LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062625\
Data File : BF142876.D

Acqg On : 26 Jun 2025 19:04
Operator : RC/JU

Sample : Q2403-07

Misc :

ALS Vvial : 21  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-BF061925.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF142876.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.087 486 492 504 rVB 112360 162425 9.57% 1.049%
2 5.493 555 561 576 rBvV 956101 1239765 73.01% 8.008%
3 6.504 727 733 744 rBV 955310 1297280 76.40% 8.379%
4 6.875 791 796 801 rBV 397751 484433 28.53% 3.129%
5 7.434 886 891 902 rBV 627271 827520 48.74%  5.345%

6 7.887 962 968 976 rBV 14625 33875 2.00% 0.219%
7 8.157 1009 1014 1022 rBV 502428 640578 37.73% 4.137%
8 9.234 1191 1197 1202 rBV 1376413 1697973 100.00% 10.967%
9 9.569 1250 1254 1258 rBV 27861 34038 2.00% 0.220%

9

10 .916 1305 1313 1317 rBV 541106 674878 39.75%  4.359%
11 9.945 1317 1318 1323 rVB 26726 22935 1.35% ©.148%
12 10.122 1343 1348 1352 rBV 18759 23406 1.38% 0.151%
13 10.316 1377 1381 1388 rBvV4 9626 17599 1.04% 0.114%
14 10.463 1403 1406 1412 rVB 22187 28767 1.69% ©.186%
15 10.628 1429 1434 1440 rBV 197516 244266 14.39% 1.578%
16 10.704 1442 1447 1458 rBV 579859 748617 44.09%  4.835%
17 10.828 1463 1468 1474 rVV4 19817 36059 2.12% ©0.233%
18 10.939 1483 1487 1492 rVB 33347 41546 2.45%  ©.268%
19 11.210 1530 1533 1537 rBV 14496 18199 1.07% 0.118%
20 11.292 1545 1547 1553 rVB2 17097 25469 1.50% 0.165%
21 11.404 1561 1566 1575 rBV2 443097 754811 44.45%  4.875%
22 11.481 1576 1579 1582 rVB 27427 32618 1.92% 0.211%
23 11.639 1603 1606 1612 rVB2 17236 24463 1.44% 0.158%
24 11.928 1651 1655 1662 rVB3 115322 163232 9.61% 1.054%
25 12.022 1667 1671 1678 rVB 43128 79699  4.69%  0.515%
26 12.545 1757 1760 1767 rVB 37996 50725 2.99% 0.328%
27 12.622 1768 1773 1778 rBV 346192 436498 25.71%  2.819%
28 12.716 1786 1789 1793 rBV 30785 36815 2.17% ©.238%
29 12.851 1806 1812 1818 rBV 345189 485826 28.61% 3.138%
30 12.992 1830 1836 1843 rVB 912229 1216150 71.62%  7.855%
31 13.069 1845 1849 1854 rBV2 32109 52842 3.11% ©0.341%
32 13.175 1860 1867 1871 rVB2 44290 95204 5.61% 0.615%
33 13.280 1882 1885 1893 rVB3 43277 71034 4.18% 0.459%
34 13.375 1898 1901 1904 rBV 21924 25903 1.53% 0.167%
35 13.410 1904 1907 1910 rVB3 14329 17020 1.00% ©.110%
36 13.686 1951 1954 1959 rVB 44459 57962 3.41% 0.374%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062625\
Data File : BF142876.D

Acqg On : 26 Jun 2025 19:04
Operator : RC/JU

Sample : Q2403-07

Misc :

ALS Vvial : 21  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-BF061925.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.798 1969 1973 1976 rBV2 42815 65343 3.85% 0.422%
38 13.892 1986 1989 1994 rVB2 61434 84615 4.98% 0.547%
39 14.051 2008 2016 2027 rBV2 451795 1030287 60.68% 6.655%
49 14.474 2085 2088 2091 rBv2 28827 35990 2.12% 0.232%
41 14.516 2092 2095 2096 rBvV3 26524 31861 1.88% 0.206%
42 15.010 2176 2179 2183 rVB3 43101 58553 3.45% 0.378%
43 15.104 2190 2195 2203 rBvV 261852 569923 33.56% 3.681%
44 15.169 2203 2206 2210 rVV2 74020 111866 6.59% 0.723%
45 15.216 2210 2214 2226 rVB 55415 123725 7.29% 0.799%
46 15.416 2243 2248 2254 rVB 117384 187107 11.02% 1.209%
47 15.474 2254 2258 2264 rVWVW 107838 176794 10.41% 1.142%
48 15.545 2264 2270 2285 rVB 271858 514282 30.29% 3.322%
49 15.763 2304 2307 2314 rVB2 33307 55410 3.26% 0.358%
50 16.004 2342 2348 2354 rBV 84139 154035 9.07% 0.995%
51 16.821 2482 2487 2494 rBV4 31355 71124  4.19% 0.459%
52 17.045 2519 2525 2532 rBV2 45317 103499 6.10% 0.668%
53 17.498 2597 2602 2612 rVB 37722 86731 5.11% 0.560%
54 17.668 2625 2631 2640 rBV1e 17636 51393 3.03% 0.332%
55 18.698 2801 2806 2821 rVB1o 18402 69340 4.08% 0.448%
Sum of corrected areas: 15482308
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 26 Jun 2025 19:04
: RC/JU
: 02403-07

