LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141868.D

Acqg On : 06 Mar 2025 15:01

Operator : RC/JU

Sample : Q1478-07 :

Misc : IDW-AQ-IW-03-COMP-022825

ALS Vvial : 12 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-BF022725.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF141868.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.157 4 11 27 rVB 3022632 4889276 10.50% 3.536%
2 2.534 61 75 91 rVB 619718 1131415 2.43% 0.818%
3 4.551 410 418 426 rBV 354543 524772 1.13% ©.380%
4 5.498 568 579 584 rBV 1938602 2569729 5.52% 1.858%
5 6.498 744 749 760 rVB 1271938 1631381 3.50% 1.180%
6 6.887 810 815 820 rBV 692812 896277 1.93% 0.648%
7 7.445 903 910 915 rBV 2792445 3842220 8.25% 2.779%
8 8.063 1010 1015 1025 rBV 382554 502812 1.08% 0.364%
9 8.163 1027 1032 1039 rVB 925429 1159805 2.49% 0.839%
106 8.898 1151 1157 1160 rBV 503255 635088 1.36% 0.459%
11  9.239 1209 1215 1220 rBV 5499243 7036824 15.11% 5.089%
12 9.498 1254 1259 1268 rBV 1909997 2429064 5.22% 1.757%
13 9.916 1325 1330 1342 rVB 1070436 1360416 2.92% 0.984%
14 10.704 1455 1464 1469 rBV 3777666 4832207 10.38%  3.495%
15 10.945 1497 1505 1509 rBV3 254293 491217 1.06% ©.355%

16 11.116 1529 1534 1539 rBV 974235 1193286 2.56% 0.863%
17 11.404 1578 1583 1590 rVB 981055 1287473 2.77% ©0.931%
18 11.810 1644 1652 1657 rBV 13603405 21715609 46.64% 15.704%
19 11.863 1657 1661 1666 rVB 387568 482686 1.04% 0.349%
20 11.927 1666 1672 1679 rBV 319628 520547 1.12% 0.376%

21 11.992 1679 1683 1690 rVB 756881 982446 2.11% ©.710%
22 12.510 1760 1771 1773 rBV2 19622358 46559181 100.00% 33.671%
23 12.598 1781 1786 1791 rVB 9759403 12911206 27.73% 9.337%
24 12.998 1848 1854 1858 rBV 5424168 7268462 15.61% 5.256%
25 13.163 1876 1882 1888 rBV5 190781 521517 1.12% ©.377%

26 13.233 1888 1894 1901 rVB 544338 912918 1.96% 0.660%
27 13.316 1901 1908 1914 rBvV2 889888 1892828 4.07% 1.369%
28 13.374 1914 1918 1922 rVV2 366286 543305 1.17% ©.393%
29 13.516 1937 1942 1954 rVB 1083793 1718771 3.69% 1.243%
30 13.645 1961 1964 1967 rVWV2 413615 656679 1.41% 0.475%
31 13.674 1967 1969 1974 rVV 416862 574787 1.23% 0.416%
32 13.739 1974 1986 1987 rVB2 600828 1093391 2.35% 0.791%
33 13.839 1987 1997 2007 rBV5 138736 492010 1.06% ©.356%
34 13.980 2017 2021 2025 rVB 672542 855497 1.84% ©.619%
35 14.039 2026 2031 2039 rVB 847789 1130392 2.43% 0.817%

36 15.510 2275 2281 2295 rVB 637477 1031713 2.22% 0.746%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141868.D

Acqg On : 06 Mar 2025 15:01

Operator : RC/JU

Sample : Q1478-07 :

Misc : IDW-AQ-IW-03-COMP-022825

ALS Vvial : 12 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-BF022725.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 138277207
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141868.D

Acqg On : 06 Mar 2025 15:01

Operator : RC/JU

Sample : Q1478-07 :

Misc : IDW-AQ-IW-03-COMP-022825

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF141868.D\data.ms

1.5e+07

1le+07

5000000
157 7.445

5.498
2.534 4.551 6.498 6.887

I\
L L L I L L L I L L I I L L L L I L L L L A O R L L B B

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: BF141868.D\data.ms

o

12.810

1.5e+07
11.810

1le+07 12.598

9.239 12.998
10.704

5000000

9.498

63 9.916 11.116 11.404 2
8.0% 8.898 | 10.04% 118687 1332
o‘_%‘” — 4 : /\_H_H“/\HJ‘\_‘H_ s A

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: BF141868.D\data.ms

1.5e+07
1e+07

5000000

HO39 15.510
o TSRS

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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141868.D

Acqg On : 06 Mar 2025 15:01

Operator : RC/JU

Sample : Q1478-07 :

Misc IDW-AQ-IW-03-COMP-022825

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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 4
R.T. EstConc Area Relative to ISTD R.T.
2.157 109.10 ng 4889280 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 23
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
Abundance  Scan 11 (2.157 min): BF141868.D\data.ms (-4) (-) m/z 73.05 100.00%
73.0
5000
43.0 A
A EARRARREERE
‘ ‘ 2.202.302.402.502.60
S P T 5 m/z 43.05 37.01%
miz--> 20 40 60 80 100 120 140 160
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T [T T T T[T TTT T[T
43.0 2.202.302.402.502.60
‘ m/z 55.05 27.43%
‘\u\\"\\\\‘\\\‘\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 80 100 120 140 160
Abundance #15764. 2,2,4-Trimethyl-3-pentanol
73.0
A ARRARREREE
2.202.302.402.502.60
5000 55.0 m/z 87.10 26.99%
290
Hﬂ . 97.0 115.0
, R e
miz--> 80 100 120 140 160
Abundance #60784: Octanal, 7-methoxy-3,7-dimethyl- R Eaa A RRARRERRRS
73.0 2.202.302.402.502.60
m/z 41.05 12.43%
5000
41.0
I . | 950 171.0

m/z--> 20 40 60 80 100 120 140 160 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\

