LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120524\
Data File : BF140756.D

Acqg On : 05 Dec 2024 18:37
Operator : RC/JU

Sample : P5105-01

Misc :

ALS Vvial : 15 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-BF112124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140756.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.122 3 5 19 rvB 571365 808417 41.98%  3.695%
2 2.234 19 24 37 rVB 16701 29915 1.55% 0.137%
3 5.087 504 509 525 rVB 97859 148552 7.71% 0.679%
4 5.504 575 580 598 rBV 761011 1097656 57.00% 5.017%
5 6.510 746 751 777 rBV 752160 1143626 59.39% 5.227%
6 6.869 807 812 819 rBV 304116 370109 19.22% 1.691%
7 7.433 902 908 918 rBV 550175 740603 38.46%  3.385%
8 7.686 945 951 962 rBvV2 16598 30791 1.60% 0.141%
9 8.151 1022 1030 1042 rBV 337683 492031 25.55% 2.249%
10 8.369 1061 1067 1075 rBV3 14911 37241 1.93% 0.170%
11  8.675 1112 1119 1124 rBV7 7592 22344 1.16% 0.102%
12 8.792 1132 1139 1143 rBV3 13086 30317 1.57% 0.139%
13 8.863 1148 1151 1158 rW 14022 24651 1.28% 0.113%
14 8.963 1163 1168 1174 rVV2 14015 25906 1.35% 0.118%
15 9.222 1207 1212 1220 rBV 1049383 1321051 68.61% 6.037%
16 9.298 1221 1225 1229 rW 31098 42554 2.21% 0.194%
17 9.610 1274 1278 1279 rBV3 27684 33110 1.72% 0.151%
18 9.769 1300 1305 1309 rBV 195469 268896 13.96%  1.229%
19 9.816 1310 1313 1318 rVB2 20943 35355 1.84% 0.162%
20 9.904 1322 1328 1333 rBvV 343914 437638 22.73% 2.000%
21 10.216 1377 1381 1387 rBV3 29311 53978 2.80% 0.247%
22 10.322 1393 1399 1402 rBV4 33075 71816 3.73% 0.328%
23 10.363 1402 1406 1414 rVB 39009 56180 2.92% 0.257%
24 10.427 1414 1417 1419 rBV 19959 24924  1.29% 0.114%
25 10.469 1421 1424 1428 rVB 26246 35674 1.85% 0.163%
26 10.545 1433 1437 1439 rBV 23225 34821 1.81% 159%

27 10.616 1445 1449 1456 rVB 141577 194680 10.11%
28 10.698 1458 1463 1473 rVB 439610 596001 30.95%

OONOO®
~
N
PN
R

29 10.810 1476 1482 1489 rVB3 87798 164292  8.53% 751%
30 11.245 1553 1556 1559 rBV 51510 65569 3.41% 300%
31 11.280 1559 1562 1567 rVB3 44097 71030 3.69% 325%
32 11.327 1567 1576 1576 rVB 32712 42477 2.21% 194%

33 11.398 1577 1582 1584 rBV 307230 444043 23.06%
34 11.421 1584 1586 1591 rVB 187208 197796 10.27%
35 11.474 1591 1595 1599 rBV2 74073 115483  6.00%

OO NOO
(]
N
o]
B

36 11.598 1613 1616 1619 rVB 34073 34996 1.82% 0.160%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120524\
Data File : BF140756.D

Acqg On : 05 Dec 2024 18:37
Operator : RC/JU

Sample : P5105-01

Misc :

ALS Vvial : 15 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-BF112124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.674 1626 1629 1634 rVB2 79208 101704 5.28% 0.465%
38 11.768 1642 1645 1649 rBV 166363 217345 11.29% 0.993%
39 11.810 1649 1652 1655 rvv2 96402 136377 7.08% 0.623%
40 11.845 1655 1658 1663 rVB 90513 115431 5.99% 0.528%
41 11.910 1663 1669 1676 rBvV2 189863 465242 24.16% 2.126%
42 11.974 1677 1680 1682 rBv2 43287 54719 2.84% 0.250%
43 12.021 1682 1688 1695 rVB2 376744 700749 36.39% 3.203%
44 12.086 1695 1699 1703 rBV 74138 96739 5.02% 0.442%
45 12.192 1712 1717 1722 rBV 1437942 1925585 100.00%  8.800%
46 12.451 1758 1761 1764 rBV 124972 157014 8.15% 0.718%
47 12.545 1774 1777 1782 rVB4 91555 124246 6.45% 0.568%
48 12.615 1782 1789 1793 rBvV2 402501 591261 30.71% 2.702%
49 12.710 1803 1805 1808 rBV 51936 65548 3.40% 0.300%
50 12.845 1824 1828 1834 rVB 637642 896387 46.55% 4.097%
51 12.980 1847 1851 1860 rVB 787304 1124196 58.38% 5.138%
52 13.068 1862 1866 1871 rBv4 136474 266986 13.87% 1.220%
53 13.151 1877 1880 1887 rBV5 129607 290327 15.08% 1.327%
54 13.280 1899 1902 1910 rVB2 203327 393452 20.43% 1.798%
55 13.692 1968 1972 1978 rVB3 251363 351670 18.26% 1.607%
56 14.051 2029 2033 2036 rBV3 541464 905434 47.02%  4.138%
57 14.080 2036 2038 2043 rVB 518584 648332 33.67% 2.963%
58 14.451 2099 2101 2105 rVB 146556 169521 8.80% 0.775%
59 14.486 2105 2107 2110 rBV 91674 107268 5.57% 0.490%
60 14.586 2121 2124 2131 rVB2 176383 268928 13.97% 1.229%
61 15.133 2212 2217 2229 rVB 345057 875274 45.45%  4.000%
62 15.439 2265 2269 2275 rVB 241429 360745 18.73% 1.649%
63 15.504 2275 2280 2286 rBvV2 252513 408346 21.21% 1.866%
64 15.568 2286 2291 2295 rBV 173978 271047 14.08%  1.239%
65 17.080 2543 2548 2558 rVB 106694 227695 11.82% 1.041%

