LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31425\
Data File : BF141967.D

Acqg On : 14 Mar 2025 16:07
Operator : RC/JU

Sample : Q1549-01

Misc :

ALS Vvial : 14 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-BF031025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF141967.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.152 3 10 27 rVB 857690 1407757 53.34% 6.486%
2 5.093 501 510 518 rBv2 23795 45381 1.72% 0.209%
3 5.492 572 578 598 rBV 1546802 2033890 77.07% 9.370%
4 6.163 687 692 697 rVB 46860 57304 2.17% 0.264%
5 6.334 715 721 726 rBV 74820 96190 3.64% 0.443%
6 6.492 742 748 760 rBV 1379538 1870808 70.89% 8.619%
7 6.881 809 814 819 rBV 513524 661497 25.07%  3.048%
8 7.434 902 908 917 rBV 964451 1232198 46.69% 5.677%
9 7.686 947 951 962 rBV 23687 36264 1.37% 0.167%
10 8.157 1026 1031 1048 rVB 572624 733469 27.79% 3.379%
11  8.728 1121 1128 1135 rBV2 19508 27253 1.03% 0.126%
12 9.228 1208 1213 1223 rBV 1656621 2158718 81.80% 9.946%
13 9.533 1260 1265 1269 rBV 32808 55371 2.10% 0.255%
14 9.910 1320 1329 1334 rBV 565163 703685 26.66%  3.242%
15 10.622 1445 1450 1457 rBV 126141 161841 6.13% 0.746%
16 10.698 1457 1463 1473 rVV 1023443 1352335 51.24% 6.230%
17 11.198 1544 1548 1553 rBV 49320 63318 2.40% 0.292%
18 11.398 1576 1582 1590 rBV2 570854 859607 32.57%  3.960%
19 11.627 1616 1621 1626 rBV2 17216 35428 1.34% 0.163%
20 11.921 1663 1671 1682 rBV2 420741 678922 25.73% 3.128%
21 12.010 1682 1686 1694 rVB2 42674 91577 3.47% 0.422%
22 12.092 1696 1700 1704 rBV2 18688 30529 1.16% 0.141%
23 12.180 1711 1715 1718 rBV3 20075 39481 1.50% 0.182%
24 12.216 1718 1721 1728 rVB2 30097 42455 1.61% ©0.196%
25 12.445 1757 1760 1762 rBV 33128 42279 1.60% ©0.195%

26 12.474 1762 1765 1772 rVB3 72298 103435 3.92%
27 12.610 1783 1788 1800 rBV 226971 355560 13.47%
28 12.704 1800 1804 1812 rBV2 113294 177238 6.72%
29 12.839 1821 1827 1832 rBV 194590 298022 11.29%
30 12.980 1846 1851 1858 rVB 2104852 2639069 100.00% 12.
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31 13.057 1860 1864 1871 rVv4 27904 56928  2.16%
32 13.880 2000 2004 2021 rVB4 164977 360065 13.64%
33 14.033 2023 2030 2042 rBV2 793533 1455599 55.16%
34 14.662 2133 2137 2142 rBV 113476 145473 5.51%
35 14.886 2172 2175 2183 rVB3 78421 119493  4.53%
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36 15.074 2203 2207 2216 rVB 155029 331417 12.56% 1.527%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31425\
Data File : BF141967.D

Acqg On : 14 Mar 2025 16:07
Operator : RC/JU

Sample ¢ Q1549-01

Misc

ALS Vvial : 14 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-BF031025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 15.380 2256 2259 2264 rVB 96689 140886 5.34% 0.649%
38 15.439 2266 2269 2274 rVB 90448 123880 4.69% ©.571%

39 15.504 2275 2286 2291 rBV 399995 670981 25.42%  3.091%
40 16.045 2368 2372 2387 rVB3 76552 209857 7.95% ©.967%

Sum of corrected areas: 21705460
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 14 Mar 2025 16:07
: RC/JU
1 Q1549-01

14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031425\
BF141967.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31425\
Data File : BF141967.D

Acqg On : 14 Mar 2025 16:07
Operator : RC/JU

Sample : Q1549-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.152 42.56 ng 1407760  1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance  Scan 10 (2.152 min): BF141967.D\data.ms (-3) (-) m/z 73.10 100.00%

