LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072225\
Data File : BF143202.D

Acqg On : 22 Jul 2025 21:48
Operator : RC/JU

Sample : Q2649-13

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-BF071725.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF143202.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.299 11 18 27 rVB 545471 882524 50.25% 4.865%
2 5.198 502 511 519 rBV 185437 261844 14.91% 1.443%
3 5.598 573 579 585 rBV 1141595 1512829 86.14% 8.339%
4 6.592 742 748 754 rBV 1289827 1756227 100.00%  9.681%
5 6.969 806 812 817 rBV 509596 645953 36.78%  3.561%
6 7.522 898 906 911 rBV 778569 1008058 57.40% 5.557%
7 7.769 944 948 952 rBV 21797 25698 1.46% 0.142%
8 8.245 1024 1029 1038 rBV 633242 798641 45.47%  4.402%
9 8.457 1060 1065 1068 rBV 18453 25814 1.47% 0.142%
10 9.322 1206 1212 1217 rBV 1309667 1646932 93.78% 9.078%
11 9.398 1221 1225 1231 rVB 23954 31592 1.80% 0.174%
12 9.675 1266 1272 1276 rBV2 10478 18636 1.06% 0.103%
13 9.933 1311 1316 1320 rBV 30461 38938 2.22% 0.215%
14 10.004 1323 1328 1333 rVB 581152 718824 40.93%  3.962%
15 10.410 1391 1397 1404 rBV2 90414 165604 9.43% 0.913%
16 10.710 1443 1448 1456 rVV 245738 302006 17.20%  1.665%
17 10.792 1456 1462 1472 rVW 658202 869228 49.49% 4.791%
18 10.904 1477 1481 1489 rBvV3 17811 31383 1.79% 0.173%
19 11.022 1497 1501 1506 rVB 31483 38308 2.18% 0.211%
20 11.145 1518 1522 1534 rW 59286 89995 5.12% 0.496%
21 11.351 1554 1557 1561 rBvV2 12015 18475 1.05% 0.102%
22 11.486 1575 1580 1593 rVB 465021 630108 35.88% 3.473%
23 11.586 1593 1597 1603 rBV3 23035 31899 1.82% 0.176%
24 11.780 1626 1630 1634 rBV 18075 29535 1.68% 0.163%
25 11.933 1652 1656 1662 rBV 81882 139166 7.92% 0.767%

26 12.010 1663 1669 1682 rVV2 315870 561682 31.98%
27 12.716 1780 1789 1799 rBV3 570496 1513424 86.17%
28 12.792 1800 1802 1812 rVB2 99854 159815 9.10%
29 13.069 1844 1849 1855 rVB 1208715 1595844 90.87%
30 13.610 1938 1941 1944 rBV 34617 40945 2.33%

O 00 ® 00w
0
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R

31 13.910 1986 1992 1997 rBV2 198860 413110 23.52%
32 13.963 1998 2001 2012 rVB3 144620 257095 14.64%
33 14.127 2024 2029 2036 rVB 538726 705974 40.20%
34 14.992 2172 2176 2184 rVB 484400 664671 37.85%
35 15.639 2281 2286 2294 rBV 318083 510438 29.06%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072225\
Data File : BF143202.D

Acqg On : 22 Jul 2025 21:48
Operator : RC/JU

Sample : Q2649-13

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-BF071725.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 18141215
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072225\
Data File : BF143202.D

Acqg On : 22 Jul 2025 21:48
Operator : RC/JU

Sample : Q2649-13

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF143202.D\data.ms
6.592
1200000 5.598

1000000
800000 7.522
60000012.299

6.969

400000

200000 5.198

7.7
0 TTTT ‘ TTTT ‘ TTTT ‘ LU ‘ LU ‘ TTTT ‘ TTTT ‘ LU ‘ LU ‘ TTTT ‘ TTTT ‘ LU ‘ LU ‘ TTTT ‘ L ‘ TTTT ‘ LI ‘ TTTT ‘ TTTT ‘ TTTT ‘ LU ‘ LU ‘ TTTT ‘ TTTT ‘ TrTT ‘ TTTT ‘ L ‘ TTTT
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: BF143202.D\data.ms

9.322 13.069

1200000

1000000

800000

8.245 10,004 10.792 12.716
600000 :