66 17.545 2621 2627 2637 rVB 98818 218775 11.36%  1.000%

Sum of corrected areas: 21880866
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120524\
Data File : BF140756.D

Acqg On : 05 Dec 2024 18:37
Operator : RC/JU

Sample : P5105-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF140756.D\data.ms

1400000
1200000
1000000
800000 5.504 6.510

600000122 7.433

400000 6.869

200000
5.087

.234 7.6t

0\\‘/\\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ T T T T[T T [ TrrT Tt

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: BF140756.D\data.ms

12.192
1400000
1200000
9.222
1000000 12.845

800000

600000

400000 8.151

200000
10

0 8.369 8698963

—r— e I 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: BF140756.D\data.ms

1400000

1200000

14.051

1000000

800000

15.133
154

600000

4
400000 068

200000 17.080  17.545

0 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

T ‘ T T ‘ T
17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120524\
Data File : BF140756.D

Acqg On : 05 Dec 2024 18:37
Operator : RC/JU

Sample : P5105-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 2
R.T. EstConc Area Relative to ISTD R.T.
2.122 43.69 ng 808417 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9
Abundance Scan 5 (2.122 min): BF140756.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000
43.1
87.1
R RARARRRRESS
01 ‘ 2.202.302.40 2.50
Ol 2 e m/z 43.10 35.21%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L L N B R L B O
43.0 2.202.302.40 2.50
' 87.0 m/z 87.10  26.38%
29.0
M‘ I ‘\‘ ‘ J{)go ‘ | ‘
0\\‘\H\‘\H\‘H!\‘H!‘\“HH‘HH‘HH‘H\\‘\H\‘\H\‘\H\‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 A
2.202.302.40 2.50
5000 41.0 55.0 m/z 55.10  25.24%
27.0
0 ‘ ‘ | ‘\ | | ‘ i I 112.0 129.0
R T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy- R RARRARasREREa
73.0 2.202.302.40 2.50
m/z 41.10 11.55%
5000
45.0
29.0
0““HM“‘H‘HJH“H?Q[Q“VH“‘H“_‘%pﬁlq‘_“w“‘w““ R R R RRARARRRRES
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120524\
Data File : BF140756.D

Acqg On : 05 Dec 2024 18:37
Operator : RC/JU

Sample : P5105-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 9
R.T. EstConc Area Relative to ISTD R.T.
5.087 8.03 ng 148552  1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Acetone 58 C3H60 000067-64-1 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 509 (5.087 min): BF140756.D\data.ms (-504) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 e S RARREEEES L
| “ 83.0 4.80 5.00 5.20 5.40 ;
o————t— e m/z 59.10 64.99%
miz-> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L BN LR
59.0 4.80 5.00 5.20 5.40
m/z 101.10 22.97%
0 27\\\ Ll | 830 10‘10
\\\’\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
AmmmE e
4.80 5.00 5.20 5.40
5000 2410 m/z 58.10 15.60%
ol L 128020
m/iz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate e RRRREEEEE T
43.0 4.80 5.00 5.20 5.40
m/z 41.10 10.31%
5000
58.0
1§0 " ‘ 100.0
Ot A R R AN S R aa
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120524\
Data File : BF140756.D