Data File : BF141868.D

Acqg On : 06 Mar 2025 15:01

Operator : RC/JU

Sample : Q1478-07 :

Misc IDW-AQ-IW-03-COMP-022825

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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 2 Trichloroethylene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
2.534  25.25 ng 1131420 1,4-Dichlorobenzene-d4 6.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroethylene 130 C2HC13 000079-01-6 99
2 Bis(chloromethyl) sulfide 130 C2H4C12S 003592-44-7 58
3 Butylthiourea 132 C5H12N2S 001516-32-1 10
4 Pyridine, 1-oxide 95 C5H5NO 000694-59-7 10
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5C102 014203-19-1 10
Abundance  Scan 75 (2.534 min): BF141868.D\data.ms (-61) (-) m/z 95.00 100.00%
95.0 129.9
5000 60.0
RamaE
35.0 ‘ 2.20 2.40 2.60 2.80
o U myz 129.90 94.92%
miz--> 20 40 60 80 100 120 140
Abundance #15071: Trichloroethylene
95.0 130.0
5000 600 U L L
2.20 2.40 2.60 2.80
m/z 131.90 92.70%
35.0
\:!-2\-9‘ \‘\ \‘\“ \‘“\ \““\ T “1 T \‘H‘ L T T
miz-> 20 40 60 80 100 120 140
Abundance #15070: Bis(chloromethyl) sulfide
95.0
RamaE
2.20 2.40 2.60 2.80
5000 m/z 97.00 63.64%
45.0
130.0
13.0 28.0 \‘H‘ GQO 79\\0 il M\
— et
m/iz--> 20 40 60 80 100 120 140
Abundance #16279: Butylthiourea R
132.0 2.20 2.40 2.60 2.80
m/z 60.00 46.23%
44.0
5000 60.0
90.0
2800 ‘ ‘
SN | - = Y O A W
m/z--> 20 40 60 80 100 120 140 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\

Data File : BF141868.D

Acqg On : 06 Mar 2025 15:01

Operator : RC/JU

Sample : Q1478-07 :

Misc . IDW-AQ-IW-03-COMP-022825

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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 3 Hexanal Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
4.551 11.71 ng 524772 1,4-Dichlorobenzene-d4 6.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 80
2 Butanal, 3-methyl- 86 C5H100 000590-86-3 25
3 Glutaraldehyde 100 C5H802 000111-30-8 14
4 Cyclobutane 56 C4HS8 000287-23-0 14
5 Butanal 72 C4H80 000123-72-8 12
Abundance Scan 418 (4.551 min): BF141868.D\data.ms (-410) (-) m/z 44.05 100.00%
44.0 56.1
5000
72.1 R REEES e e S
H ‘ | ‘ 61 4.20 4.40 4.60 4.80
\\‘\\\\‘\\\\‘\\\}J\\\i‘\‘\!‘\\\\“\\\\‘\\\\‘\\]\-\0‘0\\0\\‘ mZ 41.10 97.9400
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4249: Hexana
44.0
56.0
5000 L L I BN B R R
29.0 4.20 4.40 4.60 4.80
72.0 m/z 56.10 97.50%
\\‘\\\\‘\\\1‘\\\\"!‘\\‘\\‘\1‘\\\‘\“!\\\8‘?\9\‘\\]\-\0?\(\)\\‘
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #1959: Butanal, 3-methyl-
44.0
e e RAREERaRE
29.0 4.20 4.40 4.60 4.80
5000 58.0 m/z 43.05 73.13%
15.0 71.0
| .
H‘HHWH‘M‘},‘\‘\\M‘;\‘HH‘HHWMHHWH‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4129: Glutaraldehyde R e e R R
44.0 4.20 4.40 4.60 4.80
m/z 57.10 70.94%
5000
29.0 72.0
57.0 '
15.0 ol m‘w‘\ H“ ‘ 3430 100.0
R B T e R ERa e e
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141868.D

Acqg On : 06 Mar 2025 15:01

Operator : RC/JU

Sample : Q1478-07 :

Misc : IDW-AQ-IW-03-COMP-022825

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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 2,4-Decadienal Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.898 10.95 ng 635088 Naphthalene-d8 8.163

