LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
Data File : BF133819.D

Acqg On : 16 Jun 2023 21:54

Operator : CG\JU

Sample : 03224-01 2X :
Misc : COMPOSIT-SB-01/02

ALS Vvial : 17 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-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133819.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.14e 4 9 16 rVB 100097 138439 11.10% 1.125%
2 2.258 26 29 36 rVB3 9941 17738 1.42% 0.144%
3 5.093 508 511 518 rBV 49394 56111 4.50% 0.456%
4 5.493 575 579 590 rBV 1261699 1113001 89.25% 9.046%
5 6.493 745 749 752 rBV 1402052 1199834 96.22% 9.752%
6 6.863 809 812 816 rBV 639375 484319 38.84% 3.936%
7 7.422 903 907 910 rBV 963649 732527 58.74%  5.954%
8 8.140 1026 1029 1033 rBV 747021 642364 51.51% 5.221%
9 9.216 1208 1212 1215 rBV 1649864 1247023 100.00% 10.136%
10 9.898 1324 1328 1331 rBV 723896 564797 45.29% 4.591%
11 9.928 1331 1333 1337 rVB 26140 22591 1.81% 0.184%
12 10.104 1359 1363 1367 rBV2 19089 17624 1.41% 0.143%
13 10.445 1417 1421 1426 rBV 24860 23304 1.87% 0.189%
14 10.610 1445 1449 1453 rVB 52696 47340 3.80% ©0.385%
15 10.686 1458 1462 1472 rBV 805529 711354 57.04% 5.782%
16 10.816 1477 1484 1486 rBV6 12186 18546 1.49% 0.151%
17 10.998 1507 1515 1518 rBV8 10904 21134 1.69% 0.172%
18 11.251 1553 1558 1561 rBV5 11347 18097 1.45% 0.147%
19 11.286 1561 1564 1570 rVB 20549 20385 1.63% 0.166%
20 11.392 1578 1582 1584 rBV 681074 591617 47.44% 4.809%
21 11.416 1584 1586 1589 rVV 268925 213593 17.13% 1.736%
22 11.463 1592 1594 1598 rVB 57046 54097 4.34% 0.440%
23 11.622 1616 1621 1625 rBV2 26694 32138 2.58% 0.261%
24 11.892 1664 1667 1669 rBV 38990 35711 2.86% 0.290%
25 11.922 1669 1672 1676 rVB2 97383 101075 8.11% ©0.822%
26 11.969 1676 1680 1683 rVB2 17940 22379 1.79% 0.182%
27 12.010 1683 1687 1689 rBV 60155 70033 5.62% 0.569%
28 12.192 1715 1718 1720 rBV 33693 28074  2.25% 0.228%
29 12.216 1720 1722 1728 rVB 27040 23113 1.85% 0.188%
30 12.445 1759 1761 1764 rBV 32009 34410 2.76% 0.280%
31 12.486 1765 1768 1770 rVV3 24844 27264  2.19% 0.222%
32 12.533 1773 1776 1782 rVB2 26212 30868 2.48% 0.251%
33 12.610 1785 1789 1793 rBV 493965 421322 33.79% 3.424%
34 12.710 1803 1806 1808 rBV3 20482 20073 1.61% 0.163%
35 12.839 1823 1828 1834 rVV 404462 432183 34.66% 3.513%

36 12.886 1834 1836 1841 rVB3 20236 25539  2.05%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
Data File : BF133819.D

