LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@60525\
Data File : BF142633.D

Acqg On : 05 Jun 2025 14:37
Operator : RC/JU

Sample : Q2199-01

Misc :

ALS Vvial : 10 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-BF052025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF142633.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.110 487 496 506 rBV 150988 219938 9.95% 0.970%
2 5.510 558 564 577 rBV 1447486 1952036 88.33% 8.607%
3 6.522 729 736 741 rBV 1358954 1887811 85.42% 8.324%
4 6.893 794 799 805 rBV 613048 757730 34.29%  3.341%
5 7.457 888 895 900 rBV 937218 1227622 55.55% 5.413%
6 8.181 1012 1018 1035 rBV 728841 957336 43.32% 4.221%
7 9.251 1195 1200 1205 rBV 1778244 2209933 100.00% 9.744%
8 9.934 1311 1316 1320 rBV 760470 948461 42.92%  4.182%
9 9.963 1320 1321 1330 rVB 45807 47068 2.13% 0.208%
10 10.139 1346 1351 1355 rBV 31252 40146 1.82% 0.177%
11 10.481 1405 1409 1415 rVB 43318 54295  2.46% 239%

12 10.645 1432 1437 1445 rVB 331715 414210 18.74%
13 10.722 1445 1450 1466 rVV 903165 1161989 52.58%

ook Oe
=
N
w
B

14 10.851 1466 1472 1477 rVB2 21990 31289  1.42% 138%
15 10.957 1486 1490 1496 rVB 56792 70286  3.18% 310%
16 11.422 1564 1569 1578 rBV2 625064 1039186 47.02%  4.582%
17 11.498 1578 1582 1586 rVB 40165 48693 2.20% ©0.215%
18 11.645 1602 1607 1616 rBv4 31593 66556 3.01% 0.293%
19 11.945 1649 1658 1665 rBv2 147162 280684 12.70%  1.238%
20 12.039 1670 1674 1682 rVB2 55192 106563 4.82% 0.470%
21 12.116 1682 1687 1691 rBVe 12907 23014 1.04% 0.101%
22 12.198 1697 1701 1703 rBV 30242 41633 1.88% 0.184%
23 12.245 1707 1709 1714 rVB 29821 31689 1.43% 0.140%
24 12.369 1724 1730 1733 rBv4 15236 22508 1.02% ©.099%
25 12.557 1759 1762 1768 rVB2 24040 36588 1.66% ©0.161%
26 12.639 1768 1776 1780 rBV 352958 470403 21.29% 2.074%
27 12.727 1788 1791 1795 rBV2 24627 33848 1.53% 0.149%
28 12.869 1808 1815 1820 rBV 284923 441033 19.96%  1.945%
29 12.916 1821 1823 1828 rVB2 19082 23584 1.07% 0.104%
30 13.010 1831 1839 1846 rBV 1147473 1532808 69.36% 6.758%
31 13.086 1846 1852 1858 rBv4 32452 64571 2.92% ©.285%
32 13.192 1863 1870 1874 rBV 39975 84863 3.84% 0.374%
33 13.263 1879 1882 1884 rVvv2 21054 23698 1.07% 0.104%
34 13.298 1884 1888 1895 rVvB3 33171 61913 2.80% ©.273%
35 13.392 1901 1904 1906 rBV 20884 23707 1.07% ©0.105%
36 13.545 1926 1930 1933 rBV 57576 72868 3.30% 0.321%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@60525\
Data File : BF142633.D

Acqg On : 05 Jun 2025 14:37
Operator : RC/JU

Sample : Q2199-01

Misc :