021

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062625\
BF142876.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

Abundance

1200000

1000000

800000

600000

400000

200000

0
Time-->

TIC: BF142876.D\data.ms

5.493 6.504

7.434

6.875

5.087

2.202402602803003203403603804004204404604805005205405605

I I
80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance

1200000

1000000

800000

600000

400000

200000

0
Time-->

TIC: BF142876.D\data.ms
9.234

12.992

9916 10.704

8.157 11.404

12.6222.851

10.6

12.548.71

17.887 9. 569 9 45). 12@ m4J

T T L L — T T L T T ]

8.00 8.50 9.00 9 50 10 00 10. 50 11 00 11.50 12.00 12.50 13.00

Abundance

1200000

1000000

800000

600000

400000

200000

TIC: BF142876.D\data.ms

14.051

15.104 15.545

16.004

15.0% @Lﬁ
15.763 16.8217.045  17.498 ggs 18.698

Time-->

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
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\BF062625\
Data File : BF142876.D

Acqg On : 26 Jun 2025 19:04
Operator : RC/JU

Sample : Q2403-07

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.087 6.71 ng 162425 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 492 (5.087 min): BF142876.D\data.ms (-486) (-) m/z 43.00 100.00%
3.0
59.1
5000
101.1 R
4.80 5.00 5.20 5.40
ol w0 ;
0t e e e e e e m/z 59.10 58.80%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T T
4.80 5.00 5.20 5.40
59.0 m/z 101.10  19.85%
27‘.0 H 83.0 101.0
0\\‘H}\‘HHH“H‘H‘H‘M‘\H\‘HH‘\‘H\‘H\HHH‘HH‘HH‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
 EAEEmEE RS
4.80 5.00 5.20 5.40
5000 m/z 58.10  16.26%
41.0
27P ‘ 101.0
o S 1 Y .
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e RRaEEEE T
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.28%
5000 41.0
0 | 70 126.0 1420
e e e e e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130 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\BF062625\
Data File : BF142876.D

Acqg On : 26 Jun 2025 19:04
Operator : RC/JU

Sample : Q2403-07

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.628 7.24 ng 244266  Acenaphthene-die 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 1-Propanone, 2-bromo-1-phenyl- 212 CSH9Bro 002114-00-3 47
3 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
4 2-Benzoyl-4-bromo-5-methyl-1,2-o0... 281 C11H8BrNO3 1000444-92-3 47
5 acetic acid, 2-bromo-, 2-oxo-2-p... 256 C1OH9BroO3 1000401-50-0 47
Abundance Scan 1434 (10.628 min): BF142876.D\data.ms (-1429) (- m/z 105.00 100.00%
105.0
A 182.1
5000
51.0
—— —
10.50 11.00
152.0
Ol e b 1280 T m/z 77.10 62.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —— P
10.50 11.00
510 m/z 182.10  57.61%
0 27\0‘ ull 126.0 15%0 Il
’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90575: 1-Propanone, 2-bromo-1-phenyl-
105.0
—r— —
770 10.50 11.00
5000 m/z 51.00 26.59%
51.0
O e 2120
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58785: 2-(2-Oxo-2-phenyl-ethyl)-malononitrile = ey
105.0 10.50 11.00
m/z 181.10  10.85%
77.0
5000
51.0
bl 1280 1540 1%%0 N
e e e e A aal)
mlz--> 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\BF062625\
Data File : BF142876.D

Acqg On : 26 Jun 2025 19:04
Operator : RC/JU

Sample : Q2403-07

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 6
R.T. EstConc Area Relative to ISTD R.T.
11.928 4.33 ng 163232  Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 35