3.1
5000
43.0
87.1
R RRARRAANEa
Lg 1 2.202.302.402.502.60
Ol Bl e m/z 43.05 34.94%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T[T T [T T [ TTTT 7T
43.0 2.202.302.402.502.60
' 87.0 m/z 87.10  27.24%
29.0
I \‘\“ J{)go ‘
O\\‘\H\‘\H\‘Hf\‘Hf‘\“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 T
2.202.302.402.502.60
5000 41.0 55.0 m/z 55.05 26.01%
27.0
0 H\ ‘ | L ‘\‘ | 1120 1290
R T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy- R ARRRE e R
73.0 2.202.302.402.502.60
m/z 41.05 11.52%
5000
45.0
29.0
ool 890 101.0
R L Rana L R aARaRsaaRa S REARRRRRENEEEAnamey
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31425\
Data File : BF141967.D

Acqg On : 14 Mar 2025 16:07
Operator : RC/JU

Sample : Q1549-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 Camphene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.334 2.91 ng 96190 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Camphene 136 C10H16 000079-92-5 95
2 Bicyclo[2.2.1]heptane, 2,2-dimet... 136 C1OH16 005794-04-7 94
3 1,3,6-Heptatriene, 2,5,5-trimethyl- 136 C10H16 029548-02-5 90
4 .beta.-Pinene 136 C1OH16 000127-91-3 72
5 Bicyclo[3.1.1]heptane, 6,6-dimet... 136 C1@H16 018172-67-3 64
Abundance Scan 721 (6.334 min): BF141967.D\data.ms (-715) (-) m/z 93.10 100.00%
121.1
5000
79.1
411 107.1 L
‘ ‘ ‘? H ‘ 136.1 6.00 6.20 6.40 6.60
0 ‘_Hww‘:uHMwu“mH‘}uuWmml‘mwlwulwm m/z 121.16  61.02%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #18002: Camphene
93.0
121.0
41.0
5000 790 \\‘\/\\\\‘\\\\’\\\\‘\\\\‘
107.0 6.00 6.20 6.40 6.60
27.0 ’ o
‘ 136.0 m/z 91.10 37.14%
O \‘\\\\“\H}}\‘\\\‘MH\‘\‘\H!“\H\lu\\\‘\”\\‘H‘\l‘\H\‘l\\\‘\\\\‘\\\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18256: Bicyclo[2.2.1]heptane, 2,2-dimethyl-3-methylene
93.
121.0 ‘/\‘,/\m‘
6.00 6.20 6.40 6.60
5000 410 20,0 m/z 79.10 36.59%
107.0
136.0
i |
SIS (M, T
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #18133: 1,3,6-Heptatriene, 2,5,5-trimethyl- T N, M S ‘/\\"‘ m‘
93.0 6.00 6.20 6.40 6.60
m/z 67.10 27.61%
79.0 121.0
5000
41.0 107.0
27.0 55.0
L )
0 ‘_‘H‘m"H‘w‘mwH‘w‘Hwm“1!"‘HH‘W‘WWMM SN N L VS
m/z--> 20 30 40 50 60 70 80 90 100110120130140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31425\
Data File : BF141967.D

Acqg On : 14 Mar 2025 16:07
Operator : RC/JU

Sample : Q1549-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 5
R.T. EstConc Area Relative to ISTD R.T.
10.622 4.60 ng 161841  Acenaphthene-die 9.910
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 1-Propanone, 2-bromo-1-phenyl- 212 C9H9Bro 002114-00-3 47
4 Isonitrosoacetophenone 149 C8H7NO2 000532-54-7 47
5 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 47
Abundance Scan 1450 (10.622 min): BF141967.D\data.ms (-1445) (- m/z 105.00 100.00%
105.0
77.1
182.1
5000
51.1 — ——
10.50 11.00
152.0
Obrrrprrreprder et 2280 e e Mz 77.10 66.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000 e~ —
10.50 11.00
51.0 m/z 182.10 56.39%
0 \\\‘\\\\‘\\“\\‘\\\M“‘\\\\’\‘\\\]‘-\2\8\.\0‘]\-\5%\.’0\\\\‘“\\\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32010: Acetophenone, 2-chloro-
105.0
—— —
770 10.50 11.00
5000 m/z 51.10 23.79%
51.0
0 270\ \“ il | ‘ 1540
e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90575: 1-Propanone, 2-bromo-1-phenyl- pe PonE=
105.0 10.50 11.00
m/z 181.10 10.31%
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\BF@31425\
Data File : BF141967.D