ALS Vvial : 10 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-BF052025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.698 1953 1956 1961 rVB 38153 53214 2.41% 0.235%
38 13.816 1971 1976 1978 rBV2 36004 59453  2.69% 0.262%
39 13.904 1987 1991 2000 rVB3 99765 168295 7.62% 0.742%
40 14.063 2010 2018 2030 rBV2 646305 1322895 59.86% 5.833%
41 14.192 2037 2040 2044 rVB2 31262 33744 1.53% 0.149%
42 14.451 2080 2084 2087 rBV 37716 61306 2.77% 0.270%
43 14.486 2087 2090 2094 rVB2 37637 50259 2.27% 0.222%
44 14.539 2094 2099 2107 rBV3 137077 349188 15.80%  1.540%
45 14.657 2115 2119 2121 rBV3 46159 66400 3.00% ©0.293%
46 14.692 2122 2125 2130 rVB 105576 146695 6.64% 0.647%
47 14.745 2130 2134 2137 rBV 68547 105357 4.77%  0.465%
48 14.780 2137 2140 2144 rVB 88497 120079 5.43% 0.529%
49 14.839 2145 2150 2154 rBV 66961 133343 6.03% 0.588%
50 14.933 2163 2166 2170 rBV3 36209 55303 2.50% 0.244%
51 14.974 2170 2173 2178 rVV2 55708 85180 3.85% 0.376%
52 15.021 2178 2181 2186 rVB2 69314 111664 5.05% 0.492%
53 15.074 2186 2190 2193 rVB2 34933 43122 1.95% 0.190%
54 15.121 2193 2198 2206 rBV 279471 606395 27.44%  2.674%
55 15.216 2209 2214 2228 rVB3 283475 598986 27.10% 2.641%
56 15.433 2246 2251 2256 rVB 152844 242254 10.96% 1.068%
57 15.492 2257 2261 2267 rVB 154390 229811 10.40% 1.013%
58 15.563 2267 2273 2285 rBV 537528 969637 43.88% 4.275%
59 16.033 2348 2353 2358 rBV 38146 67570 3.06% 0.298%
60 16.862 2489 2494 2498 rBV3 21713 50052 2.26% 0.221%
61 17.062 2523 2528 2537 rVB2 90340 192508 8.71% 0.849%
62 17.257 2555 2561 2566 rBV3 29042 77671 3.51% 0.342%

63 17.521 2600 2606 2616 rVB 72693 168852 7.64% ©.745%

Sum of corrected areas: 22679793
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060525\
Data File : BF142633.D

Acqg On : 05 Jun 2025 14:37
Operator : RC/JU

Sample : Q2199-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF142633.D\data.ms

1600000
5.510
1400000 6.522

1200000
1000000 7.457
800000

600000 6.893

400000

200000 5.110

0 L L L L L L L L L L L L L B B B B R

I
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: BF142633.D\data.ms
9.251

1600000
1400000
1200000 13.010

1000000 10.722

800000 8.181 9.934

11.422
600000

400000 10.6 12.639, g5

200000 11.945

. L 996%.139 10.481/| |10 83957 114p6as  T24078pa0m
L — L — L L B B L L S L B B L L B L B B T T T T L B B
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: BF142633.D\data.ms

1600000

1400000

1200000

1000000

800000

14.063

600000
400000 15112216

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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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@60525\
BF142633.D

: 05 Jun 2025 14:37

: RC/JU

¢ Q2199-01

: 10 Sample Multiplier: 1

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

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

5.110

Hit# of

EstConc Area Relative to ISTD R.T.

5.81 ng 219938 1,4-Dichlorobenzene-d4 6.893

5 Tentative ID MW MolForm

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160

000123-42-2 59
017348-59-3 33

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 496 (5.110 min): BF142633.D\data.ms (-487) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 P
1 | 83.0 : . . . 9
\\\\‘\\\\‘1\\‘\‘i\\\\“\\\\“\\\\‘\\\\‘\\ m/Z 59.10 56.097%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R R B B
59.0 4.80 5.00 5.20 5.40
m/z 101.10 17.65%
15.0 101.0
\\\‘\‘\W‘\\“M\\}‘\\\\8‘3‘\.9\\“\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
EEEmmEEE TR
4.80 5.00 5.20 5.40
5000 m/z 58.00  15.69%
41.0
101.0
S S N
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester  mmma R
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.64%
5000 41.0
S B .77+ S R |G
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\BF060525\
Data File : BF142633.D