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Decadienal 152 C10H160 002363-88-4 91
2 2,4-Decadienal, (E,E)- 152 C10H160 025152-84-5 91
3 2,4-Nonadienal, (E,E)- 138 C9H140 005910-87-2 78
4 2,4-Nonadienal 138 C9H140 006750-03-4 78
5 Furan, 2-hexyl- 152 C10H160 003777-70-6 72
Abundance Scan 1157 (8.898 min): BF141868.D\data.ms (-1151) (-) m/z 81.05 100.00%
81.0
5000 /LA
41.0 \\\‘\\\\‘\\\\‘\\\\‘\\\\
8.60 8.80 9.00 9.20
123.1 152.1
Obr b 83 120501231 1521 T o o Tan
m/z--> 20 40 60 80 100 120 140
Abundance #29102: 2,4-Decadienal
81.0
5000 410 LIRS B I
8.60 8.80 9.00 9.20
m/z 67.05 17.78%
T ‘ 1T \“‘\ \‘\H‘\ ‘ \LL T \H‘H\ T \“\ ‘]_\0\9\.()\ ‘ T T T ‘ \1\5}2.\0‘
miz-> 20 40 60 80 100 120 140
Abundance #29142: 2,4-Decadienal, (E,E)-
81.0
R A RREN R
8.60 8.80 9.00 9.20
5000 41.0 m/z 39.05 15.42%
15.0 | \\\H‘\Gs‘_é)\\ M‘ H‘ | “\1050 1230 15‘20
s e e
miz--> 20 40 60 80 100 120 140
Abundance #20172: 2,4-Nonadienal, (E,E)- TR T
81.0 8.60 8.80 9.00 9.20
m/z 55.10 13.92%
5000
41.0
138.0
w0, | e s BP0 UL LT
m/z--> 20 40 60 80 100 120 140 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141868.D

Acqg On : 06 Mar 2025 15:01

Operator : RC/JU

Sample : Q1478-07 :

Misc : IDW-AQ-IW-03-COMP-022825

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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 Nonanoic acid, 9-oxo-, meth... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.498 35.71 ng 2429060  Acenaphthene-d10 9.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid, 9-oxo-, methyl ester 186 C10H1803 001931-63-1 91
2 Methyl 8-methyl-nonanoate 186 C11H2202 1000452-00-9 47
3 Octanoic acid, methyl ester 158 C9H1802 000111-11-5 43
4 Pentanoic acid, 4-methyl-, methy... 130 C7H1402 002412-80-8 43
5 7-Methyloctanoic acid, methyl ester 172 C10H2002 005129-53-3 38

Abundance Scan 1259 (9.498 min): BF141868.D\data.ms (-1254) (-) m/z 74.05 100.00%

74.0
41.0
5000 111.1
143.1
—

‘ ‘ 9.50
0 ik 14680 s 5585 85.27%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #60451: Nonanoic acid, 9-oxo-, methyl ester
74.0
5000 41.0 N
111.0 9.50

143.0
m/z 87.05 76.38%

15.0 171.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #60731: Methyl 8-methyl-nonanoate
74.0

\
9.50

5000 41.05 57.46%
43.0 143.0
150, L e | aseo
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #35374: Octanoic acid, methyl ester
74.0 950

m/z 83.10  49.38%

5000
43.0 010 1270
150, | \H L s MjL

m/z--> 20 40 80 100 120 140 160 180
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141868.D

Acqg On : 06 Mar 2025 15:01

Operator : RC/JU

Sample : Q1478-07 :

Misc : IDW-AQ-IW-03-COMP-022825

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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 6 Tri(2-chloroethyl) phosphate Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.116 18.54 ng 1193290  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tri(2-chloroethyl) phosphate 284 C6H12C1304P 000115-96-8 95
2 Ethene, (2-chloroethoxy)- 106 C4H7C10 000110-75-8 47
3 Ethanol, 2-chloro-, phosphite (3:1) 268 C6H12C1303P 000140-08-9 38
4 Oxalyl chloride 126 C2C1202 000079-37-8 38
5 Trichloroacetic acid, 2-chloroet... 224 C4H4C1402 1000330-88-7 37

Abundance Scan 1534 (11.116 min): BF141868.D\data.ms (-1529) (- m/z 63.00 100.00%
63.0
249.0
205.0
5000 143.0
99.0
—— ——
‘ | ‘ ‘ | ir2d 11.00 11.50
— w‘““‘ ) VYR Y2 TR m/z 249.00  66.07%
miz--> 50 100 150 200 250
Abundance #179366: Tri(2-chloroethyl) phosphate
63.0
249.0
143.0 A
5000 205.0 L T
570 99.0 11.00 11.50
: ‘ m/z 205.00  56.05%
ey ‘m\\“\ ‘\‘ . \“ ‘\ P ‘ ‘\ ‘%’97‘3-‘d\‘ “\‘ h‘ N . ‘2$5‘.(
m/z--> 50 100 150 200 250
Abundance #5648: Ethene, (2-chloroethoxy)-
27.0 63.0
11.00 11.50
5000 m/z 143.00 44 .82%
106.0
P N
m/iz--> 50 100 150 200 250
Abundance #158684: Ethanol, 2-chloro-, phosphite (3:1)
27.0 63.0 11.00 11.50
m/z 251.00 42.37%
5000
189.0
e e
\‘\HJ w‘“‘i‘ w‘\‘m“‘;‘m\“‘H“H““\HMWH\ T T
m/z--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\

Data File : BF141868.D

Acqg On : 06 Mar 2025 15:01

Operator : RC/JU

Sample : Q1478-07 :

Misc IDW-AQ-IW-03-COMP-022825
ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integrat

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion 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 Hexadecanoic acid, methyl e...