Acqg On : 14 Mar 2025 16:07
Operator : RC/JU

Sample : Q1549-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.922 15.80 ng 678922  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Dodecanoic acid 200 C12H2402 000143-07-7 68

Abundance Scan 1671 (11.921 min): BF141967.D\data.ms (-1663) (- m/z 73.05 100.00%
73.0
43.1

5000 129.0

%

——
12.00
m/z 60.00 82.18%

o

m HH '
0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0

7
12.00
m/z 43.10  79.33%

157.0 185.0 213.0 256.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid
73.0
——
43.0 12.00
5000 ITI/Z 55.05 69.82%
129.0
185.0 228.0
99.0 ‘
0?1510
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid T
73.0 12.00
43.0 m/z 57.10 67.91%
5000 129.0
171.0
214.0
d \
Y P S (O S
m/z--> 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\BF@31425\
Data File : BF141967.D

Acqg On : 14 Mar 2025 16:07
Operator : RC/JU

Sample : Q1549-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 wunknownl2.010 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.010 2.13 ng 91577  Phenanthrene-d1e 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 9-methyl- 192 C15H12 000779-02-2 46
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 43
3 Benzene, 1,1'-(2-cyclopropen-1-y... 192 C15H12 022825-21-4 38
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 38
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 38
Abundance Scan 1686 (12.010 min): BF141967.D\data.ms (-1682) (-} | m/z 192.10 100.00%
192.1
5000 M
R \
63.0 221.1 256.1 12.00
0° m/z 189.05 93.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67020: Anthracene, 9-methyl-
192.0
5000 —
12.00
96.0 m/z 190.10  85.98%
' 165.0
27.0 630 Iy ‘ 139'0‘ L HH
\‘HH‘\H\‘H\\‘HH‘\\H‘HH‘\H\‘HH‘\\ \‘HH‘\H\‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
12.00
5000 m/z 191.05 69.23%
95.0
Q270 B30 | 1grgl630 |
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67053: Benzene, 1,1'-(2-cyclopropen-1-ylidene)bis- Lo
192.0 12.00
m/z 94.60 26.50%
5000
165.0
27.0
0! PP e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31425\
Data File : BF141967.D

Acqg On : 14 Mar 2025 16:07
Operator : RC/JU

Sample : Q1549-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 1-Naphthalenepropanol, .alp... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.474 2.41 ng 103435  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Naphthalenepropanol, .alpha.-e... 2906 C20H340 001438-62-6 72
2 1-Naphthalenepropanol, .alpha.-e... 290 C20H340 000596-85-0 68
3 (-)-Isolongifolol, methyl ether 236 C16H280 1000333-80-8 42
4 2(1H)-Pyridinone, 1-propyl- 137 C8H11NO 019006-63-4 30
5 1-Naphthalenepropanol, .alpha.-e... 306 C20H3402 001908-44-7 25
Abundance Scan 1765 (12.474 min): BF141967.D\data.ms (-1762) (- m/z 95.10 100.00%
931 1371
43.1
5000
189.1 2571
——
301.° 12.50
0! ““Hﬁulf‘ﬂ*”““ b m/z 81.e5 95.10%
m/z--> 50 100 150 200 250 300
Abundance #187051: 1-Naphthalenepropanol, .alpha.-ethenyldecahy
137.0
81.0
5000; 410 AU
12.50
1770 257.0 m/z 137.05  85.43%
17.0
O,
m/z--> 50 100 150 200 250 300
Abundance #187052: 1-Naphthalenepropanol, .alpha.-ethenyldecahy
137.0
95.0 ‘ ‘
257.0 12.50
5000 ITI/Z 71.10 82.38%
43.0
177.0
N 16.0 90.0
miz--> 50 100 150 200 250 300
Abundance #118842: (-)-Isolongifolol, methyl ether ——
09.0 12.50
m/z 43.10 79.08%
41.0
5000
480 189.0
L o
0! ‘www‘”‘u““‘ —— ——
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\BF@31425\
Data File : BF141967.D