Abundance Scan 1655 (11.928 min): BF142876.D\data.ms (-1651) (- m/z 43.10 100.00%

431 73.0
5000
129.0
213.2 . !
157.1185.1 256.3 12.00
O b m/z 73.00  95.09%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
157-0185.0213'0 256.0 m/z 60.00 88.467%
0,
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
—=
43.0 12.00
5000 129.0 m/z 57.10  82.77%

o

171.0
‘ 214.0
miz—> 20 40 60 80 100120140160180200220240260

126199: Pentadecanoic acid 7
43.0 73.0 12.00
m/z 55.10  73.21%

5000 129.0
199.0 2420

‘ 1570
15.0, \\\ H‘n

Abundance

**

LRI N ““““‘ —
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062625\
Data File : BF142876.D

Acqg On : 26 Jun 2025 19:04
Operator : RC/JU

Sample : Q2403-07

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 4 4H-Cyclopenta[def]phenanthrene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.022 2.11 ng 79699  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 62
2 1H-Pyrazole-4-carboxaldehyde, 1-... 190 C10H7FN20 1000338-05-6 46
3 3-(Trifluoromethoxy)benzaldehyde 190 C8H5F302 052771-21-8 46
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 38
5 Cyclohexanone, 2-(2-furanylmethy... 190 C12H1402 056053-07-7 27

Abundance Scan 1671 (12.022 min): BF142876.D\data.ms (-1667) (- m/z 190.10 100.00%
A

63.0 95.0 165.1

12.00
218.1243.2
] T N L. -3 S S m/z 189.10 97.77%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0

5000
1200

94.0 m/z 192.10  50.91%

31.0 630 | 137.0 163.0 M
\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64423: 1H-Pyrazole-4-carboxaldehyde, 1-(4-fluorophen
190.0

12.00
5000 920 m/z 191.10  44.20%

134.0
57.0 | ‘ 161.0
"H‘N‘NMNWHWWH‘V1‘W‘H‘_“JNH‘_‘LW‘H‘_“W‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #65246: 3-(Trifluoromethoxy)benzaldehyde
189.0 1200

m/z 187.00  19.92%

95.0
5000
161.0
65.0
39.0 “
0 o J‘Ju Lol 1380 ) \ in o 'dhl

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00

5000

‘B

o

o

8270-BF061925.M Fri Jun 27 04:25:17 2025 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062625\
Data File : BF142876.D

Acqg On : 26 Jun 2025 19:04
Operator : RC/JU

Sample : Q2403-07

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 unknownl5.010 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.010 2.28 ng 58553  Perylene-d12 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-Phenyl-1,3-benzodioxole-5-carb... 255 C15H13NO3 081568-79-8 43
2 Phthalic acid, 2,5-dichloropheny... 436 C23H26C1204 1000356-84-4 38
3 ethanone, 1-(4-methoxy-2-methylp... 240 C16H1602 1000401-19-7 38
4 Phthalic acid, 2,2-dimethylpent-... 390 C24H3804 1000415-53-2 38
5 Phthalic acid, 2-chloropropyl pr... 284 C14H17Cl04 1000356-82-3 35
Abundance Scan 2179 (15.010 min): BF142876.D\data.ms (-2176) (- m/z 149.00 100.00%
149.0
5000 254 .1
_ ——
‘ ‘ 1120 211 293.1 15.00
[ a— J“‘M ool i 55 1. ““‘\ Y - m/z 254.10  43.09%
m/z--> 50 100 150 200 250 300
Abundance #141903: N-Phenyl-1,3-benzodioxole-5-carboxamide, N-
149.0
5000 m —
15.00
m/z 71.10 15.07%
65.0 255.0
0 \2\8\0\ “ \“\ ‘\ ]0‘4\0\‘ L l \1\8\2.\0[ L “‘\ L ‘ L
m/z--> 50 150 200 250 300
Abundance #320333: Phthahc acid, 2,5-dichlorophenyl nonyl ester
149.0
T \
15.00
5000 m/z 57.10 14.98%
43.0 275.0
ol 22 L2300 TTT,
m/z--> 50 100 150 200 250 300
Abundance #123844: ethanone, 1-(4-methoxy-2-methylphenyl)-2-phe —— ‘
149.0 15.00
m/z 226.05 13.41%
5000
91.0
0 51.0 \ ) | 193.0 240.0
e ““ e e
mlz--> 50 100 150 200 250 300 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062625\
Data File : BF142876.D

