 250 300 11.50 12.00

8270-BF042123.M Wed Apr 26 10:34:29 2023 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42523\
Data File : BF133044.D

Acqg On : 26 Apr 2023 00:02

Operator : CG\JU

Sample : 02270-15 :
Misc : SB-19-0-2-20230411

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.004 3.50 ng 200309  Perylene-di2 15.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 96
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 96
3 Benzo[e]pyrene 252 C20H12 000192-97-2 93
4 Benzo[a]pyrene 252 C20H12 000050-32-8 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 86
Abundance Scan 2196 (15.004 min): BF133044.D\data.ms (-2193) (- m/z 252.05 100.00%
252.1
57.1
113.1 T 1
| | 155.2107.9 207.13421 414, 1590
ol bl L LL1552197.9, | 207.13421 4141 057 16 51.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138563: BenzolK]fluoranthene
252.0
5000 — :
15.00
126.0 m/z 71.10 33.23%
O\\‘\7\4.\0\‘1\‘“\‘“\\’\\\2\0‘0.\0\‘“\\“‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138562: Benzol[b]fluoranthene
252.0
T
15.00
5000 m/z 43.10 29.26%
126.0
0B9:0 830 ‘\\ 2000 |
i e e e e o
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene 7 ‘
252.0 15.00
m/z 250.10  28.73%
5000
125.0
0B9:0 830 | 2000 |
e e R
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42523\
Data File : BF133044.D

Acqg On : 26 Apr 2023 00:02

Operator : CG\JU

Sample : 02270-15

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

SB-19-0-2-20230411

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 6 Benzo[j]fluoranthene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
15.192 7.85 ng 449236  Perylene-di12 15.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 96
3 Benzo[a]pyrene 252 C20H12 000050-32-8 93
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90

Abundance Scan 2228 (15.192 min): BF133044.D\data.ms (-2224) (|  m/z 252.10 100.00%
252.1
5000
125.1
“ 108.1 3654 15.00 15.50
ol A0 1 1981, d 8083 S8  m/z 256.10 29.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 e —
15.00 15.50
m/z 253.10 21.13%
125.0
0390 830 | 2000 |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138568: Benzol[b]fluoranthene
252.0
—= =
15.00 15.50
5000 m/z 125.10 16.97%
126.0
0 830\ “ ‘“\ 2000\ 1l
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #138558: Benzo[a]pyrene T T
252.0 15.00 15.50
m/z 126.00  15.27%
5000
126.0
0 83.0 | ‘H 198.0,
I B e R e e
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42523\
Data File : BF133044.D

Acqg On : 26 Apr 2023 00:02

Operator : CG\JU

Sample : 02270-15 :
Misc SB-19-0-2-20230411

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 7 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.780 2.60 ng 148673  Perylene-di2 15.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 93
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
4 Nonadecane 268 C19H40 000629-92-5 91
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 91
Abundance Scan 2328 (15.780 min): BF133044.D\data.ms (-2324) (- m/z 57.05 100.00%
57.0
5000 J\VJJ\M
9.0 —— ——
15.50 16.00
ol u‘”‘h‘ ¥ ‘M 1145071951 23012801 3312 379. 0 71 65 69.05%
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 —r— ——
15.50 16.00
m/z 43.10 63.72%
o159 ‘ h | M | 1018302250 2900
miz-> 100 150 200 250 300 350
Abundance #123971: Tetradecane, 2,6,10-trimethyl-
57.0
—— —
15.50 16.00
5000 m/z 85.10 50.02%
113.0155.0
ol Ayl [y om0
m/z--> 50 lOO 150 200 250 300 350
Abundance #132769: 2-Bromo dodecane —— —
57.0 15.50 16.00
m/z 55.00 18.86%
5000 WNMM
9.0 1690
T 7 R
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42523\
Data File : BF133044.D

Acqg On : 26 Apr 2023 00:02

Operator : CG\JU

Sample ¢ 02270-15 :
Misc : SB-19-0-2-20230411

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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|
3-Penten-2-one,... 4.299 2.2 ng 124493 1 6.740 1143350 20.0
2-Pentanone, 4-... 4.940 28.9 ng 1653500 1 6.740 1143350 20.0
n-Hexadecanoic ... 11.792 4.7 ng 415599 4 11.257 1753080 20.0
4H-Cyclopenta[d... 11.869 2.3 ng 200288 4 11.257 1753080 20.0
Benzo[e]pyrene 15.004 3.5 ng 200309 6 15.316 1144530 20.0
Benzo[j]fluoran... 15.192 7.8 ng 449236 6 15.316 1144530 20.0
Heneicosane 15.780 2.6 ng 148673 6 15.316 1144530 20.0
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