Acqg On : 14 Mar 2025 16:07
Operator : RC/JU

Sample : Q1549-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.704 4.12 ng 177238  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 81
3 Heneicosanoic acid 326 C21H4202 002363-71-5 78
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 Dodecanoic acid 200 C12H2402 000143-07-7 58

Abundance Scan 1804 (12.704 min): BF141967.D\data.ms (-1800) (- m/z 73.05 100.00%
73.0

5000

12.50 13.00
326.1 374.

0! m/z 43.10 88.22%
miz--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0 284.0
5000p8.0 T IR
185.0 241.0 12.50 13.00
‘ m/z 57.10 83.45%
oL “r‘ \“\ ‘“““h“u M‘ M ‘ \‘ ‘L ‘\‘ ‘ L “ ‘\ ‘\‘ . “‘ Eamanana e
m/z--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0
—r —
12.50 13.00
5000 m/Z 60.00 81.62%

284.0
3.0 1290
I 1850 2410
fo \‘\M ‘uh“ M‘w \‘\ \“‘ | ‘\‘\‘ “ pret “‘ [ ‘3‘7‘2‘(
mlz--> 50 100 150 200 250 300 350
Abundance #232199: Heneicosanoic acid P
43.0 326.0 12.50 13.00
m/z 55.10  78.46%
129.0
5000
283.0
185.0 227.0
[

T T
m/z--> 50 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31425\

Data File : BF141967.D

Acqg On : 14 Mar 2025 16:07

Operator : RC/JU

Sample : Q1549-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 1-Tetracosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.880 4.95 ng 360065 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 96
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 92
3 1-Hexacosene 364 C26H52 018835-33-1 91
4 Cyclotetracosane 336 C24H48 000297-03-0 90

5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 89

Abundance Scan 2004 (13.880 min): BF141967.D\data.ms (-2000) (- m/z 57.10 100.00%
57.1
b7 1 230.1
5000
302.1 T T
‘ ‘ j( 2ﬂ ‘ 13.50 14.00
b \‘m A 182 ““‘ e 3571 7 4310 78.90%
m/z--> 50 100 150 200 250 300 350
Abundance #244230: 1-Tetracosene
55.0 P97.0
5000 — —
13.50 14.00
3290 m/z 55.10 77.76%
‘ ‘T 336.0
O\\‘\\“‘\ ‘”ih\"‘“h‘“\\\\|\\\\‘\\\\|\\\‘\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #138523: 5-Octadecene, (E)-
55.0
— ——
13.50 14.00
5000 70 ITI/Z 83.10 74 .04%
o L pssoame a0
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene “ T
57.0 97.0 13.50 14.00
m/z 69.10 66.59%
o MJ\\WV
o L0010 a0 o seer T
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF031025.M Mon Mar 17 08:41:42 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31425\
Data File : BF141967.D

Acqg On : 14 Mar 2025 16:07
Operator : RC/JU

Sample : Q1549-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 1-Oxacyclopentadecan-2-one,... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.886 3.56 ng 119493  Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Oxacyclopentadecan-2-one,15,15... 254 C16H3002 1000196-63-1 91
2 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 58
3 3,7-Dimethyl-1-phenylsulfonyl-2,... 278 C16H2202S 1000432-27-5 50
4 5-Bromo-1-pentanol 166 C5H11BroO 034626-51-2 47
5 2-propenamide, 2-methyl-N-[4-[(m... 254 C11H14N203S 1000401-43-5 47

Abundance Scan 2175 (14.886 min): BF141967.D\data.ms (-2172) (- m/z 69.10 100.00%
69.1
5000 Jm
‘ | B 01 1T s aons 1450 1500
ol buhblbd 1y, 208 | 8171 4013 . gi.1e  5e.03%
miz--> 50 100 150 200 250 300 350 400
Abundance #140891: 1-Oxacyclopentadecan-2-one,15,15-dimethyl
69.0
5000 — —
196.0 14.50 15.00
25.0 T‘LO m/z 41.10  26.18%
0 ““ ‘;“‘\ | ‘ I .‘hh‘hu‘mhv ‘\\H\ ‘w‘n‘ U“\ ‘M\“ 4 ‘\J‘ L‘\ ‘ R e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69.0
— —
14.50 15.00
5000 m/z 95.18  17.08%
ol d bl 2880
m/z--> 50 100 150 200 250 300 350 400
Abundance #170751: 3,7-Dimethyl-1-phenylsulfonyl-2,6-octadiene P ——
69.0 14.50 15.00
m/z 68.10 13.82%
5000
137.0
S N . R
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31425\
Data File : BF141967.D