Acqg On : 05 Jun 2025 14:37
Operator : RC/JU

Sample : Q2199-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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.
10.645 8.73 ng 414210  Acenaphthene-d10 9.934
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
3 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
4 1-Propanone, 3-chloro-1-phenyl- 168 C9HSC1O0 000936-59-4 47
5 N-Methoxy-N-methylbenzamide 165 CSH11NO2 006919-61-5 47
Abundance Scan 1437 (10.645 min): BF142633.D\data.ms (-1432) (- m/z 105.00 100.00%
105.0
7.0 182.1
5000
51.0
—— =
10.50 11.00
152.0
0l 1260 R miz 77.00  62.63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 —r— L
10.50 11.00
51.0 m/z 182.10  58.37%
270 | | 1260 1520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #32010: Acetophenone, 2-chloro-
105.0
— —
770 10.50 11.00
5000 m/z 51.00 27.33%
51.0
27.0 | \‘ 1yl | ‘ 125.0 154.0
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #58785: 2-(2-Oxo-2-phenyl-ethyl)-malononitrile T A
105.0 10.50 11.00
m/z 181.10 11.61%
77.0
5000
51.0
b 1280 1540 1O N
R T T I e R T T A=
mlz--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060525\
Data File : BF142633.D

Acqg On : 05 Jun 2025 14:37
Operator : RC/JU

Sample : Q2199-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.945 5.40 ng 280684  Phenanthrene-di10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 Pentadecanoic acid 242 C15H3002 001002-84-2 70
Abundance Scan 1658 (11.945 min): BF142633.D\data.ms (-1649) (- m/z 73.00 100.00%
43.0 73.0
192.1
5000 ]
=
‘ . ' 9256. 1200
\H‘HH‘H‘\‘\ 93 790
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #143508: n-Hexadecanoic acid
e 2
43.0 73.0 256.0
5000
129.0 1200
213.0 m/z 60.0 89.60%
‘ H(ﬂ 157.0185.0 ‘
’]\ﬁ.‘o\\‘}\ HH\H\M\‘\‘HH\H““H“”h“\”\‘\\‘HH‘H‘H‘\‘\\‘H‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #67023: Anthracene, 2-methyl-
192.0
1200
5000 ITI/Z 192.1 80.14%
96.0 165.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #67021: Anthracene, 1-methyl- —
192.0 1200
79.98%
5000
83.0 165.0
39.0 11150 ]
e e e e e e e
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060525\
Data File : BF142633.D

Acqg On : 05 Jun 2025 14:37
Operator : RC/JU

Sample : Q2199-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 11

R.T. EstConc Area Relative to ISTD R.T.
12.039 2.05 ng 106563  Phenanthrene-di10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 64
2 Methyl diselenide 190 C2H6Se2 007101-31-7 43
3 6H-Cyclobuta[jk]phenanthrene 190 C15H1e 083469-43-6 42
4 Carbonic acid, ethyl 2-formyl-4,... 262 C10H8C1204 1000331-34-4 40

5 Carbonic acid, butyl 2-formyl-4,... 290 C12H12C1204 1000331-42-2 32

Abundance Scan 1674 (12.039 min): BF142633.D\data.ms (-1670) (- m/z 190.10 100.00%
190.1
5000
94.5 VRN ‘
165.0 12.00
62.9 139.0 z
\‘\H\‘H”\\“‘\H”\"H\MH‘\’H\‘\‘H\\“‘\\‘\‘\‘“h“\\u\” \“M\\‘\\\Zﬁ?\.‘\ m/Z 189.10 97.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
5000 R WSD.EYiA
12.00
95.0 m/z 192.10  54.49%
27\\'0\”\ u 6?.0\‘ u ol \“\ " 137016‘\30 il
\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64929: Methyl diselenide
93.0 190.0
R [
12.00
5000 ITI/Z 191.10 45,95%
160.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 /V\AN
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene T A —
189.0 12.00
m/z 94.50 22.80%
5000
94.0
SARABARRAA RS SARRA AR 1§&0\ - AU
e e —
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00

8270-BF052025.M Fri Jun 06 04:33:05 2025 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060525\
Data File : BF142633.D