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.810 337.34 ng 21715600  Phenanthrene-d1e 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 95
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 90
4 Methyl 9-methyltetradecanoate 256 C16H3202 213617-69-7 81
5 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 76

Abundance Scan 1652 (11.810 min): BF141868.D\data.ms (-1644) (- m/z 74.10 100.00%
74.1
5000
43.1
143.1 227.2
‘ “ 1 ‘ 185.1 270.3 1150 1200
Obrrrrrferbdd AL L L L miz 87.e5  79.41%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000
43.0 11. 50 12 00
. m/z 43.10  34.43%
2270
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109337: Tridecanoic acid, methyl ester
74.0
1150 1200
5000/ 430 m/z 55.18  30.29%
143.0
185.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126209: Methyl tetradecanoate
74.0 11. 50 12 00
m/z 41.10 28.02%
5000
43.0
0RO 1990 2420
Ll
‘H_‘HM‘HM‘H_‘H_H‘_H‘_H‘MH‘_H‘_H‘MH‘_H‘_H‘
m/z--> 20 40 60 80 100120140160180200220240260 1150 1200

8270-BF022725.M Fri Mar 07 06:18:20 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\

Data File : BF141868.D

Acqg On : 06 Mar 2025 15:01

Operator : RC/JU

Sample : Q1478-07 :

Misc . IDW-AQ-IW-03-COMP-022825

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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 8 2-Hexyne, 4-methyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.992 15.26 ng 982446 Phenanthrene-dle 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexyne, d-methyl- o6 c7H12 020198-49-6 53

2 Methyl ethyl cyclopentene
3 Cyclohexene,4-butyl-
4 Pentane, 1-chloro-5-(methylenecy... 158 C9H15Cl

110 C8H14
138 C1eH18

019780-56-4 52
021524-26-5 50
1000158-49-0 50

5 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 47
Abundance Scan 1683 (11.992 min): BF141868.D\data.ms (-1679) (- m/z 81.05 100.00%
81.0
50001 411
por N
09.1
12.00
137.0 178.1206.1
2381 m/z 41.10 40.58%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #3219: 2-Hexyne, 4-methyl-
81.0
5000 41.0 T
12.00
‘ m/z 55.10 37.35%
”
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #6734: Methyl ethyl cyclopentene
81.0
12.00
5000 m/Z 67.10 35.46%
110.0
39.0
e
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #19411: Cyclohexene,4-butyl- —
81.0 12.00
m/z 95.10 30.66%
so00{ 410
138.0
Ll g
H‘MWHHMWMN%$“HJMNH,H‘W‘H‘M‘H‘HH‘H‘W‘H‘_‘H‘H‘ —4—
m/z--> 20 40 60 80 100120140160180 200220240260 12.00

8270-BF022725.M Fri Mar 07 06:18:21 2025 Page: 11



Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\

Data File : BF141868.D

Acqg On : 06 Mar 2025 15:01

Operator : RC/JU

Sample : Q1478-07 :

Misc IDW-AQ-IW-03-COMP-022825
ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

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 9,12-Octadecadienoic acid,

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.510 723.26 ng 46559200  Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 99
3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
4 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
5 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99

Abundance Scan 1771 (12.510 min): BF141868.D\data.ms (-1760) (-} | m/z 67.85 100.00%
67.0
5000
09.1
1 T
263.1994 3 12.50
0 37L~ H " w‘\mhhm”h Hh A ‘1\187‘]"2‘29‘2‘ : ‘H\‘ ‘ ‘L‘ m/z 81.10 91.30%
miz--> 50 100 150 200 250
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 s
12.50
290 09.0 m/z 55.10  70.23%
294.0
L\“\u‘ il m H_ . 2230 2063070
miz--> 50 100 150 200 250
Abundance  #191892: Methyl 9-cis,11-trans-octadecadienoate
67.0
T T
12.50
5000 m/z 95.05 65.82%
09.0 294.0
262.0
- ‘\‘H\ i MM uh IL, Hu M “1800 2200 2089 |
miz--> 50 150 200 250
Abundance #191920: 9,12—Octadecad|enoic acid (z,2)-, methyl ester — ‘
67.0 12.50
m/z 41.05 57.55%
5000
09.0
‘ 263. o2 9
[ [ as0 2200 2030 | Al
miz--> 50 100 150 200 250 12.50

8270-BF022725.M Fri Mar 07 06:18:22 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141868.D

Acqg On : 06 Mar 2025 15:01

Operator : RC/JU

Sample : Q1478-07 :

Misc : IDW-AQ-IW-03-COMP-022825

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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 Methyl stearate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.598 200.57 ng 12911200  Phenanthrene-d1e 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 93
3 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 91
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 90
5 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 87
Abundance Scan 1786 (12.598 min): BF141868.D\data.ms (-1781) (- m/z 74.10 100.00%
74.1
50001 .. /\j\
143.1
255.2 UL ]
‘ ‘ ‘ ‘ 199.2 ‘ 208.2 12.50 13.00
ob—— ‘”‘L - ‘“ Ay ‘u ; At “ A “‘ : m/z 87.10 79.53%
miz--> 50 150 200 250 300
Abundance #197277. Methyl stearate
74.0
5000 i —
450 143.0 255.0 298.C 12.50 13.0C1
199.0 m/z 43.10 37.61%
= “ ‘H ‘% \H\ ‘1 T “\ \‘\‘\ ‘f \ T \ ‘\“\ T “ T
miz--> 100 150 200 250 300
Abundance #197353. Heptadecanoic acid, 16-methyl-, methyl ester
74.0
— —
12.50 13.00
5000 m/z 55.10 30.30%
143.0 255.0
‘ 110 ‘ 199.0 298.C
miz--> 00 150 200 250 300
Abundance #161212: Hexadecanoic acid, methyl ester — —
74.0 12.50 13.00
m/z 41.10 26.32%
5000
43.0
143.0
HH‘HHmw‘mm“”m‘m”‘ — —
m/z--> 100 150 200 250 300 12.50 13.00