Acqg On : 14 Mar 2025 16:07

Operator : RC/JU

Sample : Q1549-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 1@ Benzo[e]pyrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.380 4.20 ng 140886  Perylene-di2 15.504
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 97
3 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93
4 Benzo[a]pyrene 252 C20H12 000050-32-8 89
5 Perylene 252 C20H12 000198-55-0 89

Abundance Scan 2259 (15.380 min): BF141967.D\data.ms (-2256) (- m/z 252.10 100.00%
252.1
- M\A
= e
£51 125.1 ‘ 15.00 15.50
ol 2%t oyl 1980, 4 3031 3601 414 . o5p.10  29.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 = —
15.00 15.50
m/z 253.10 22.07%
125.0
039.0 830 | 200.0. |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138563: BenzolKk]fluoranthene
252.0
— —
15.00 15.50
5000 m/z 125.10 10.92%
126.0
o 70yl w00 |
m/z--> 50 100 150 200 250 300 350 400
Abundance #138569: Benzo[j]lfluoranthene “ —
252.0 15.00 15.50
m/z 251.10 10.00%
5000
126.0
0 84.0 m‘ H 2010\\ I
e e P o
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31425\
Data File : BF141967.D

Acqg On : 14 Mar 2025 16:07
Operator : RC/JU

Sample : Q1549-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 1-Docosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.045 6.26 ng 209857  Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 76
2 Triacontan-15-o0l1 438 C30H620 031849-26-0 53
3 17-Pentatriacontene 491 C35H70 006971-40-0 46
4 1-Heptacosanol 396 C27H560 002004-39-9 45
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 45
Abundance Scan 2372 (16.045 min): BF141967.D\data.ms (-2368) (- m/z 83.10 100.00%
83.
5000 */\—JJL
157.1 N ‘
297. .
(Wl |, 20 20 sna e ;
Ol et by m/z 97.10 82.25%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #209741: 1-Docosene
55.0
5000 —— :
1110 16.00
' m/z 57.10 70.29%
O‘r'rH“\ﬂ;ﬁ?rosogo
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #321443: Triacontan-15-0
57.0
— T \
111.0 16.00
5000 m/z 43.10 58.05%
241.0
o itblliimere [ amsose20a80
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #336401: 17-Pentatriacontene ——
57.0 16.00
m/z 69.10 57.85%
5000 111.0 W
167.0
ol ‘ 4 f 2R O2T80334.03000 4904 -
m/z--> 0 50 100 150 200 250 300 350 400 450 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31425\
Data File : BF141967.D

Acqg On : 14 Mar 2025 16:07
Operator : RC/JU

Sample ¢ Q1549-01

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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... 2.152 42.6 ng 1407760 1 6.881 661497 20.0
Camphene 6.334 2.9 ng 96190 1 6.881 661497 20.0
Benzophenone 10.622 4.6 ng 161841 3 9.910 703685 20.0
n-Hexadecanoic ... 11.922 15.8 ng 678922 4 11.398 859607 20.0
unknownl2.010 12.010 2.1 ng 91577 4 11.398 859607 20.0
1-Naphthalenepr... 12.474 2.4 ng 103435 4 11.398 859607 20.0
Octadecanoic acid 12.704 4.1 ng 177238 4 11.398 859607 20.0
1-Tetracosene 13.880 5.0 ng 360065 5 14.033 1455600 20.0
1-Oxacyclopenta... 14.886 3.6 ng 119493 6 15.504 670981 20.0
Benzo[e]pyrene 15.380 4.2 ng 140886 6 15.504 670981 20.0
1-Docosene 16.045 6.3 ng 209857 6 15.504 670981 20.0
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