Acqg On : 05 Jun 2025 14:37
Operator : RC/JU

Sample : Q2199-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 Heptadecyl heptafluorobutyrate Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.904 2.54 ng 168295  Chrysene-di2 14.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 60
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 59
3 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 52
4 Hexacosyl heptafluorobutyrate 578 C30H53F702 1000351-83-3 46

5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 46

Abundance Scan 1991 (13.904 min): BF142633.D\data.ms (-1987) (- m/z 230.10 100.00%
570 230.1

5000

=

” M 14.00
_Hu“m‘“ meu‘mW_MWWH,www m/z 57.85 81.95%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #326113: Heptadecyl heptafluorobutyrate
57.0
5000 LA
14.00
m/z 43.05 69.04%
‘ 38 0
] L1, 1820

\\11\11\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\
\ \ \‘ 3 I I I I T I

I
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester

i

57.0
14.00
5000 m/z 55.05 55.23%
1 5.0
2100
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #343754: Tetracosyl heptafluorobutyrate T
57.0 14.00
m/z 83.10 47.35%
5000
5.0
1 ‘ , 181.0 250.0 336.0 532.
7

m/z--> 0 50 100 150 200 250 300 350 400 450 500

14.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

. 05

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@60525\
BF142633.D

Jun 2025 14:37

: RC/JU
¢ Q2199-01

. 10

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecyl trifluoroacetate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.539 5.28 ng 349188 Chrysene-d12 14.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 93
2 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 93
3 1-Heptacosanol 396 C27H560 002004-39-9 93
4 Octacosanol 410 C28H580 000557-61-9 93

5 1-Hexacosene 364 C26H52 018835-33-1 93

Abundance Scan 2099 (14.539 min): BF142633.D\data.ms (-2094) (- m/z 57.10 100.00%

57.1
5000
2541
T \
, 14.50
— \“\“ h Mm‘“ ‘ ‘n‘ m‘ ‘mw “ e hﬂu‘vhh‘ e T ‘??7‘ m/z 43.10 84.12%
m/z--> 50 100 150 200 250 300 350
Abundance #275085: Octadecyl trifluoroacetate
57.0
5000 — :
14.50
m/z 55.10 83.13%
| I ‘\ | ‘\ 5491960 252.0 297.0 348.0

miz--> 50 100 150 250 300 350

%

Abundance #261457: Heptadecyl trifluoroacetate
57.0
14.50
5000 {110 m/z 83.05 72.81%
LULELL L 1580100020802850 3as0
m/z--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol — ‘
57.0 14.50
m/z 97.10 71.76%
111.0
5000
Wiy “L‘ 193:9195.0236.0278.0320.0_378.0
il “‘ e e e —r
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060525\
Data File : BF142633.D

Acqg On : 05 Jun 2025 14:37
Operator : RC/JU

Sample : Q2199-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 Terephthalic acid, 2-ethylh... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14.692 2.22 ng 146695  Chrysene-d12 14.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Terephthalic acid, 2-ethylhexyl ... 390 C24H3804 1000324-00-5 64
2 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 64
3 Terephthalic acid, monochloride,... 296 C16H21C103 1000324-22-9 47
4 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 40
5 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 40

Abundance Scan 2125 (14.692 min): BF142633.D\data.ms (-2122) (- m/z 70.10 100.00%

70.1
261.1
1121
5000
167.0

.
| m 14.50 15.00
“w“Mﬂ‘ﬂ‘dﬂ‘}‘u“wu“‘w“1M“‘ e m/z 261.10  67.75%

|
m/z--> 50 100 150 200 250 300 350
Abundance  #295713: Terephthalic acid, 2-ethylhexyl octyl ester
26/1.0
70.0 112.0

5000 N
167.0 14.50 15.00
m/z 112.10  57.25%

wo ||| gyl
miz—-> 50 100 150 200 250 300 350
Abundance #295779: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0 112.0
261.0