11.486

400000

200000
8.457 Js@gs 9.675 29
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0O—— — ‘ B R —7 —7 — — — —
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Abundance TIC: BF143202.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072225\
Data File : BF143202.D

Acqg On : 22 Jul 2025 21:48
Operator : RC/JU

Sample : Q2649-13

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071725.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.
2.299 27.32 ng 882524  1,4-Dichlorobenzene-d4 6.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 18 (2.299 min): BF143202.D\data.ms (-11) (-) m/z 73.10 100.00%
73.1
5000 43.0 /\
87-1 T T ‘ L ‘ T T T T
‘ 91 | 105.1 2.40 2.60
Obrrererrererrerererenbibd e Sl 2082 43.05 45.13%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L ) BB
43.0 2 40 2.60
‘ 87.0 55.05  30.97%
29.0 ‘
OH\‘H\\‘HH‘\H\“HH“\\\\’\1\19‘\0\\\“\}\\‘HH‘HH’\H\‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
—
87.0 2 40 2.60
410 55 ,
5000 m/z 87.10 24.87%
uo |l l
0 HwHH_ww_ww, A VM
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #2245: Silane, tetramethyl- T
73.0 2.40 2.60
m/z 41.05 14.50%
5000
43.0
R e e RRARAEROEEREL S S RN B e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072225\
Data File : BF143202.D

Acqg On : 22 Jul 2025 21:48
Operator : RC/JU

Sample : Q2649-13

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.198 8.11 ng 261844  1,4-Dichlorobenzene-d4 6.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 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 10
Abundance Scan 511 (5.198 min): BF143202.D\data.ms (-502) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 RamaE R R
‘ 83.0 4.80 5.00 5.20 5.40 5.60
o SERRERESSESSSN? ' ASMEO(Y RSESSISA.& S U m/z 59.10  57.59%
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B B R B
59.0 4.80 5.00 5.20 5.40 5.60
m/z 101.10 16.83%
15.0 101.0
‘ Wl | 830 |
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
Ramas A RaR R
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.10 14.97%
101.0
41.0
o280 i w80
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R R Raa AR
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.05 8.68%
5000 41.0
0 \H\‘ \‘M 12\6'0 142.0
1 A EEEE R e
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072225\
Data File : BF143202.D

Acqg On : 22 Jul 2025 21:48
Operator : RC/JU

Sample : Q2649-13

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071725.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 6
R.T. EstConc Area Relative to ISTD R.T.
10.710 8.40 ng 302006 Acenaphthene-d10 10.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 N-(1-Cyanovinyl)benzamide 172 C10H8N20 1000186-19-1 50
3 2-Chloro-1-phenyl-1-propanone 168 C9HIC10 006084-17-9 50
4 2-Phenyl-4-ethylidene-2-oxazolin... 187 C11H9NO2 037791-41-6 50
5 1-Butanone, 1-phenyl- 148 C10H120 000495-40-9 50
Abundance Scan 1448 (10.710 min): BF143202.D\data.ms (-1443) (-] | m/z 105.05 100.00%
105.1
77.0
5000 182.1
51.0
10.50 11.00
152.1
O b ol e 2280 2T myz 77.05  65.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —— ——
10.50 11.00
510 m/z 182.10  50.37%
o270 L 1260 1520 |
\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘1\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47268: N-(1-Cyanovinyl)benzamide
105.0
—— —
10.50 11.00
5000 77.0 m/z 51.00 30.92%
51.0
72.0
o270 | ! \ 142.0
L I o L A mma e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44318: 2-Chloro-1-phenyl-1-propanone P T
105.0 10.50 11.00
m/z 50.00 9.63%
5000 77.0
51.0
ol2o 1310 1680
R L A A e e e A
m/z--> 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\BF072225\
Data File : BF143202.D

Acqg On : 22 Jul 2025 21:48
Operator : RC/JU

Sample : Q2649-13

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071725.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 Tetradecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.145 2.86 ng 89995  Phenanthrene-d1e 11.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 95
2 Undecanoic acid 186 C11H2202 000112-37-8 86
3 Dodecanoic acid 200 C12H2402 000143-07-7 59
4 n-Decanoic acid 172 C10H2002 000334-48-5 58
5 Tridecanoic acid 214 C13H2602 000638-53-9 53