Acqg On : 05 Dec 2024 18:37
Operator : RC/JU

Sample : P5105-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Benzophenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.616 8.90 ng 194680  Acenaphthene-die 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 59
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
4 Disulfide, dibenzoyl 274 C14H1002S2 000644-32-6 49
5 1,3,4-Oxadiazin-6-one, 5-isoprop... 216 C12H12N202 173973-78-9 47
Abundance Scan 1449 (10.616 min): BF140756.D\data.ms (-1445) (- m/z 105.10 100.00%
105.1
77.0
182.1
5000
51'0 T ‘ T T ‘ T
10.50 11.00
152.0
Ol il 228 0T 2051w, 77,05 66.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000 — A
10.50 11.00
51.0 m/z 182.10 52.87%
O ‘\\\\‘\\‘\\‘\\\h“‘\\\\‘\‘\\\1‘2\6\.\0\‘]\-\5%\.0‘\\\\‘H\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56777: Azobenzene
71.0
P —
182.0 10.50 11.00
5000 m/z 51.00 24 .09%
51.0 105.0
0l270 ‘ 1280 %20 |
A e EAREmmmmm L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30107: Benzenecarbothioic acid, S-methyl ester = =
105.0 10.50 11.00
m/z 181.10 10.67%
77.0
5000
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120524\
Data File : BF140756.D

Acqg On : 05 Dec 2024 18:37
Operator : RC/JU

Sample : P5105-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.810 7.40 ng 164292  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 72
2 Decane, 2-methyl- 156 C11H24 006975-98-0 68
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 64
4 Tridecane, 7-methyl- 198 C14H30 026730-14-3 64
5 Eicosane 282 C20H42 000112-95-8 64
Abundance Scan 1482 (10.810 min): BF140756.D\data.ms (-1476) (- m/z 57.05 100.00%
57.0
184.1 — e
113.1 ‘ 10.50 11.00
[ — M e I M b 2151 m/z 71.10  79.16%
m/z--> 100 150 200 250
Abundance #158622: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 — —
10.50 11.00
113.0 m/z 43.10 59.35%
‘ ‘ 183.0
ol 2700 L | uaseo T 2220 2680
m/z--> 50 100 150 200 250
Abundance #33083: Decane, 2-methyl-
57.0
— ——
10.50 11.00
5000 m/z 85.10 35.23%
‘ 112.0
AN N R
m/iz--> 50 100 150 200 250
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl- — —
57.0 10.50 11.00
m/z 41.10 30.26%
o w\
1130
0‘2‘7“ L “ LA “‘18‘3‘0“_ “25‘310‘ — —
m/z--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120524\
Data File : BF140756.D

Acqg On : 05 Dec 2024 18:37
Operator : RC/JU

Sample : P5105-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Tetradecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.674 4.58 ng 101704  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Nonadecane 268 C19H40 000629-92-5 70
3 Heneicosane 296 C21H44 000629-94-7 62
4 Dodecane 170 C12H26 000112-40-3 58
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 58

Abundance Scan 1629 (11.674 min): BF140756.D\data.ms (-1626) (- m/z 57.10 100.00%

57.1
5000

192.1 —
99.1 11.50 12.00

“‘W‘N LAl M‘m?2§%2?§9 - m/z 71.10  68.40%

m/z--> 100 150 200 250
Abundance #74005: Tetradecane
57.0

5000

o

T
11.50 12.00
m/z 43.10 67.80%

99.0
O T %a\\ ‘\ ‘!‘ \“‘\ “‘ \H T ]\-4\1 ‘() T T \1\9? 0\ T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #158598: Nonadecane

57.0

T
11.50 12.00

5000 m/z 85.10 48.99%
99.0
ob— \“ \“\ il HH\ ‘\H\‘ h“ AL %4}"0‘ ?‘8‘3“0‘ N ‘2§§'9 —
m/z--> 50 100 150 200 250
Abundance #194590: Heneicosane T —
57.0 11.50 12.00

m/z 41.10 31.92%

5000
99.0
| L\

0 26,0 I H\ h\ h‘ u \%41 Q 183 0 225.0 296.(
L [ T LA B B | L — L —
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120524\
Data File : BF140756.D

Acqg On : 05 Dec 2024 18:37
Operator : RC/JU

Sample : P5105-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Benzene, (1-methyldodecyl)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.769 9.79 ng 217345  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyldodecyl)- 260 C19H32 004534-53-6 86
2 Benzene, (1-methylundecyl)- 246 C18H30 002719-61-1 64
3 Benzene, (1-methyldecyl)- 232 C17H28 004536-88-3 64
4 Benzene, (1-methylheptyl)- 190 C14H22 000777-22-0 59
5 Benzene, (1-methylnonyl)- 218 C16H26 004537-13-7 53

Abundance Scan 1645 (11.768 min): BF140756.D\data.ms (-1642) (-] ' m/z 105.10 100.00%
105.1

