LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019807.D

Acqg On : 21 Feb 2024 14:39

Operator : MA/JU

Sample : P1523-02 :

Misc : 20240764-COMPOSITE-39N-N-3-02

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP013124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@19807.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.122 3 6 22 rVB 1142656 1470295 88.69% 9.578%
2 3.746 107 112 119 rBV3 19461 40683 2.45% 0.265%
3 3.987 150 153 161 rVB4 10552 18436 1.11% 0.120%
4 4.064 161 166 176 rVV3 82517 150520 9.08% 0.981%
5 4.240 191 196 202 rBV 29038 41921 2.53% 0.273%
6 4.299 202 206 218 rVWv2 32787 53302 3.22% 0.347%
7 4.452 227 232 240 rVB2 32578 51256 3.09% 0.334%
8 4.634 258 263 268 rVW 142368 217441 13.12% 1.417%
9 4.687 268 272 282 rVB 82906 149808 9.04% 0.976%
10 4.852 296 300 305 rBv4 11829 21571 1.30% 0.141%
11 5.011 322 327 336 rBV 115164 175740 10.60%  1.145%
12 5.469 398 405 419 rBV 519533 840375 50.69% 5.475%
13 5.787 450 459 465 rBV4 24348 42719 2.58% 0.278%
14 5.905 473 479 488 rBV1ie 10630 34541 2.08% 0.225%
15 6.093 506 511 515 rBV 24503 44885 2.71% ©0.292%
16 6.205 526 530 544 rVB5 19652 45889 2.77% ©0.299%
17 6.716 613 617 618 rVW3 26923 34883 2.10% 0.227%
18 6.752 618 623 640 rVB6 46558 163765 9.88% 1.067%
19 7.063 669 676 683 rBvV 522300 865052 52.18% 5.635%
20 7.116 683 685 691 rvB4 11647 18735 1.13% 0.122%
21 7.287 707 714 729 rBV5 29211 101440 6.12% 0.661%
22 7.510 749 752 760 rVB2 8788 18499 1.12% 0.121%
23 7.593 760 766 773 rBV3 28633 50688 3.06% 0.330%
24 7.893 811 817 825 rVB 156873 263132 15.87% 1.714%
25 8.057 837 845 850 rBV 12643 22766  1.37% 0.148%
26 8.134 850 858 863 rBV3 19406 36428 2.20% 0.237%
27 8.863 972 982 988 rBVie 17413 50958 3.07% ©0.332%
28 8.916 988 991 997 rVB7 8551 18791 1.13% 0.122%
29 9.063 1009 1016 1026 rBV 331196 584836 35.28% 3.810%
30 9.804 1137 1142 1151 rVB7 7442 17188 1.04% 0.112%
31 10.051 1178 1184 1191 rBV8 15447 38265 2.31% 0.249%
32 10.551 1263 1269 1276 rBv2 12114 23344 1.41% 0.152%
33 10.693 1286 1293 1302 rBV 197524 338870 20.44%  2.208%
34 10.887 1319 1326 1336 rBV4 10378 26092 1.57% 0.170%
35 11.075 1352 1358 1365 rBV6 14046 37155 2.24% 0.242%
36 11.340 1399 1403 1405 rBV4 12044 16934 1.02% 0.110%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019807.D

Acqg On : 21 Feb 2024 14:39

Operator : MA/JU

Sample : P1523-02 :

Misc : 20240764-COMPOSITE-39N-N-3-02

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP013124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.369 1405 1408 1414 rVB2 15975 27943 1.69% 0.182%
38 11.446 1414 1421 1428 rBV3 21201 47076  2.84% 0.307%
39 11.522 1428 1434 1441 rVB6 10842 20348 1.23% 0.133%
40 13.151 1703 1711 1725 rBV 712127 1106549 66.75% 7.209%
41 13.434 1751 1759 1769 rBV 532673 865652 52.22% 5.639%
42 13.898 1827 1838 1842 rBVS 9282 24349 1.47% 0.159%
43 14.410 1918 1925 1931 rBV6 8326 20144 1.22% 0.131%
44 14.528 1938 1945 1958 rBV 306835 484491 29.22%  3.156%
45 14.751 1975 1983 1991 rVB 109713 252110 15.21% 1.642%
46 14.951 2012 2017 2025 rBv1e 12320 25405 1.53% 0.165%
47 15.104 2038 2043 2047 rBv4 12258 18678 1.13% 0.122%
48 16.022 2190 2199 2221 rBV 712637 1201523 72.48% 7.827%
49 16.328 2246 2251 2262 rVB3 27616 53437 3.22% 0.348%
50 17.286 2407 2414 2432 rBV 429120 659407 39.78% 4.296%
51 18.180 2560 2566 2587 rBV 356072 631071 38.07% 4.111%
52 18.463 2609 2614 2618 rBV5 22716 39434 2.38% 0.257%
53 19.098 2720 2722 2727 rVB6 19153 21805 1.32% 0.142%
54 19.416 2772 2776 2787 rBV 207491 323804 19.53% 2.109%
55 19.851 2844 2850 2858 rBV 1305159 1657824 100.00% 10.800%
56 20.857 3018 3021 3024 rBV2 40954 47198 2.85% 0.307%
57 21.098 3059 3062 3069 rVB7 67190 84043 5.07% 0.547%
58 21.374 3104 3109 3116 rBV2 575871 867854 52.35% 5.654%
59 23.792 3514 3520 3529 rVB 335700 743137 44.83% 4.841%

Sum of corrected areas: 15350485
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 21 Feb 2024 14:39
: MA/JU
: P1523-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
BP019807.D