Acqg On : 26 Jun 2025 19:04
Operator : RC/JU

Sample : Q2403-07

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.216 4.81 ng 123725 Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 94
2 Benzo[a]pyrene 252 C20H12 000050-32-8 89
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 86
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 86
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 70

Abundance Scan 2214 (15.216 min): BF142876.D\data.ms (-2210) (- m/z 252.10 100.00%

2521
5000
149.0

551 971 15.00 15.50
“J‘JMW‘W‘M N‘W s ~‘29%9‘w Al ‘?9§f‘ m/z 149.00  31.06%

m/z--> 50 100 150 200 250 300
Abundance #138554: Benzole]pyrene
252.0

5000 T
15.00 15.50
m/z 250.10  28.56%

125.0
0 50.0 830 , | 158.0 2000 . |
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #138555: Benzo[a]pyrene
252.0

—
15.00 15.50

o

5000 m/z 253.10  26.05%
126.0
ol 500 87.0 | 163.0 200.0 | ﬂ
T L o
m/z--> 50 100 150 200 250 300
Abundance #138566: Benzo[b]fluoranthene T —
252.0 15.00 15.50

m/z 125.10  15.25%

5000
126.0
510 87.0 | ‘\‘ 1740 2170 “u
S M UL S

021 : — —
miz--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062625\
Data File : BF142876.D

Acqg On : 26 Jun 2025 19:04
Operator : RC/JU

Sample : Q2403-07

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 Oxirane, hexadecyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.763 2.15 ng 55410 Perylene-d12 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 70
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 64
3 Hexacosanal 380 C26H520 026627-85-0 64
4 Octadecanal 268 C18H360 000638-66-4 64
5 Eicosanal- 296 C20H400 002400-66-0 60
Abundance Scan 2307 (15.763 min): BF142876.D\data.ms (-2304) (- m/z 57.00 100.00%
57.0
97.0
5000
266.1 —— ——
169.1 2181 15.50 16.00
ob——ALil m/z 43.10  82.71%
m/z--> 50 100 150 200 250 300 350
Abundance #158578: Oxirane, hexadecyl-
82.0
41.0
5000 —— ——
15.50 16.00
82.05 71.62%
Fso n/z
0 T \‘Y‘ L‘“‘ ‘\ ‘ ““ \‘h \h‘“\ “Y 76\6\0\2‘0§\0\2\50\0\ T ’ L ’ L
m/z--> 50 100 150 200 250 300 350
Abundance #176357: Oxirane, heptadecyl-
82.0
41.0 — .
15.50 16.00
5000 m/z 55.00 66.33%
24.0
| | H‘ 166.0 222.0264.0
0 “J”ﬂﬂﬂuHNJJWMNu‘;u‘u‘“““‘,““,““
m/z--> 50 100 150 200 250 300 350
Abundance #287971: Hexacosanal — —
57.0 15.50 16.00
m/z 96.10 56.14%
5000
.0
362.0
oL LLLAL) |90 1m0 2500 3060 "
e “ A T —— ——
mlz--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062625\
Data File : BF142876.D

Acqg On : 26 Jun 2025 19:04
Operator : RC/JU

Sample : Q2403-07

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 Octadecane, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.004 5.99 ng 154035 Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2348 (16.004 min): BF142876.D\data.ms (-2342) (- m/z 57.10 100.00%
57.1
5000 J\NWJ\N\/\p«,,\ﬁAJ
T
‘ ‘ | | H 1 141:0 1974 266.1 16.00
(YN U 1 Y B U O -tt43 E m/z 71.18 61.21%
m/z--> 50 100 150 200 250 300 350
Abundance #158610: Octadecane, 2-methyl-
43.0
5000 —— ‘
5.0 16.00
m/z 43.10 60.49%
(e \‘ “\“h‘ \h‘\“ ]\23?‘1‘\6?\0\ ‘2\2\5\(\)‘2\6?\0\ LB
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
T
16.00
5000 m/z 85.10 45.68%
ol ‘\‘ “\\ H | 1410183.0225.0267.0309.0 365.0
A e e e
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane — I
57.0 16.00
m/z 55.10 21.18%
- M
‘ 9.0
41,
o150 1Ly 141018302250 2080 .
miz--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062625\
Data File : BF142876.D