F
—

5000
1150 12,00
411 770 260.3 : '
Obrrrfiere Ol 1474 1921 2801 %05 Tie6 16 12.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #148575: Benzene, (1-methyldodecyl)-
105.0
5000 T T T T /k\ T T T

o

70| | 14701760 2170 2500
\‘\H\‘\H\‘H\\‘H\\‘HH‘H\\‘H\\‘HH‘\\H‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #131090: Benzene, (1-methylundecyl)-
105.0

T T
11.50 12.00

5000 ITI/Z 41.10 5.52%
0 410 770, | 147.0175.0 207.0 246.0
et e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #114093: Benzene, (1-methyldecyl)- 7 —
105.0 11.50 12.00
m/z 104.05 4.62%
5000
0 410 770 | 147.0175.0203.0 232.0
e e e e e e e T e S —=
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\BF120524\
Data File : BF140756.D

Acqg On : 05 Dec 2024 18:37
Operator : RC/JU

Sample : P5105-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Phenylacetic acid, 2-chloro... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.810 6.14 ng 136377  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenylacetic acid, 2-chloroethyl... 198 C10H11Cl02 1000331-13-2 50
2 2-Benzyloxyphenylethylamine 227 C15H17NO 080938-36-9 43
3 Benzene, (1-pentylheptyl)- 246 C18H30 002719-62-2 38
4 Benzene, (1-pentyloctyl)- 260 C19H32 004534-49-0 38
5 Benzene, (1-pentylhexyl)- 232 C17H28 004537-14-8 32
Abundance Scan 1652 (11.810 min): BF140756.D\data.ms (-1649) (- m/z 91.10 100.00%
91.1
- MLMMM
198.1 — s
411 119.1 161.2 | 274 11.50 12.00
Obrerstieet bbb 23T 7 10810 19.63%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #73081: Phenylacetic acid, 2-chloroethyl ester
91.0
5000 e —~=
11.50 12.00
198.0 m/z 197.10 14.24%
119.0
027‘-0 630 49.0
\‘\H\“HH’HH‘\\‘H‘HH’HH‘\H\‘HH’HH“\\H‘HH’HH‘\\H‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #108115: 2-Benzyloxyphenylethylamine
91.0
P R
11.50 12.00
5000 m/z 161.15 12.69%
198.0
0 510 | | 1320 . 227.0
e e e S e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #131087: Benzene, (1-pentylheptyl)- . —
91.0 11.50 12.00
m/z 105.10 9.72%
5000
119.0 161.0
Oy 4890200
m/z--> 20 40 60 80 100120140160 180 200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120524\
Data File : BF140756.D

Acqg On : 05 Dec 2024 18:37
Operator : RC/JU

Sample : P5105-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 8 unknownll.845 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.845 5.20 ng 115431  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenethyl isocyanate 147 CSHONO 001943-82-4 47
2 Benzene, (1-butyloctyl)- 246 C18H30 002719-63-3 43
3 Benzene, (1-butylnonyl)- 260 C19H32 004534-50-3 38
4 Benzene, (1-butylhexyl)- 218 C16H26 004537-11-5 38
5 Benzene, (1,1-diethylpropyl)- 176 C13H20 004170-84-7 37

Abundance Scan 1658 (11.845 min): BF140756.D\data.ms (-1655) (- m/z 91.10 100.00%
91.1

3

5000
147.1
411 ‘ 217.2 274 % 11.50 12.00
Ot b b FTSL | 245227450 65 30.40%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #26078: Phenethyl isocyanate
91.0
5000 = ——
11.50 12.00
147.0 m/z 105.10  14.57%
0280\ \6\3\)‘0\ I 1190 L
\‘\\H’HH‘HH‘HH‘H\\‘\\H’HH‘HH‘HH‘HH‘HH’HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #131081: Benzene, (1-butyloctyl)-
91.0
— A
11.50 12.00
5000 ITI/Z 217.20 10.03%
147.0
0 ‘41\\0 | 1190 ‘ 189.0 246.0
A R e RARAE
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #148565: Benzene, (1-butylnonyl)- M 7
91.0 11.50 12.00
m/z 92.05 8.85%
5000
147.0
. 410 | 1190 ‘ 17502080 2600
WH‘WH‘W‘HW‘HW‘H‘_H‘M‘H_‘H_‘H‘HH‘HH,H‘WH‘W‘ = ——
m/z--> 20 40 60 80 100120 140160 180200220 240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120524\
Data File : BF140756.D