8270-BF022725.M Fri Mar 07 06:18:24 2025 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141868.D

Acqg On : 06 Mar 2025 15:01

Operator : RC/JU

Sample : Q1478-07 :

Misc : IDW-AQ-IW-03-COMP-022825

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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 wunknownl3.163 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

13163 9.23ng 521517  Chrysene-di2 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,12-Octadecatrienoic acid, me... 292 C19H3202 002676-41-7 49
icyclo[10.1.0]tridec-1-ene 178 C13H22 054766-91-5 35
-Decadien-3-0l1, 5,9-dimethyl- 182 C12H220 067845-54-9 35
-Cyclodecadiene, (E,Z)- 136 C1OH16 001124-78-3 35
»25,4R)-2,7,7-Trimethylbicycl... 154 C1@H180 003247-40-3 35

uipHh wWN R
~FPr MO
Re o -
X U1 00N O

Abundance Scan 1882 (13.163 min): BF141868.D\data.ms (-1876) (- m/z 55.10 100.00%

5000
155.1
— ——
292.1 13.00 13.50
mmu\ \\h m‘ \u : ?\Jﬂ ‘ 2‘4?:"' - “\ : m/z 41.10 73.88%

m/z--> 150 200 250 300
Abundance #189423. 6,9,12-Octadecatrienoic acid, methyl ester
67.0

5000 — —r
29.0 070 13.00 13.50
" 150.0 292.0 m/z 69.10 55.62%
‘ 194.0 ‘
doda L 250 |
miz--> 50 150 200 250 300
Abundance #52980 Bicyclo[10.1.0]tridec-1-ene
61.0
—— —r
13.00 13.50
5000 m/z 43.10 54.69%
27.0 07 0
‘H\ h‘\‘\‘ 1790 S
miz--> 50 100 15 200 250 300
Abundance #56879: 4,8-Decadien-3-ol, 5,9-dimethyl- — ——
69.0 13.00 13.50

m/z 67.10 54.53%

5000
121.0
29.0 164 0
“\ ‘H \‘\H\‘ ‘ u‘h \“\ "

‘H‘ H‘M\ , —r
m/z--> 100 150 200 250 300 13.00 13.50

8270-BF022725.M Fri Mar 07 06:18:26 2025 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141868.D

Acqg On : 06 Mar 2025 15:01

Operator : RC/JU

Sample : Q1478-07 :

Misc IDW-AQ-IW-03-COMP-022825

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 cis-13-Eicosenoic acid, met... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.233 16.15 ng 912918  Chrysene-di12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-13-Eicosenoic acid, methyl e... 324 C21H4002 069120-02-1 99
2 cis-Methyl 11-eicosenoate 324 C21H4002 002390-09-2 99
3 11-Eicosenoic acid, methyl ester 324 C21H4002 003946-08-5 99
4 cis-10-Heptadecenoic acid, methy... 282 C18H3402 1000333-62-1 93
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 81

Abundance Scan 1894 (13.233 min): BF141868.D\data.ms (-1888) (- m/z 55.10 100.00%
55.

1
5000 97.1

16‘7.1 208.2 250.3 292.3 13.00 13.50

o SIS NS ALY S S m/z 69.10  62.95%

mi/z--> 50 100 150 200 250 300

Abundance #229559: cis-13-Eicosenoic acid, methyl ester

55.0
97.0
5000 — —

292.0 13.00 13.50

m/z 41.10 58.61%

38.0 208.0 250.0
15. 1720, | L | sz
miz--> 50 100 150 200 250 300
Abundance #229545: cis-Methyl 11-eicosenoate
55.0

T T
13.00 13.50

5000 97.0 m/z 83.10 55.97%

292.0
37.0 208.0 250.0
15.0 7107 T 306
A720 | L | 326
miz--> 50 100 150 200 250 300

Abundance #229555: 11-Eicosenoic acid, methyl ester = ——
55.0 13.00 13.50

m/z 57.10 53.05%

5000 97.0 292.0
370 2080 2500 ‘
\u‘“\]ﬁ‘]ﬂ;p | I |

‘ T
m/z--> 50 100 150 200 250 300 13.00 13.50

8270-BF022725.M Fri Mar 07 06:18:27 2025 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141868.D

Acqg On : 06 Mar 2025 15:01

Operator : RC/JU

Sample : Q1478-07 :

Misc : IDW-AQ-IW-03-COMP-022825

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Methyl 18-methylnonadecanoate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.316  33.49 ng 1892830  Chrysene-di12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 18-methylnonadecanoate 326 C21H4202 1000424-52-4 97
2 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 97
3 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 96
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 94
5 Methyl stearate 298 C19H3802 000112-61-8 94