207.0

o —
14.50 15.00
5000 67.0 m/z 149.00  35.49%
290 [ [ | om0 | lsoso seto
m/z--> 50 100 150 200 250 300 350
Abundance #193833: Terephthalic acid, monochloride, octyl ester —— —
261.0 14.50 15.00
1490 m/z 167.00  30.56%
L MM
B IUSTITAI N = N E— R 1T
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060525\
Data File : BF142633.D

Acqg On : 05 Jun 2025 14:37
Operator : RC/JU

Sample : Q2199-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 Phthalic acid, dodecyl 3-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.839 2.75 ng 133343  Perylene-di2 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, dodecyl 3-methylb... 404 C25H4004 1000356-81-3 53
2 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 52
3 Phthalic acid, 3-methylbutyl oct... 348 C21H3204 1000356-80-9 50
4 Phthalic acid, isobutyl 4-methyl... 306 C18H2604 1000356-87-2 50
5 Phthalic acid, heptyl 2-methylpe... 348 C21H3204 1000356-91-2 50
Abundance Scan 2150 (14.839 min): BF142633.D\data.ms (-2145) (- m/z 149.00 100.00%
149.0
5000
57.0
— —
7.1 214.1 293.1 14.50 15.00
- “‘1‘ A L 2R RS mjz 57.e5  30.32%
m/z--> 50 100 150 200 250 300
Abundance  #304957: Phthalic acid, dodecyl 3-methylbutyl ester
149.0
5000 — —
14.50 15.00
71.0 m/z 43.10 25.06%
29.0 d‘ 105.0 ‘ ‘23\7'0 335
L ‘ T T ‘ T T T T T T ‘ L ‘ L ‘ T T T
m/z--> 50 100 150 200 250 300
Abundance #312555: 1,2-Benzenedicarboxylic acid, dinonyl ester
149.0
— —
14.50 15.00
5000 ITI/Z 71.10 23.98%
43.0 .
B L I
m/z--> 50 100 150 200 250 300
Abundance #257826: Phthalic acid, 3-methylbutyl octyl ester — 1
149.0 14.50 15.00
m/z 41.10 15.46%
5000
71.0
290 | \‘ 105.0 23\7'0 279.0
— et P —
mlz--> 50 100 150 200 250 300 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@60525\
Data File : BF142633.D

Acqg On : 05 Jun 2025 14:37

Operator : RC/JU

Sample : Q2199-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 9 Di-isononyl phthlate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.021 236 ng 111664 Perylene-di2 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-isononyl phthlate 418 Ca6Ha204 020548-62-3 52

1000356-99-3 50
1000357-00-8 50
1000377-94-4 50
1010314-85-1 50

2 Phthalic acid, hept-3-yl nonyl e... 390 C24H3804
3 Phthalic acid, 3,3-dimethylbut-2... 376 C23H3604
4 Phthalic acid, 4-methylhept-3-yl... 404 C25H4004
5 Phthalic acid, monoamide, N-isop... 277 C16H23NO3

Abundance Scan 2181 (15.021 min): BF142633.D\data.ms (-2178) (- m/z 149.00 100.00%
149.0
5000
254.1
7 293.1 15.00
LI LI 2Y ] 1980y Ly |
e Lo PP b L I m/z 254.10 27.58%
m/z--> 50 100 150 200 250 300 350
Abundance #312483: Di-isononyl phthlate
149.0
5000 aa ‘
15.00
43.0 m/z 71.10 15.49%
ﬂ.\dsﬁo \ 29?0
I e ‘
LI ‘ T ‘ T T ‘ L ’ T T T ‘ T T ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #295632: Phthalic acid, hept-3-yl nonyl ester
149.0
P |
15.00
5000 ITI/Z 127.10 12.03%
SIS I o
m/z--> 50 100 150 200 250 300 350 /\J\ﬁ
Abundance #284858: Phthalic acid, 3,3-dimethylbut-2-yl nonyl ester ey
149.0 15.00
m/z 85.10 11.29%
5000
430 850 275.0
S N Nt .1 —
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060525\
Data File : BF142633.D

Acqg On : 05 Jun 2025 14:37
Operator : RC/JU

Sample : Q2199-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 Behenic alcohol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.216 12.35 ng 598986  Perylene-d12 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 1-Hexacosene 364 C26H52 018835-33-1 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91