Acqg On : 05 Dec 2024 18:37
Operator : RC/JU

Sample : P5105-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 9 wunknownl1.910 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.910  20.95 ng 465242  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-propylnonyl)- 246 C18H30 002719-64-4 30
2 Benzene, (1-propyldecyl)- 260 C19H32 004534-51-4 27
3 Benzene, (1-propyloctyl)- 232 C17H28 004536-86-1 27
4 Benzene, (1-hexyloctyl)- 274 C20H34 004534-54-7 25
5 [(N-t-Butoxycarbonyl-0O-benzyl)gl... 570 C3@H38N209 1000187-88-9 22
Abundance Scan 1669 (11.910 min): BF140756.D\data.ms (-1663) (- m/z 91.05 100.00%
91.0
5000
133.0 192.1
==
411 2312 2747 12.00
161.1
0“HHNHm_www‘kﬂhwy‘m_m‘ﬁuw‘wm‘uWHMWH‘WHM“ m/z 192.10 32.08%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #131085: Benzene, (1-propylnonyl)-
91.0
5000 1
12.00
133.0 m/z 133.00  28.94%
0 \\4]”0 m ‘ \‘ | I \1610 20\\?’0 24‘60
\‘HH‘\H\‘HH’HH’HH‘HH‘\\H‘\H\‘HH‘HH‘HH’HH’HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #148568: Benzene, (1-propyldecyl)-
91.0
——
12.00
5000 m/z 191.10 18.68%
133.0
0 “\4]”0 T Lol \161'0 21\7.0 2690
e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #114092: Benzene, (1-propyloctyl)- —
91.0 12.00
m/z 189.10 10.97%
5000
133.0
. 410 | 1610870 2320
e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120524\
Data File : BF140756.D

Acqg On : 05 Dec 2024 18:37
Operator : RC/JU

Sample : P5105-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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@ Benzene, (1l-ethyloctyl)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.021 31.56 ng 700749  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1l-ethyloctyl)- 218 C16H26 004621-36-7 52
2 Benzeneacetic acid, .alpha.-ethy... 192 C12H1602 000119-43-7 47
3 Benzene, (1-ethylnonyl)- 232 C17H28 004536-87-2 46
4 Benzene, (1-ethylundecyl)- 260 C19H32 004534-52-5 46
5 Benzene, (1l-ethyldecyl)- 246 C18H30 002400-00-2 43
Abundance Scan 1688 (12.021 min): BF140756.D\data.ms (-1682) (| m/z 91.85 100.00%
91.0
- MWMM
41.1 1921 12.00 |
: 33.0 245.3574 3 :
ol L LT 26RE “U“‘ b m/z 119.05  47.14%
miz--> 50 100 150 200 250
Abundance #96882: Benzene, (1-ethyloctyl)-
91.0
5000 = ‘
12.00
m/z 192.10 18.47%
41.0
| 120.0 189.0218.0
0 4 ‘\“‘\ L \“‘\H‘} T T \‘\ T ——— A
miz--> 50 100 150 200 250
Abundance #66751: Benzeneacetic acid, .alpha.-ethyl-, ethyl ester
91.0
R \
12.00
5000 m/z 105.10 12.83%
192.0
29.0
120.0
ol g0, | 4" 1es0 [
m/iz--> 50 100 150 200 250
Abundance #114089: Benzene, (1-ethylnonyl)- ‘Ar~‘ I ‘
91.0 12.00
m/z 189.10 12.26%
5000
\4]“0 | ‘12‘ .0 161.0 203.0232.0
L e M v R e —
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\BF120524\
Data File : BF140756.D

Acqg On : 05 Dec 2024 18:37
Operator : RC/JU

Sample : P5105-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 11 Pentacosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.086 4.36 ng 96739  Phenanthrene-d1e 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 81
2 Hexadecane 226 C1l6H34 000544-76-3 81
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 81
4 Tetracosane 338 (C24H50 000646-31-1 81
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 74
Abundance Scan 1699 (12.086 min): BF140756.D\data.ms (-1695) (- m/z 57.10 100.00%
57.1
5000 JLMM
0. — T
| 65.1 208.124 , 12.00
(- A, B e b “”“u e ﬁ e m/z 71.10 68.19%
miz--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
5000 — :
12.00
99.0 m/z 43.10 67.47%
o 1L d)| 141018302250 2050 352
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #107216: Hexadecane
57.0
— T \
12.00
5000 m/z 85.10 49.,48%
99.0
SIS LETE TR W
m/z--> 50 100 150 200 250 300 350
Abundance #107244: Dodecane, 2-methyl-6-propyl- ——
57.0 12.00
m/z 41.10 28.17%
B WL
99.0 140.0
182.0
R 0 I P it -1 B S
m/z--> 50 100 150 200 250 300 350 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120524\
Data File : BF140756.D