Abundance Scan 1908 (13.316 min): BF141868.D\data.ms (-1901) (- m/z 74.05 100.00%
74.0
- L
143.0 2833 — —
39‘0 1 ‘ 199.2 241 2 ‘- 326.¢ 13.00 13.50
(o] R Y ““‘ m/z 87.05  79.31%
miz--> 50 100 150 200 250 300
Abundance #232223: Methyl 18-methylnonadecanoate
74.0
5000 — I
13.00 13.50
143.0 326.( m/z 43.10 43.47%
‘ ‘ 199.0 241, 283.0
\\\\’\“‘H%p%\o“{\ \\\\‘\\\\“0\\\“\‘\\“\
miz--> 100 150 200 250 300
Abundance #232222: Eicosanoic acid, methyl ester
74.0
— —
13.00 13.50
5000 m/z 55.10 36.70%
143.0
29.# ‘ 283.0 326
9 Lisooo, | 1990 zavo 50 7
m/iz--> 50 100 150 200 250 300
Abundance #179165: Hexadecanoic acid, 15-methyl-, methyl ester — —
74.0 13.00 13.50
m/z 41.10 26.86%
5000
284.0
(1 14‘30 1850 2410 |
HH,MMF’QM S SR N S S
m/z--> 100 150 200 250 300 13.00 13.50

8270-BF022725.M Fri Mar 07 06:18:29 2025 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141868.D

Acqg On : 06 Mar 2025 15:01

Operator : RC/JU

Sample : Q1478-07 :

Misc : IDW-AQ-IW-03-COMP-022825

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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 14 unknownl3.374 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.374 9.61 ng 543305 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Fluoro-4-nitrotoluene 155 C7H6FNO2 000446-34-4 50
2 4-Nitrocatechol 155 C6H5NO4 003316-09-4 38
3 1,2-Cyclohexanedicarboxylic acid... 352 C19H25C104 1000339-79-1 27
4 2-Acetylthiophene-0-methyloxime 155 C7H9NOS 1000342-45-6 27
5 1,2-Cyclohexanedicarboxylic acid... 372 C18H22C1204 1000339-84-2 27

Abundance Scan 1918 (13.374 min): BF141868.D\data.ms (-1914) (-] | m/z 155.10 100.00%
155.1
55.1
5000
109.1
M —
“ 4001 ron 1 . 1300 13.50
b b @200 250.22021  380C 0 55 19 63.02%
mi/z--> 50 100 150 200 250 300 350
Abundance #32540: 3-Fluoro-4-nitrotoluene
155.0
83.0
5000 — ——
13.00 13.50
30.0 m/z 67.10 60.68%
T \‘L 7 L\‘ iy ‘\ LA I B
m/z--> 50 100 150 200 250 300 350
Abundance #32436: 4-Nitrocatechol
155.0
— ——
13.00 13.50
5000 m/z 81.10 49.82%
81.0
Tl
B [ S
m/z--> 50 100 150 200 250 300 350
Abundance #261428: 1,2-Cyclohexanedicarboxylic acid, 4-chloro-2-n P ——
155.0 13.00 13.50
m/z 83.10 48.31%
5000
8L.0 211.0
279.0
41.0\ ‘ ‘ |
HH“HH\M“HMMHH“HH‘H;“_H“HH — ——
m/z--> 50 100 150 200 250 300 350 13.00 13.50

8270-BF022725.M Fri Mar 07 06:18:30 2025 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141868.D

Acqg On : 06 Mar 2025 15:01

Operator : RC/JU

Sample : Q1478-07 :

Misc : IDW-AQ-IW-03-COMP-022825

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 (6Z,9Z)-Pentadecadienal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.516 30.41 ng 1718776  Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (6Z,9Z)-Pentadecadienal 222 C15H260 121781-63-3 90
2 Cyclohexanol, 2-methyl-3-(1-meth... 154 C1@H180 054244-81-4 41
3 Bicyclo[3.1.1]heptane, 2,6,6-tri... 178 C13H22 050746-55-9 25
4 Tiadinil 267 C11H10CIN30S 223580-51-6 25
5 Cyclohexaneethanol, .beta.-methy... 140 C9H160 007697-55-4 25
Abundance Scan 1942 (13.516 min): BF141868.D\data.ms (-1937) (- m/z 55.10 100.00%
55.1
99.1
5000 153.1
207.1 ‘13‘50‘ |
Y L Lo 2502 2928 a3 10 83.36%
miz--> 50 100 150 200 250 300
Abundance #101970: (6Z,92)-Pentadecadienal
67.0
5000 — :
13.50
29 09.0 m/z 99.10 76.18%
’ 52.0
L “\ T “! “‘Hh‘ m \Lﬂ- ““ \‘\ ‘\ T ’ 2\2\2.\0\ ‘ T T T T ‘ L
miz--> 50 100 150 200 250 300
Abundance #31347: Cyclohexanol, 2-methyl-3-(1-methylethenyl)-, (1.
83.0
1 \
439 13.50
5000 m/z 67.10  63.36%
121.0
miz--> 50 100 150 200 250 300
Abundance #52990: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-3-(2-prope P |
41.0 13.50
83.0 m/z 81.10 60.88%
5000
‘ 135.0
A e L
mlz--> 50 100 150 200 250 300 13.50

8270-BF022725.M Fri Mar 07 06:18:32 2025 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141868.D

Acqg On : 06 Mar 2025 15:01

Operator : RC/JU

Sample : Q1478-07 :