Acqg On : 16 Jun 2023 21:54

Operator : CG\JU

Sample : 03224-01 2X :
Misc : COMPOSIT-SB-01/02

ALS Vvial : 17 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-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.986 1849 1853 1856 rBV 1414486 1146427 91.93% 9.318%
38 13.145 1878 1880 1881 rBV2 17798 16714 1.34% 0.136%
39 13.169 1882 1884 1888 rVB 51762 50878 4.08% 0.414%
40 13.239 1894 1896 1898 rVB 34337 24689 1.98% 0.201%
41 13.274 1899 1902 1905 rBvV2 38286 40019 3.21% ©0.325%
42 13.369 1916 1918 1920 rVB 21616 16543 1.33% 0.134%
43 13.398 1921 1923 1928 rBV3 23137 31577 2.53% 0.257%
44 13.469 1932 1935 1937 rBV 23171 20573 1.65% 0.167%
45 13.892 2004 2007 2014 rBvV2 85993 103782 8.32% 0.844%
46 14.045 2027 2033 2036 rBV3 487671 694948 55.73% 5.648%
47 14.074 2036 2038 2040 rVB 161366 116686 9.36%  0.948%
48 14.145 2047 2050 2054 rBV3 71285 87214 6.99% 0.709%
49 15.110 2211 2214 2218 rBV 110092 164096 13.16% 1.334%
50 15.427 2266 2268 2272 rVB 73187 70806 5.68% ©.575%
51 15.492 2276 2279 2284 rVB 94859 113826 9.13% 0.925%

52 15.557 2286 2290 2295 rBV = 242509 344699 27.64% 2.802%

Sum of corrected areas: 12303494
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
Data File : BF133819.D

Acqg On : 16 Jun 2023 21:54

Operator : CG\JU

Sample : 03224-01 2X :
Misc : COMPOSIT-SB-01/02

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF133819.D\data.ms
1600000

1400000 6.493

5.493
1200000
1000000 7.422

800000
6.863
600000

400000

2000001 1 49

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: BF133819.D\data.ms
1600000 9.216

12.986

1400000
1200000
1000000
800000 8.140 9.898 10.686 Lo
600000

400000

200000
9/92®.104 10.448 6 816.90811:
T P T T W

11{416

11
468 620 1118
ob—— —— e e ‘ e

i
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance TIC: BF133819.D\data.ms
1600000

— —
12.50 13.00

1400000

1200000

1000000

800000

14.045

600000
15.557

400000 145492

200000

0 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\BF061623\
Data File : BF133819.D

Acqg On : 16 Jun 2023 21:54

Operator : CG\JU

Sample : 03224-01 2X :
Misc : COMPOSIT-SB-01/02

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.140 5.72 ng 138439 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 37
4 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 33
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance Scan 9 (2.140 min): BF133819.D\data.ms (-4) (-) m/z 73.05 100.00%
73.0
5000 43.0 j\
55‘0 87.1 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
I ‘ - 2.202.302.402.50
el e 2970 2 43,00 44.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L R B IR BB B
43.0 2.202.302.402.50
55.0 87.0 m/z 55.00  29.55%
20 | ]
|
\\‘\\\\‘\\\\‘\\\\’\\\\‘\\f\‘\\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
O RARRARNSRE RS
41.0 87.0 2.202.302.402.50
5000 550 m/z 87.10  24.25%
29.0
o | |
e ‘m_m,‘m‘mwm A EEESEn s SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8502: 2-Methyl-5-hexen-3-ol R Raas
73.0 2.202.302.402.50
m/z 41.00 13.60%
55.0
43.0
5000
27 0
15.0 \\ \ ‘
“‘,“““‘ e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
Data File : BF133819.D

Acqg On : 16 Jun 2023 21:54

Operator : CG\JU

Sample : 03224-01 2X :
Misc : COMPOSIT-SB-01/02

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 7
R.T. EstConc Area Relative to ISTD R.T.
5.093 2.32 ng 56111 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
Abundance Scan 511 (5.093 min): BF133819.D\data.ms (-508) (-) m/z 43.00 100.00%
3.0
59.0
5000
B ARARENEsSsaEs
‘ 831 101.0 4.80 5.00 5.20 5.40
e el L m/z 59.e0  52.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 UL L B LI L L BN
4.80 5.00 5.20 5.40
101.0 m/z 101.00  16.38%
3]‘..0 0 ‘ 83.0 |
\\\’\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5057: Propane, 1-ethoxy-2-methyl-
59.0
A RARE e
4.80 5.00 5.20 5.40
5000 m/z 58.00 13.54%
41.0
ZQ.F
102.0
73.0
-1 .2
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime R e a
43.0 4.80 5.00 5.20 5.40
m/z 41.00 9.29%
5000
101.0
150 310 | %80 505 geo
e e e e e L RARAREwEEEE S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
Data File : BF133819.D