Abundance Scan 2214 (15.216 min): BF142633.D\data.ms (-2209) (- m/z 57.10 100.00%

57.1 97.0
5000
1390 2521 15.00 15.50
_— Mm “‘\ LA, 198 336 ) sses  98.96%
m/z--> 50 100 150 200 250 300
Abundance #232316: Behenic alcoho
83.0
43.0
5000 — ——
15.00 15.50
250 m/z 97.85 93.67%
T \“\‘ ‘\“‘H\ ‘\‘ \‘\““ ‘H‘ \“‘L\ ‘h ‘]]‘\GZ.(\) \2’1\0.\0\ T ‘ \2\8\0.\0‘ T T T
m/z--> 50 100 150 200 250 300
Abundance #179253: n-Nonadecanol-1
83.0
43.0 I =
15.00 15.50
5000 m/z 83.10 93.59%
25.0
L e a0
m/z--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosanol —
55.0
970 15.00 15.50 ;
m/z 43.10 88.75%
h W
39.0
19.0 M mHu ! h j 1820 2240 2660 - m——
m/z--> 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\BF@60525\
Data File : BF142633.D

Acqg On : 05 Jun 2025 14:37

Operator : RC/JU

Sample : Q2199-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 11 Benzo[e]pyrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.433 5.00 ng 242254  Perylene-di2 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 94
4 Benzo[a]pyrene 252 C20H12 000050-32-8 93
5 Perylene 252 C20H12 000198-55-0 90

Abundance Scan 2251 (15.433 min): BF142633.D\data.ms (-2246) (- m/z 252.10 100.00%
2521
- M
125.1 M 15,50
2241 . :
500 870 4 | 1740 2281 | 288" .. yce.10  27.97%
miz--> 40 60 80 100120140 160 180200 220 240 260 280
Abundance #138554: Benzole]pyrene
252.0
5000
15.50
m/z 253.10  21.98%
125.0
\\’5\\0\.\0‘\\\8\;\3\.9\‘\\}‘\‘1“\\\‘\\\\’1\\7\4\.i\0\H‘\\\z\z‘ﬂ.\.\()\‘\M‘\‘HH‘HH
m/z--> 40 60 80 100120140160 180200 220 240 260 280
Abundance #138565: Benzo[k]fluoranthene
252.0
—=
15.50
5000 ITI/Z 125.10 13.58%
126.0
69.0 H 224.0 “‘
RN A o e RN Ea s
m/z--> 40 60 80 100120140160 180200220 240260 280
Abundance #138562: Benzo[b]fluoranthene —
252.0 15.50
m/z 126.00 11.19%
5000
126.0
3800 87.0 | | 1740 2240 |
B e R P
miz--> 40 60 80 100120140 160 180200 220 240 260 280 15.50

8270-BF052025.M Fri
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@60525\
Data File : BF142633.D

Acqg On : 05 Jun 2025 14:37
Operator : RC/JU

Sample : Q2199-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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-... 5.110 5.8 ng 219938 1 6.893 757730 20.0
Benzophenone 10.645 8.7 ng 414210 3 9.934 948461 20.0
n-Hexadecanoic ... 11.945 5.4 ng 280684 4 11.422 1039190 20.0
4H-Cyclopenta[d... 12.039 2.0 ng 106563 4 11.422 1039190 20.0
Heptadecyl hept... 13.904 2.5 ng 168295 5 14.069 1322900 20.0
Octadecyl trifl... 14.539 5.3 ng 349188 5 14.069 1322900 20.0
Terephthalic ac... 14.692 2.2 ng 146695 5 14.069 1322900 20.0
Phthalic acid, ... 14.839 2.8 ng 133343 6 15.563 969637 20.0
Di-isononyl pht... 15.021 2.3 ng 111664 6 15.563 969637 20.0
Behenic alcohol 15.216 12.4 ng 598986 6 15.563 969637 20.0
Benzo[e]pyrene 15.433 5.0 ng 242254 6 15.563 969637 20.0
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