Acqg On : 05 Dec 2024 18:37
Operator : RC/JU

Sample : P5105-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 12 Benzene, (1-methyltridecyl)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.192 86.73 ng 1925590  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyltridecyl)- 274 C20H34 004534-59-2 74
2 Benzene, (1-methyldecyl)- 232 C17H28 004536-88-3 70
3 Benzene, (1-methylundecyl)- 246 C18H30 002719-61-1 58
4 Benzene, (1-methyldodecyl)- 260 C19H32 004534-53-6 55
5 Benzene, (1-methylheptyl)- 190 C14H22 000777-22-0 53
Abundance Scan 1717 (12.192 min): BF140756.D\data.ms (-1712) (|  m/z 105.10 100.00%
105.1
5000
AE"TEERT"
41.1 274.3 . :
Ol i 740 | ‘ﬂ“ JAar1 | 20812360 THC 0 n/z 106.10  13.65%
miz--> 50 100 150 200 250 300
Abundance #166414: Benzene, (1-methyltridecyl)-
105.0
5000 J¥ U 1
12.00 12.50
m/z 91.10 11.58%
274.0
o A0 230 | 1470 189.0 2310 '
T T T ‘ 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
Abundance #114094: Benzene, (1-methyldecyl)-
105.0
P —
12.00 12.50
5000 m/z 41.10 5.21%
232.0
0 65.0, | | _ 1470 1900
el S 2 L
m/iz--> 50 100 150 200 250 300
Abundance #131090: Benzene, (1-methylundecyl)- T —
105.0 12.00 12.50
m/z 104.05 4.83%
5000
0 “41‘;“)‘ 720 | 1470 2070 2460 ‘
B e e e e I P o
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120524\
Data File : BF140756.D

Acqg On : 05 Dec 2024 18:37
Operator : RC/JU

Sample : P5105-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 13 Phenanthrene, 2,5-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.451 7.07 ng 157014  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 93
2 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 93
3 Phenanthrene, 2,7-dimethyl- 206 Cl6H14 001576-69-8 90
4 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 83
5 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 81

Abundance Scan 1761 (12.451 min): BF140756.D\data.ms (-1758) (-} | m/z 206.10 100.00%
206.1

5000

-

T
12.50

01 m/z 191.10 49.46%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 L
12.50
101.0 m/z 189.10 28.90%
' 165.0 ‘
OH\2‘\7\.\0\‘\\\6\%.91‘\1‘\“rfh‘\\H‘\\H‘H1\’\‘\\i”‘\\M\i‘h{‘u\‘HH‘HH’HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #82932: 9,10-Dimethylanthracene
206.0
—
12.50
5000 ITI/Z 205.10 22.73%

m/z--> 20 40 60 80 100120140160180200220240260

=

Abundance #82949: Phenanthrene, 2,7-dimethyl- ——
206.0 12.50
m/z 207.10 16.21%
5000
102.0 ‘
o060 | o | -
m/z--> 20 40 60 80 100120140160180200220240260 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120524\
Data File : BF140756.D

Acqg On : 05 Dec 2024 18:37

Operator : RC/JU

Sample : P5105-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 14 Cyclopenta(def)phenanthrenone

Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.545 5.60 ng 124246  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 91
2 5,6,7,8-Tetrahydrothieno[2,3-b]q... 204 C11H12N2S 122914-50-5 58
3 Acetamide, 2-(3,4-dihydro-1-isoq... 332 C17H14F2N20S  1000270-76-1 47
4 .alpha.-L-6-Deoxymannopyranose, ... 452 C18H4405S5i4 055057-21-1 47
5 6-Chloro-2,3,4,9-tetrahydro-1H-c... 248 C13H13C1N20 1000303-44-7 47

Abundance Scan 1777 (12.545 min): BF140756.D\data.ms (-1774) (- m/z 204.10 100.00%
204.1
5000
145.1
U \
88.0 M 12.50
ob 500 Ly il | ;‘h L2522853 /7 176.10  37.40%
miz--> 50 100 150 200 250 300
Abundance #80568: Cyclopenta(def)phenanthrenone
204.0
5000 —— :
12.50
88.0 m/z 206.10  27.57%
150.0 ‘
O LI ‘ T \“\ ‘\ 1T T ‘} T \“‘\ T ‘ T L T ‘ T L T ‘ T L T
miz--> 50 100 150 200 250 300
Abundance #79578: 5,6,7,8-Tetrahydrothieno[2,3-b]quinolin-4-amine
204.0
T \
12.50
5000 ITI/Z 145.05 27 .30%
520 940  150.0 “ ‘
I oA ATV e | S——
miz--> 50 100 150 200 250 300
Abundance #238913: Acetamide, 2-(3,4-dihydro-1-isoquinolinylthio)-N e ‘
204.0 12.50
m/z 205.10 20.81%
5000 130.0
77.0
01390 L 100 | 2390 279.0 332 P
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120524\
Data File : BF140756.D