Acqg On : 16 Jun 2023 21:54

Operator : CG\JU

Sample : 03224-01 2X :
Misc . COMPOSIT-SB-01/02

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Anthracene, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.922 3.42 ng 101075  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
3 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 91
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 91
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
Abundance Scan 1672 (11.922 min): BF133819.D\data.ms (-1669) (- m/z 192.10 100.00%
192.1
5000
430 730
— =
12.00
227.1256.3
m/z 191.10 57.43%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #67024: Anthracene, 2-methyl-
192.0
5000 LA
12.00
m/z 43.00 32.77%
165.0
39.0 “8%0u1150 o “M
\H‘HH‘HH‘HH‘\\H‘\H\‘HH‘HH‘HH‘H \‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #67020: Anthracene, 9-methyl-
192.0
——
12.00
5000 m/z 73.00 27 .45%
96.0
165.0
270 63\0 I \“ 1260 4 \‘ H‘H
A R L e e e e
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #67019: 1H-Indene, 2-phenyl-
192.0 12.00
m/z 189.05 26.93%
5000
165.0
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
Data File : BF133819.D

Acqg On : 16 Jun 2023 21:54

Operator : CG\JU

Sample : 03224-01 2X :
Misc : COMPOSIT-SB-01/02

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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.
12.010 2.37 ng 70033  Phenanthrene-d1e 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 76
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 64
3 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 50
4 Pyrimidine, 6-oxo0-4-(3-fluorophe... 190 C10H7FN20 085979-55-1 28
5 Pyrimidine, 2-chloro-5-phenyl- 196 C10H7CIN2 022536-62-5 25

Abundance Scan 1687 (12.010 min): BF133819.D\data.ms (-1683) (- m/z 190.10 100.00%

19p.1
5000
94.5 ,/\MJ\f“*

12 OO
63.0 125 9 (
T T sl “‘ R f \“H\ -t ”| LB \2\8\9” m/Z 189.05 92.52%
m/z--> 50 100 150 200 250
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
5000
12 00
95.0 m/z 192.05 37.10%
20,899 | ss0 |
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
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
R i
12.00
5000 m/z 191.10  34.35%
94.0
T T T T ‘ T T \‘ T ‘ T T T T ‘ T T T h ‘ T T T T ‘ T T T
miz--> 50 100 150 200 250
Abundance #64350: 2,2'-Bis(4,5- d|methyl|m|dazole) A R I
189. 12.00
m/z 94.50  21.40%
5000
42.0 122.0
I
T T ‘\ \‘ “ \‘\ T \‘h‘ H\ T T T ‘ T T ‘ T T T T ‘ T T T T ‘ T
m/z--> 50 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
Data File : BF133819.D

Acqg On : 16 Jun 2023 21:54

Operator : CG\JU

Sample : 03224-01 2X :
Misc : COMPOSIT-SB-01/02

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 11H-Benzo[a]fluoren-11-one Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.892 2.99 ng 103782  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 55
2 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 50
3 1-Docosanethiol 342 C22H46S 007773-83-3 47
4 Propionic acid, 3-iodo-, hexadec... 424 C19H37102 1000406-24-7 38
5 6H-Benz[de]anthracen-6-one 230 C17H100 080252-14-8 35
Abundance Scan 2007 (13.892 min): BF133819.D\data.ms (-2004) (- m/z 230.10 100.00%
230.1
57.1
5000
11.1 N LN
13.50 14.00
. ‘\ u\ l’ml{l ‘Hm‘\‘ iy ’\m‘\h‘u I 5“\\‘ ‘2‘8‘]"\(\‘)\;333‘\0‘3‘)7‘(‘3 9‘ , ‘4‘4"4“ m/z 57.10 82.38%
mlz--> 100 150 200 250 300 350 400
Abundance #111819: 11H-Benzo[a]fluoren-11-one
230.0
5000 — ——
13.50 14.00
101.0 m/z 43.10 75.29%
0,)|, 19|
\\1‘\\\\’\\\\]\\\\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350 400
Abundance #111824: 7H-Benz[de]anthracen-7-one
230.0
— ——
13.50 14.00
5000 ITI/Z 55.05 62.32%
101.0
51.0 | | 174.0)
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #251509: 1-Docosanethiol — T
430 970 13.50 14.00
m/z 41.10 46.41%
5000
I 308.0
i |
,,‘@“%w I
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00