Abundance Scan 1522 (11.145 min): BF143202.D\data.ms (-1518) (-} | m/z 73.85 100.00%

431 730
5000 129.0
185.1

97.1 — —
1 228.2 11.00 11.50

7.
o' ‘mw““l‘MMHHm‘wmJ_m_l” m/z 60.00  92.41%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #109279: Tetradecanoic acid
73.0
43.0
129.
5000 9.0 = —
185.0 11. 11.5 ;
97.0 228.0 m/z 43.10 85.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #60690: Undecanoic acid
60.0
— —
11.00 11.50
5000 29.0 ITI/Z 55.05 75.88%
129.0
87.0
\\H | ‘ ‘1570 186.0
0“w“u HN“H_‘m‘wu‘_‘uu‘u‘wh‘W‘H‘_“
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75718: Dodecanoic acid 7 —
73.0 11.00 11.50

m/z 41.10 74.40%

5000
43.0 129.0
157.0
‘ 1010
. \

200.0

0

7 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072225\
Data File : BF143202.D

Acqg On : 22 Jul 2025 21:48
Operator : RC/JU

Sample : Q2649-13

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071725.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 1,9-Tetradecadiene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.933 4.42 ng 139166  Phenanthrene-di10 11.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,9-Tetradecadiene 194 C14H26 112929-06-3 83
2 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 83
3 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 74
4 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 68
5 Palmitoleic acid 254 C16H3002 000373-49-9 68
Abundance Scan 1656 (11.933 min): BF143202.D\data.ms (-1652) (- m/z 55.10 100.00%
55.1
5000 WJL
—
H ‘ 12.00
owwm“‘, m/z 41.05 82.98%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #69384: 1,9-Tetradecadiene
55.0
5000 T
12.00
m/z 43.10 70.69%
o280 |
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #140812: Hexadecenoic acid, Z-11-
55.0
—
12.00
5000 m/z 69.10 55.70%
\H‘HH‘\H ’\‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #140807: cis-7-Hexadecenoic acid T
55.0 12.00
m/z 83.05 44.44%
5000
ol 2600, 1, 20 2300 L
m/z--> 20 40 60 80 100120140160180200220240260280 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072225\
Data File : BF143202.D

Acqg On : 22 Jul 2025 21:48
Operator : RC/JU

Sample : Q2649-13

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071725.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.010 17.83 ng 561682  Phenanthrene-d10 11.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 55
Abundance Scan 1669 (12.010 min): BF143202.D\data.ms (-1663) (- m/z 43.10 100.00%
43.1 73.0
5000
129.0
213.2 T 1
‘ ‘ 171.1 ‘ 256.1 12.00
A — Al ok : Ll N SR m/z 73.00  91.83%
miz-> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 3
43.0 73.0 256.0
5000 —
129.0 12.00
213.0 m/z 60.00 88.62%
‘ H ‘ 171.0 ‘
01‘4‘0 “\ ‘H Il M‘ ‘\H““Hhh‘“ \M Ll | “‘ ‘L “‘u\‘ N ‘ “ —
miz-> 50 100 150 200 250
Abundance #126202: Pentadecanoic acid
43.0 73.0
T \
12.00
5000 m/z 41.10 79.36%
129.0 242.0
DAL e T
oLb— “‘ H\‘ ‘H‘H H! ‘H“H‘M‘h“ ‘M‘\‘N “1‘5?(‘) M‘ “ , ‘\ —
miz--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid ——
73.0 12.00
43.0 m/z 55.05 79.21%
5000
129.0
185.0 228.0
0L— “‘ “‘d‘u‘u“ {M‘\‘u} “ ‘ I m‘\ “\‘ \‘ — ‘\‘ T —r
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\BF072225\
Data File : BF143202.D

Acqg On : 22 Jul 2025 21:48
Operator : RC/JU

Sample : Q2649-13

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071725.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 «cis-13-Octadecenoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.716  48.04 ng 1513420  Phenanthrene-d10 11.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 98
2 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 97
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 97
4 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 89
5 13-Tetradecenal 210 C14H260 085896-31-7 87

Abundance Scan 1789 (12.716 min): BF143202.D\data.ms (-1780) (- m/z 55.10 100.00%