Misc : IDW-AQ-IW-03-COMP-022825

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 unknownl3.645 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.645 11.62 ng 656679  Chrysene-di12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cetene 224 C16H32 000629-73-2 45
2 Tetradecanoic acid, 12-methyl-, ... 256 C16H3202 005129-66-8 35
3 Methyl 8-methyl-decanoate 200 C12H2402 1010336-49-1 25
4 Cyclododecane 168 C12H24 000294-62-2 25
5 Tetradecanoic acid, 5,9,13-trime... 284 C18H3602 056196-55-5 14

Abundance Scan 1964 (13.645 min): BF141868.D\data.ms (-1961) (- m/z 57.10 100.00%
7.1

5000
109.1

150.1 T

R
1350 1400
. i ‘1“““ PR 211 P78 80 o 1o o1.72%

m/z--> 50 100 150 200 250 300
Abundance #104590: Cetene
41.0
83.0

5000 RN
13.50 14.00
m/z 74.10 64.11%

25.0

\“\ L “‘ T “‘ ﬁ‘\“\ T ‘ L ‘ \22\4\.()\ ‘ L ‘ L ‘

m/z--> 50 100 150 200 250 300

Abundance #143586: Tetradecanoic acid, 12-methyl-, methyl ester
74.0

=

20. 13.50 14.00
5000 ITI/Z 87.05 59.05%
143.0
199.0 256.0
miz--> 50 100 150 200 250 300
Abundance #75737: Methyl 8-methyl-decanoate P ~
74.0 13.50 14.00
143.0 m/z 41.10 53.56%
B MM
— 1090 Ly 2000 S
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141868.D

Acqg On : 06 Mar 2025 15:01

Operator : RC/JU

Sample : Q1478-07 :

Misc : IDW-AQ-IW-03-COMP-022825

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 wunknownl3.674 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.674 10.17 ng 574787 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid, 10-undecenyl ester 254 C16H3002 1000159-93-4 49
2 Tetradecanal 212 C14H280 000124-25-4 46
3 2-Octenal, 2-butyl- 182 C12H220 013019-16-4 38
4 Bicyclo[3.3.1]nonan-9-01, 9-methyl- 154 C10H180 033832-25-6 38
5 7-Tetradecenal, (Z)- 210 C14H260 065128-96-3 35

Abundance Scan 1969 (13.674 min): BF141868.D\data.ms (-1967) (- m/z 57.10 100.00%

57.1
5000 135.1
181.1
5.1

o
2131 13.50 14.00

oy qu‘wu‘zﬁﬁ% 2921 n/z s5.10 93.68%

miz--> 50 100 150 200 250 300
Abundance #140869: Pentanoic acid, 10-undecenyl ester
55.0

5000 T
95.0 13.50 14.00
m/z 41.10  56.27%

24LL) | o 201840
mi/z--> 50 100 150 200 250 300
Abundance #90088: Tetradecanal
57.0

T
13.50 14.00

5000 96.0 m/Z 81.10 47 .53%
37.0168.0
WO a0
m/z--> 100 150 200 250 300
Abundance #56841: 2-Octenal, 2-butyl- T —
55.0 13.50 14.00

m/z 83.10 47.24%

5000 111.0
182.0
M‘ | ‘ (510

— \
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141868.D

Acqg On : 06 Mar 2025 15:01

Operator : RC/JU

Sample : Q1478-07 :

Misc IDW-AQ-IW-03-COMP-022825

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 unknown13.739 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.739 19.35 ng 1093390  Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-3-Methyl-5-(2,6,6-trimethyl-... 278 C17H2603 1000495-80-8 35
2 2,8-Bornanediol, stereoisomer 170 C10H1802 013429-50-0 30
3 2(5H)-Furanone, 4-methyl-5,5-bis... 206 C13H1802 099202-98-9 25
4 Fumaric acid, 2-pentyl but-3-yn-... 238 C13H1804 1000405-55-8 15
5 Methyl 2-octylcyclopropene-1-oct... 308 C20H3602 003220-60-8 15

Abundance Scan 1980 (13.739 min): BF141868.D\data.ms (-1974) (- m/z 81.05 100.00%

81.0
151.1
5000 M1
237.2

T
13.50 14.00

19, ‘ ‘ "
uﬁuldw \Huhl‘ \u M - ‘ ‘2‘791" ‘ L‘ , m/z 95.10 85.62%
miz--> 50 100 150 200 250 300
Abundance #171097: (E)-3-Methyl-5-(2,6,6-trimethyl-4-oxocyclohex-2
151.0
43.0 980
5000 — L=
13.50 14.00

m/z 151.05 73.13%

Lo %0360 2780
‘ T T T T ‘ T \ T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #45039: 2,8-Bornanediol, stereoisomer
95.0
—r

13.50 14.00
5000 m/z 55.10  51.65%

21.0 139.0
iy,
m/z--> 50 100 150 200 250 300

Abundance #82655: 2(5H)-Furanone, 4-methyl-5,5-bis(2-methyl-2-pr —— —
95.0 151.0 13.50 14.00
m/z 67.10  45.24%

| M/\/\M\‘
5000
‘ 206.0

m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141868.D

Acqg On : 06 Mar 2025 15:01

Operator : RC/JU

Sample : Q1478-07 :