Acqg On : 26 Jun 2025 19:04
Operator : RC/JU

Sample : Q2403-07

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 10 1,19-Eicosadiene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.821 2.77 ng 71124  Perylene-di12 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 90
2 Bicyclo[10.8.0]eicosane, cis- 278 C20H38 1000155-82-2 90
3 Eicosanal- 296 C20H400 002400-66-0 76
4 Octadecanal 268 C18H360 000638-66-4 76
5 Henicosanal 310 C21H420 051227-32-8 76
Abundance Scan 2487 (16.821 min): BF142876.D\data.ms (-2482) (-] | m/z 57.05 100.00%
57.0
5000
— ——
‘ 146.0 181.0211.0 250.0 16.50 17.00
- m/z 43.05 84.83%
m/z--> 50 100 150 200 250
Abundance #171303: 1,19-Eicosadiene
53.0
5000 — ——
96.0 16.50 17.00
m/z 82.05 66.94%
0 \‘ | ‘H I H | 380 1800  236.0 2780
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
m/z--> 50 100 150 200 250
Abundance #171306: Bicyclo[10.8.0]eicosane, cis-
53.0
— ——
96.0 16.50 17.00
5000 278.0 m/z 55.00 64.44%
137.0
0250l L AL L | 7T 100 2220 |
miz--> 50 100 150 200 250
Abundance #194557: Eicosanal- — —
82.0 16.50 17.00
43.0 m/z 96.05 44.76%
5000
124.0
LT seso 2mo 2780
oh bt uWJu“W“u‘; SRR P ——
miz--> 50 100 150 200 250 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062625\
Data File : BF142876.D

Acqg On : 26 Jun 2025 19:04
Operator : RC/JU

Sample : Q2403-07

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 unknownl8.698 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.698 2.70 ng 69340 Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 5-Bromo-2-fluoro-4-methylaniline 203 C7H7BrFN 945244-29-1 22

2 5-Bromo-2-fluoro-4-methylaniline... 245 C9H9BrFNO 1000511-68-7 22
3 Atropine 289 C17H23NO3 000051-55-8 14
4 Benzothiazole, 2-[(4-aminophenyl... 290 C13H1@N2S3 159357-92-3 14

5 Androstan-3,11,17-triol, (3.alph... 308 C19H3203 004484-95-1 14

Abundance Scan 2806 (18.698 min): BF142876.D\data.ms (-2801) (- m/z 43.10 100.00%
43.1 1241
5000 2291
85.0 175.1 304.
R EEEEREERE
LUl
oL L L Mu m/z 124.10  87.26%
miz--> 50 100 150 200 250 300
Abundance #79057: 5-Bromo-2-fluoro-4-methylaniline
124.0
203.0 /\
| I
5000 LA L B L L L L
18.40 18.60 18.80
77.0 m/z 57.05 72.74%
0 T 2\8‘\'9\ 1”“\“‘ ‘1 ‘h“\‘ \“““H‘\ T ‘\ \1‘57\.0\ T T ‘ ‘\ T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #129848: 5-Bromo-2-fluoro-4-methylaniline, N-acetyl-
124.0
43-0 203.0 \\\‘\\\\‘\\\\‘\\“
18.40 18.60 18.80
5000 m/z 55.85 61.04%
247.0
| ]
ol bl du I 125 N
m/z--> 50 100 150 200 250 300
Abundance #185204: Atropine R B I S S
124.0 18.40 18.60 18.80
m/z 229.10 50.67%
5000
83.0 289.0
42.0
Ot Lt670 2200 ]
m/z--> 50 100 150 200 250 300 18.40 18.60 18.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062625\
Data File : BF142876.D

Acqg On : 26 Jun 2025 19:04
Operator : RC/JU

Sample : Q2403-07

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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|
2-Pentanone, 4-... 5.087 6.7 ng 162425 1 6.875 484433 20.0
Benzophenone 10.628 7.2 ng 244266 3 9.916 674878 20.0
n-Hexadecanoic ... 11.928 4.3 ng 163232 4 11.404 754811 20.0
4H-Cyclopenta[d... 12.022 2.1 ng 79699 4 11.404 754811 20.0
unknownl15.010 15.010 2.3 ng 58553 6 15.545 514282 20.0
Benzo[e]pyrene 15.216 4.8 ng 123725 6 15.545 514282 20.0
Oxirane, hexade... 15.763 2.1 ng 55410 6 15.545 514282 20.0
Octadecane, 2-m... 16.004 6.0 ng 154035 6 15.545 514282 20.0
1,19-Eicosadiene 16.821 2.8 ng 71124 6 15.545 514282 20.0
unknown18.698 18.698 2.7 ng 69340 6 15.545 514282 20.0
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