5[:
5000
97.1

T
12.50 13.00

37.1 2021 264.3
ol il v WO Tt ST m/z 41.10 73.28%
miz--> 50 100 150 200 250
Abundance #176218: cis-13-Octadecenoic acid
55.0
5000 97.0 17 T

12.50 13.00
m/z 69.10 55.85%

\ T “\ “ ! L \‘ml-ﬁﬁ (‘)H‘ T ”]\-8‘0 0 T \22\2 \0\ ‘26\?\0\ T
m/z--> 100 150 200 250
Abundance #176229:Uans—l34)dadecenok:add
53.0

T
12.50 13.00

O

5000 ITI/Z 67.10 48.93%
97.0
264.0
150, A, 1s00 2220 20
miz--> 50 100 150 200 250
Abundance #176209: cis-Vaccenic acid —— —
55.0 12.50 13.00
m/z 43.10 46.74%
5000 97.0
37.0 264.0
ot | |11 L 170 1m0 2o PO ) e
miz--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072225\
Data File : BF143202.D

Acqg On : 22 Jul 2025 21:48
Operator : RC/JU

Sample : Q2649-13

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071725.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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.792 5.07 ng 159815 Phenanthrene-die 11.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
4 Tridecanoic acid 214 C13H2602 000638-53-9 58
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58
Abundance Scan 1802 (12.792 min): BF143202.D\data.ms (-1800) (- m/z 43.10 100.00%
43.1
73.0
5000
129.1
1852 o419 —— S
‘ ‘ 284.: 12.50 13.00
ol whw b WS P TR N B m/z 73.00  78.71%
miz-> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
1
43.0 30
5000 — —
129.0 12.50 13.00
m/z 57.10 76.29%
‘ 185.0 5410 284
ok ‘\“ \“\ M\\ \‘H‘ “M”‘L ‘1‘““ T . - . S ‘L — ““
miz-> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
—— —
12.50 13.00
5000 129.0 m/z 60.00 70.84%
‘ 199.0 2420
oL “\‘ W’H‘\ h“ “H“H\‘ Hhu\ M\‘u} “‘ ‘l‘eﬂ‘o““ ‘i N “\‘ S
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid 7 —
60.0 12.50 13.00
m/z 41.10 61.01%
5000 129.0
97.0 1710 2130 2560
o) M— ‘M’H‘\ W “H“‘\‘ Hhu\ ;‘u‘\‘n} ‘\ | “‘ “ “‘ \‘ ““ I Pl —r— ——
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072225\
Data File : BF143202.D

Acqg On : 22 Jul 2025 21:48
Operator : RC/JU

Sample : Q2649-13

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071725.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 9-Octadecenoic acid (Z)-, o... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.910 11.70 ng 413110  Chrysene-di12 14.127
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, oxiran... 338 C21H3803 005431-33-4 96
2 2-Methyl-Z,Z-3,13-octadecadienol 280 C19H360 1000130-90-5 95
3 13-Octadecenal, (Z)- 266 C18H340 058594-45-9 86
4 12-Methyl-E,E-2,13-octadecadien-... 280 C19H360 1010130-90-4 84
5 9,12-Octadecadien-1-0l1, (Z,Z)- 266 C18H340 000506-43-4 83
Abundance Scan 1992 (13.910 min): BF143202.D\data.ms (-1986) (- m/z 55.10 100.00%
55.1
129.0
5000
340 L
0l bbb itk TS5 m/z 41010 66.39%
miz--> 50 100 150 200 250 300
Abundance #246333: 9-Octadecenoic acid (Z)-, oxiranylmethyl ester
55.0 129.0
5000 1
14.00
m/z 67.10 56.59%
3o 185. 2910 265.0
il \‘ \“HH‘H i ‘ Lo L H L 338.(
O\\‘\\"h\” H“‘}\“\\‘\H\‘ \\\\|\\\‘\‘
miz--> 50 100 150 200 250 300
Abundance #173706: 2-Methyl-Z,Z-3,13-octadecadienol
55.0
——
14.00
5000 m/z 129.00 55.98%
95.0
o LAMLLAERS  2s0 200
m/iz--> 50 100 150 200 250 300
Abundance #155919: 13-Octadecenal, (2)- ——
55.0 14.00
m/z 57.10 47.84%
5000 fw\jWVJJVJJ\WAWJJ\\A
ol50 | L M i ¢ ‘1‘8‘1‘0 I A —
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072225\
Data File : BF143202.D