Acqg On : 05 Dec 2024 18:37
Operator : RC/JU

Sample : P5105-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 15 11H-Benzo[b]fluorene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.068 5.90 ng 266986  Chrysene-di2 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 87
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 76
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 70
Abundance Scan 1866 (13.068 min): BF140756.D\data.ms (-1862) (- m/z 216.10 100.00%
216.1
- M
94.6 175. 1200 |
431 | 1331 ] % ‘ 2592 3083 13.00
Ot ot bl bl gl T 900 m/z 215.10  94.66%
miz-> 50 100 150 200 250 300
Abundance #94576: 11H-Benzo[b]fluorene
216.0
5000 - ‘
13.00
108.0 ITI/Z 189.20 29.69%
57.0 M 163.0‘
O\\\\“\\\\“\\\‘\‘\“\\h\‘\M\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #94565: Pyrene, 1-methyl-
216.0
RN T
13.00
5000 m/z 213.10 24.52%
95.0
0]-4-0 50.0 \‘ \H 163.0 h“ , h‘
1
miz--> 50 100 150 200 250 300
Abundance #94578: Fluoranthene, 2-methyl- — ‘
216.0 13.00
m/z 217.20  21.38%
5000
108.0
m/z--> 50 100 150 200 250 300 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120524\
Data File : BF140756.D

Acqg On : 05 Dec 2024 18:37
Operator : RC/JU

Sample : P5105-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 16 Pyrene, 1-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.151 6.41 ng 290327  Chrysene-di2 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 76
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 59
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 58
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 53
5 Pyrene, 4-methyl- 216 C17H12 003353-12-6 50

Abundance Scan 1880 (13.151 min): BF140756.D\data.ms (-1877) (- m/z 216.10 100.00%

216.1
5000
175.

94.6 =5 =
13.00 13.50
: é%%“u‘w‘k%%%ﬁ m um‘??%g‘ﬁ“§4ﬁ4' m/z 215.18 91.51%

|
miz--> 50 100 150 200 250 300 350
Abundance #94566: Pyrene, 1-methyl-
216.0

o

5000 R —
13.00 13.50
94.0 m/z 189.20 34.10%
| se0 || o] |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #94572: 11H-Benzol[b]fluorene
216.0
—— —
13.00 13.50
5000 m/z 175.20 29.23%
107.0
0270630 |~ 1630 H
—
m/z--> 50 100 150 200 250 300 350
Abundance #94579: Fluoranthene, 2-methyl- — —
216.0 13.00 13.50

m/z 213.10  24.10%

5000
108.0
0270 630 | 163.0 | ‘ﬂ

—
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120524\
Data File : BF140756.D

Acqg On : 05 Dec 2024 18:37
Operator : RC/JU

Sample : P5105-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 17 Pyrene, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.280 8.69 ng 393452  Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 2-methyl- 216 C17H12 003442-78-2 93
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 83
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 81
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 76
5 Pyrene, 4-methyl- 216 C17H12 003353-12-6 70
Abundance Scan 1902 (13.280 min): BF140756.D\data.ms (-1899) (- m/z 216.10 100.00%
216.1
94.6 r T
13.00 13.50
161.1 287.3 .
= BN N vkl 1 e 2984 sz 215,10 58.23%
miz--> 50 100 150 200 250 300 350
Abundance #94567: Pyrene, 2-methyl-
216.0
5000 - ——
95.0 13.00 13.50
m/z 189.20 35.71%
0 53.0 L ‘ t ‘“ 163-0 h‘ " h‘
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #94573: 11H-Benzol[a]fluorene
216.0
—— —
13.00 13.50
5000 m/z 217.20 24.03%
107.0
ol40 630 | 1630 |
e e
m/z--> 50 100 150 200 250 300 350
Abundance #94566: Pyrene, 1-methyl- T —
216.0 13.00 13.50
m/z 94.60 15.84%
5000
94.0
0 50'0 “ H 163.0 ‘\‘\ 4 h‘
e —— ——
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120524\
Data File : BF140756.D

Acqg On : 05 Dec 2024 18:37
Operator : RC/JU

Sample : P5105-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 18 11H-Benzo[a]fluoren-11-one Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.692 7.77 ng 351670  Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 93
2 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 70
3 1-Pyrenecarboxaldehyde 230 C17H1e00 003029-19-4 53
4 p-Terphenyl 230 C18H14 000092-94-4 43
5 o-Terphenyl 230 C18H14 000084-15-1 43

Abundance Scan 1972 (13.692 min): BF140756.D\data.ms (-1968) (- m/z 230.10 100.00%
1

230.
5000
91

1
‘ 1554 13.50 14.00

431 ‘ H . :