Misc IDW-AQ-IW-03-COMP-022825

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 unknown13.839 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.839 8.71 ng 492010  Chrysene-di12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Amino-5-methyl-4-oxo0-3,4-dihyd... 125 C5H7N30 015981-91-6 35
2 3-Methoxy-2(1H)-pyridone 125 C6H7NO2 020928-63-6 30
3 9-(Acryloyloxy)nonyl acrylate 268 C15H2404 107481-28-7 27
4 Ketone, vinyl-pyrrolidinyl- 125 C7H11INO 042104-70-1 25
5 1,15-Pentadecanediol 244 C15H3202 014722-40-8 25

Abundance Scan 1997 (13.839 min): BF141868.D\data.ms (-1987) (- m/z 55.10 100.00%
55.1
125.1
5000 185.1
— —r—
| % 231.2 2851 13.50 14.00
L “‘h"“w“\‘\\“h \H\M‘H\ iy \H\‘u“ N — sl it m/z 125.10  53.60%
miz--> 50 150 200 250
Abundance #12289: 2-Am|no-5-methyl-4-oxo-3,4-dihydropyrimidine
125.0
43.0
5000 — -
13.50 14.00
82.0 m/z 185.10  44.21%
T T T ‘}‘H‘ "‘Hl H T h’ T \“\ T ‘ T T T T ‘ T T T T ‘ T T T T
Miz--> 150 200 250
Abundance #12324 3 Methoxy-2(1H)-pyridone
125.0
— —
13.50 14.00
5000 ITI/Z 82.05 41.42%
55.0
94‘0
150\\‘ \“"H‘m\ H‘ \\u‘ \“\\‘H\\‘H\\‘\H\
miz--> 50 100 150 200 250
Abundance #157957: 9-(Acryloyloxy)nonyl acrylate “ —
55.0 13.50 14.00
m/z 41.10 41.18%
5000
‘950
bl Lo a0 |~ s
miz--> 50 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141868.D

Acqg On : 06 Mar 2025 15:01

Operator : RC/JU

Sample : Q1478-07 :

Misc IDW-AQ-IW-03-COMP-022825

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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 20 Docosanoic acid, methyl ester  Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.980 15.14 ng 855497  Chrysene-di12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 99
2 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 95
3 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 91
4 Methyl stearate 298 C19H3802 000112-61-8 87
5 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 87

Abundance Scan 2021 (13 980 min): BF141868.D\data.ms (-2017) (- m/z 74.05 100.00%
74.0
- J
143.1 AT -
‘ 1992 2552 31‘1'3 354.c 14.00
ol bl L T T m/z 87.05  80.73%
miz--> 50 100 150 200 250 300 350
Abundance #264179: Docosanoic acid, methyl ester
74.0
5000 T | T T T T
14.00
143.0 354 m/z 43.10 40.46%
259 iy, | om0 wso 30
Hmn\H\\ L L I
\\\\‘\\ \\\\‘\\\\’\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #214954: Nonadecanoic acid, methyl ester
74.0
e
14.00
5000 m/z 55.18  28.45%
312.0
18‘? L‘\ H h ‘M ‘\\ Lo ‘ 213.0 26‘90 L
\\\\‘\\\‘\"\‘\\\‘\\\‘\‘\\\\‘\
m/z--> 100 150 200 250 300 350
Abundance #264191: Methyl 20-methyl-heneicosanoate ——
74.0 14.00
m/z 57.10 27.30%
5000
143.0
‘ 199.0 255.0 ‘ ‘
SN 1O OO N N S e
m/z--> 50 100 150 200 250 300 350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141868.D

Acqg On : 06 Mar 2025 15:01

Operator : RC/JU

Sample : Q1478-07 :

Misc : IDW-AQ-IW-03-COMP-022825

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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... 2.157 109.1 ng 4889280 1 6.887 896277 20.0
Trichloroethylene 2.534 25.3 ng 1131420 1 6.887 896277 20.0
Hexanal 4,551 11.7 ng 524772 1 6.887 896277 20.0
2,4-Decadienal 8.898 10.9 ng 635088 2 8.163 1159810 20.0
Nonanoic acid, 9.498 35.7 ng 2429060 3 9.916 1360420 20.0
Tri(2-chloroeth... 11.116 18.5 ng 1193290 4 11.404 1287470 20.0
Hexadecanoic ac... 11.810 337.3 ng 21715600 4 11.404 1287470 20.0
2-Hexyne, 4-met... 11.992 15.3 ng 982446 4 11.404 1287470 20.0
9,12-Octadecadi... 12.510 723.3 ng 46559200 4 11.404 1287470 20.0
Methyl stearate 12.598 200.6 ng 12911200 4 11.404 1287470 20.0
unknown13.163 13.163 9.2 ng 521517 5 14.039 1130390 20.0
cis-13-Eicoseno... 13.233 16.1 ng 912918 5 14.039 1130390 20.0
Methyl 18-methy... 13.316 33.5 ng 1892830 5 14.039 1130390 20.0
unknown13.374 13.374 9.6 ng 543305 5 14.039 1130390 20.0
(6Z,9Z)-Pentade... 13.516 30.4 ng 1718770 5 14.039 1130390 20.0
unknown13.645 13.645 11.6 ng 656679 5 14.039 1130390 20.0
unknownl13.674 13.674 10.2 ng 574787 5 14.039 1130390 20.0
unknown13.739 13.739 19.4 ng 1093390 5 14.039 1130390 20.0
unknown13.839 13.839 8.7 ng 492010 5 14.039 1130390 20.0
Docosanoic acid... 13.980 15.1 ng 855497 5 14.039 1130390 20.0
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