Acqg On : 22 Jul 2025 21:48
Operator : RC/JU

Sample : Q2649-13

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071725.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 Cycloeicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.963 7.28 ng 257095  Chrysene-di2 14.127
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloeicosane 280 C20H40 000296-56-0 98
2 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91

Abundance Scan 2001 (13.963 min): BF143202.D\data.ms (-1998) (- m/z 57.10 100.00%
57.1

5

5000
14.00
1 2301 :
ol A b 3990 m/z 43.10  85.37%
m/z--> 0 50 100150200 250300 350400450500 550600 650
Abundance #173728: Cycloeicosane
558.0
5000 T 1
14.00
m/z 55.10 77.19%
5.0
[ ], 196.0 280-0
O‘\\H‘HH‘HH‘HH‘HH[HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H

m/z--> 0 50 100150200 250300 350400450500550600650

Abundance #293797: Pentafluoropropionic acid, hexadecyl ester
57.0

r

T
14.00
5000 m/z 83.10 68.86%

0
F] 224.0 370.0

| oyl
P 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--> 0 50 100150200 250300 350400450500 550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester T
57.0 14.00
m/z 97.10 63.72%

.

o

5000

T

OJxFFf?AZS?"’sﬁg-oe‘w-'

T
m/z--> 0 50 100150200 250300 350400450500 550 600 650 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072225\
Data File : BF143202.D

Acqg On : 22 Jul 2025 21:48
Operator : RC/JU

Sample : Q2649-13

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071725.M

Quant Title

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

: 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 11 Squalene

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.992  26.04 ng 664671  Perylene-di2 15.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 94
2 Supraene 410 C30H50 007683-64-9 91
3 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 83
4 Trideca-1,7,11-triene-1,1-dicarb... 270 C18H26N2 1000161-46-0 53
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 52

Abundance Scan 2176 (14.992 min): BF143202.D\data.ms (-2172) (-} ' m/z 69.10 100.00%
69.1 h
5000
—
189.2 15.00
ol a iy M“ \ 189223122731 8413 410- /7 81.10  51.33%
miz--> 50 100 150 200 250 300 350 400
Abundance #308258: Squalene
69.0
5000 T
15.00
m/z 41.10 29.19%
121.0
0270 1 |11 ) 11750 23102730 3410 410,
\\\‘\ \\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
——
15.00
5000 m/z 95.10 13.15%
137.0
020y |, 1910 2730 3410 410.
el A
m/z--> 50 100 150 200 250 300 350 400
Abundance #220173: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetra T
69.0 15.00
m/z 68.10 11.84%
5000
137.0
07. ‘ | h | “ 192.0 2470 316.0
oL L —
m/z--> 50 100 150 200 250 300 350 400 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072225\
Data File : BF143202.D

Acqg On : 22 Jul 2025 21:48
Operator : RC/JU

Sample : Q2649-13

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@71725.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... 2.299 27.3 ng 882524 1 6.969 645953 20.0
2-Pentanone, 4-... 5.198 8.1 ng 261844 1 6.969 645953 20.0
Benzophenone 10.710 8.4 ng 302006 3 10.004 718824 20.0
Tetradecanoic acid 11.145 2.9 ng 89995 4 11.486 630108 20.0
1,9-Tetradecadiene 11.933 4.4 ng 139166 4 11.486 630108 20.0
n-Hexadecanoic ... 12.010 17.8 ng 561682 4 11.486 630108 20.0
cis-13-Octadece... 12.716 48.0 ng 1513420 4 11.486 630108 20.0
Octadecanoic acid 12.792 5.1 ng 159815 4 11.486 630108 20.0
9-Octadecenoic ... 13.910 11.7 ng 413110 5 14.127 705974 20.0
Cycloeicosane 13.963 7.3 ng 257095 5 14.127 705974 20.0
Squalene 14.992 26.0 ng 664671 6 15.639 510438 20.0

8270-BF071725.M Wed Jul 23 16:13:27 2025 Pag 15