8270-BF060923.M Mon Jun 19 06:28:06 2023 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
Data File : BF133819.D

Acqg On : 16 Jun 2023 21:54

Operator : CG\JU

Sample : 03224-01 2X :
Misc : COMPOSIT-SB-01/02

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 6 Triphenylphosphine oxide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.145 2.51 ng 87214  Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 94
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 86
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 59
4 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 50
5 Etocrylene 277 C18H15N02 005232-99-5 49

Abundance Scan 2050 (14.145 min): BF133819.D\data.ms (-2047) (- m/z 277.05 100.00%

277.1
5000
77.0 N

152.1 h M 14.00 14.50
il

“”JMWkuWWMW‘hu“‘ oo d . 3541398 o065 32.94%

m/z--> 50 100 150 200 250 300 350 400
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
199.0 JPaNRYA S

5000
152.0 14.00 14.50

‘ 95.0

| ‘\‘\\m‘”\‘ | Lud \H m‘\“‘””‘HH‘HH‘HH“

miz-> 50 100 150 200 250 300 350 400

Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

—
14.00 14.50
5000 m/z 199.05 21.67%

77.0 183.0
20| |, 1280} | o |
m/z--> 50 100 150 200 250 300 350 400

Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)h 7 —T
277.0 14.00 14.50

m/z 183.00  20.18%

5000
77.0 183.0
‘ ‘\ | 13% 0\ h “ | L

m/z--> 50 100 150 200 250 300 350 400 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
Data File : BF133819.D

Acqg On : 16 Jun 2023 21:54

Operator : CG\JU

Sample : 03224-01 2X :
Misc COMPOSIT-SB-01/02

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Benzo[e]pyrene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.427 4.11 ng 70806  Perylene-di12 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 90
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 86
3 Benzo[a]pyrene 252 C20H12 000050-32-8 81
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 81
5 Perylene 252 C20H12 000198-55-0 81
Abundance Scan 2268 (15.427 min): BF133819.D\data.ms (-2266) (- m/z 252.10 100.00%
252.1
w M
‘Y—Y—Y—Y—'—Y—Y—Y—Y’
e 319.1  387.0 1950
iR —— w‘“c e R L o m/z 250.10  28.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 T
15.50
m/z 253.10  22.99%
125.0
9.0 83.0 | 2000 |
\\‘\\\\’\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\’\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138563: BenzolKk]fluoranthene
252.0
—
15.50
5000 m/z 125.00 12.86%
126.0
74.0 | ‘ﬂ 200.0,
o e e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #138555: Benzo[a]pyrene —
252.0 15.50
m/z 126.05 12.59%
5000
126.0
740 | | 2000
B B T e T e B man s S —
m/z--> 50 100 150 200 250 300 350 400 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
Data File : BF133819.D

Acqg On : 16 Jun 2023 21:54

Operator : CG\JU

Sample 1 03224-01 2X :
Misc . COMPOSIT-SB-01/02

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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|
Butane, 2-metho... 2.140 5.7 ng 138439 1 6.863 484319 20.0
2-Pentanone, 4-... 5.093 2.3 ng 56111 1 6.863 484319 20.0
Anthracene, 2-m... 11.922 3.4 ng 101075 4 11.392 591617 20.0
4H-Cyclopenta[d... 12.010 2.4 ng 70033 4 11.392 591617 20.0
11H-Benzo[a]flu... 13.892 3.0 ng 103782 5 14.051 694948 20.0
Triphenylphosph... 14.145 2.5 ng 87214 5 14.051 694948 20.0
Benzo[e]pyrene 15.427 4.1 ng 70806 6 15.557 344699 20.0
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