S B T “ ‘ | ‘H 1. 27913283 386 . 517.00  26.65%

miz--> 50 100 150 200 250 300 350
Abundance #111819: 11H-Benzo[a]fluoren-11-one
230.0

o

5000 — —
13.50 14.00
101.0 m/z 91.10 26.27%
00, | 1740
0\\\‘\i‘\“\“\“\“’\‘\\\i‘\\m\\““\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #111820: 7H-Benz[de]anthracen-7-one
230.0
— —
13.50 14.00
5000 m/z 202.10 24 .43%
101.0
174.0
o 500, 1]
m/z--> 50 100 150 200 250 300 350
Abundance #111816: 1-Pyrenecarboxaldehyde T —
230.0 13.50 14.00

m/z 105.10  19.53%

174.0
ES<IUNUY IV N E— S
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120524\
Data File : BF140756.D

Acqg On : 05 Dec 2024 18:37
Operator : RC/JU

Sample : P5105-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 19 2-Methylchrysene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.586 5.94 ng 268928  Chrysene-di2 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylchrysene 242 C19H14 003351-32-4 89
2 Chrysene, 5-methyl- 242 C19H14 003697-24-3 89
3 Chrysene, 1-methyl- 242 C19H14 003351-28-8 89
4 Chrysene, 6-methyl- 242 C19H14 001705-85-7 86
5 Benz[a]anthracene, 12-methyl- 242 C19H14 002422-79-9 86
Abundance Scan 2124 (14.586 min): BF140756.D\data.ms (-2121) (-} | m/z 242.10 100.00%
242.1
- \/\/Jf\\/L
14,50 |
107.3 :
189.1 )
ol ST i SRR, 8293 428 0 039,10 36.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #126434: 2-Methylchrysene
242.0
5000 — :
14.50
120.0 m/z 241.15 30.25%
28'0 75'0\\ I h 18.7'0 A h‘\ i
\\\‘\\\\’\\\\’\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #126443: Chrysene, 5-methyl-
242.0
N T
14.50
5000 m/z 240.10 22.53%
120.0
e U BT VW A
m/z--> 50 100 150 200 250 300 350 400
Abundance #126442: Chrysene, 1-methyl- T
242.0 14.50
m/z 243.10  20.77%
5000
120.0
o830l tero —
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120524\
Data File : BF140756.D

Acqg On : 05 Dec 2024 18:37

Operator : RC/JU

Sample : P5105-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
: 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 20 Benzo[e]pyrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.439 26.62 ng 360745  Perylene-d12 15.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 96
3 Perylene 252 C20H12 000198-55-0 95
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 93

Abundance Scan 2269 (15.439 min): BF140756.D\data.ms (-2265) (- m/z 252.10 100.00%
252.1
—
125.0 15.50
ol 490870, | 2001, 4 30813512 ., 356,10  29.04%
miz--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 T
15.50
m/z 253.10 21.16%
125.0
0390 830 | 200.0. ||
\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #138563: BenzolKk]fluoranthene
252.0
—
15.50
5000 m/z 125.00 11.35%
126.0
o B0l o0, |
m/z--> 50 100 150 200 250 300 350
Abundance #138551: Perylene T
252.0 15.50
m/z 251.10 10.18%
5000
125.0
ol70 830 \H 2000, |
B e e
m/z--> 50 100 150 200 250 300 350 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120524\
Data File : BF140756.D

Acqg On : 05 Dec 2024 18:37
Operator : RC/JU

Sample : P5105-01

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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... 2.122 43.7 ng 808417 1 6.869 370109 20.0
2-Pentanone, 4-... 5.087 8.0 ng 148552 1 6.869 370109 20.0
Benzophenone 10.616 8.9 ng 194680 3 9.904 437638 20.0
Pentadecane, 2,... 10.810 7.4 ng 164292 4 11.398 444043 20.0
Tetradecane 11.674 4.6 ng 101704 4 11.398 444043 20.0
Benzene, (1-met... 11.769 9.8 ng 217345 4 11.398 444043 20.0
Phenylacetic ac... 11.810 6.1 ng 136377 4 11.398 444043 20.0
unknownl1. 845 11.845 5.2 ng 115431 4 11.398 444043 20.0
unknown11.910 11.910 20.9 ng 465242 4 11.398 444043 20.0
Benzene, (1-eth... 12.021 31.6 ng 700749 4 11.398 444043 20.0
Pentacosane 12.086 4.4 ng 96739 4 11.398 444043 20.0
Benzene, (1-met... 12.192 86.7 ng 1925590 4 11.398 444043 20.0
Phenanthrene, 2... 12.451 7.1 ng 157014 4 11.398 444043 20.0
Cyclopenta(def)... 12.545 5.6 ng 124246 4 11.398 444043 20.0
11H-Benzo[b]flu... 13.068 5.9 ng 266986 5 14.057 905434 20.0
Pyrene, 1-methyl- 13.151 6.4 ng 290327 5 14.057 905434 20.0
Pyrene, 2-methyl-  13.280 8.7 ng 393452 5 14.057 905434 20.0
11H-Benzo[a]flu... 13.692 7.8 ng 351670 5 14.057 905434 20.0
2-Methylchrysene 14.586 5.9 ng 268928 5 14.057 905434 20.0
Benzo[e]pyrene 15.439 26.6 ng 360745 6 15.568 271047 20.0
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