20240764-COMPOSITE-39N-N-3-02

: 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1200000

1000000

800000

600000

400000

200000

o

Time-->

TIC: BP019807.D\data.ms

122

5.469 7.063

9.063

£ 634 7 803 10 693

4.064  4]687>-011
374@9@ Jﬁg 5395 O 7 1@877% @3 BR834 & 9.808.051 105 osamﬂmaz

350 400 450 500 550 6.00 650 7.00 750 8.00 850 900 9.50 10.00 1050 11.00 11.50

Abundance

1200000

1000000

800000

600000

400000

200000

TIC: BP019807.D\data.ms
19.851

13.151 16.022

13.434
17.286

14.528

14.751
13.898 144 Bw104 16.328

19.416

18.463  19.098

[
Time-->

12.00 12.50 1300 13.50 14.00 1450 15.00 15,50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

1200000

1000000

800000

600000

400000

200000

0

TIC: BP019807.D\data.ms
21.374
23.792

21.098

20.857

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
BP019807.D

: 21 Feb 2024 14:39
: MA/JU
: P1523-02

: 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

20240764-COMPOSITE-39N-N-3-02

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 3-Penten-2-o0l Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
3.122 111.75 ng 1470300 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-o0l 86 C5H100 001569-50-2 80
2 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 72
3 Furan-2-carbonyl chloride, tetra... 134 C5H7C102 052449-98-6 53
4 1,6-Heptadien-4-0l 112 C7H120 002883-45-6 53
5 2-Furanmethanol, tetrahydro-, ac... 144 C7H1203 000637-64-9 50
Abundance Scan 6 (3.122 min): BP019807.D\data.ms (-3) (-) m/z 71.05 100.00%
71.0
5000 /k
R R A EaEa R
\ 3.203.303.40 3.50
Obrolfidy 1610224.12810 355.2415.4 5102 'y 7 43.10  74.04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #1946: 3-Penten-2-ol
71.0
5000 T T T T[T T[T T[T 1
3.203.303.403.50
m/z 41.10 34.68%
O\\M“U“h\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2008: 3-Buten-2-ol, 2-methyl-
71.0
R RE AR RN
3.203.303.403.50
5000 m/z 39.10 28.46%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #17278: Furan-2-carbonyl chloride, tetrahydro- R RRRRRREEEE L
71.0 3.203.303.403.50
m/z 45.10 22.16%
5000 /\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019807.D

Acqg On : 21 Feb 2024 14:39

Operator : MA/JU

Sample : P1523-02 :

Misc 20240764-COMPOSITE-39N-N-3-02

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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-Butenal, 3-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
3.746 3.09 ng 40683 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenal, 3-methyl- 84 C5H80 000107-86-8 86
2 2-Butenal, 2-methyl-, (E)- 84 C5H80 000497-03-0 80
3 Pentane, 3-(2,2-dichloro-3-methy... 194 C9H16C12 024577-79-5 72
4 Furan, 2,3-dihydro-4-methyl- 84 C5H80 034314-83-5 72
5 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 72
Abundance Scan 112 (3.746 min): BP019807.D\data.ms (-107) (-) m/z 84.00 100.00%

84.0

-

5000
o A REA RS T
‘ 147.0207.0 3.40 3.60 3.80 4.00
Ol bl AATOSTCT 2831 350.1417.9 48585448 y/7 s5.05  79.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1598: 2-Butenal, 3-methyl-
84.0
5000 L L N L LA BN R I
3.40 3.60 3.80 4.00
m/z 39.00 32.18%
24 .|
O‘\\\‘\“\‘1\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1626: 2-Butenal, 2-methyl-, (E)-
55.0
R
3.40 3.60 3.80 4.00
5000 m/z 41.00 30.10%
OWJuM‘!m"HH_m,‘m‘H"WH_m‘uu_m_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #69947: Pentane, 3-(2,2-dichloro-3-methylcyclopropyl)- T  E
84.0 3.40 3.60 3.80 4.00

m/z 53.00 19.75%

5000

.

194.0
0 T —— S LN ]

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019807.D

Acqg On : 21 Feb 2024 14:39

Operator : MA/JU

Sample : P1523-02 :

Misc 20240764-COMPOSITE-39N-N-3-02

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Prenol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.064 11.44 ng 150520 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Prenol 86 C5H100 000556-82-1 81
2 2-Buten-1-0l, 2-methyl- 86 C5H100 004675-87-0 72
3 3-Penten-2-o0l 86 C5H100 001569-50-2 50
4 1-Butene, 2-(chloromethyl)- 104 C5H9C1 023010-02-8 50
5 1-Butene, 1-chloro-3-methyl- 104 C5HOC1 023010-00-6 45
Abundance Scan 166 (4.064 min): BP019807.D\data.ms (-161) (-) m/z 71.05 100.00%
71.0

%

5000
R AT
3.80 4.00 4.20 4.40
ol Alldy| 146.9 221127893411 43334970 4/, 41,10 78.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1910: Preno
71.0
5000 L B I B L AL B
3.80 4.00 4.20 4.40
‘ m/z 43.05 55.25%
O‘\\m\”‘“\‘l‘\J\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2001: 2-Buten-1-ol, 2-methyl-
71.0
T
3.80 4.00 4.20 4.40
5000 m/z 69.10 52.55%
OWH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1945: 3-Penten-2-ol E  EEmmEaEEEes S

71.0 3.80 4.00 4.20 4.40
m/z 39.05 43.49%

5000

3

ol. H ‘.

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019807.D

Acqg On : 21 Feb 2024 14:39

Operator : MA/JU

Sample : P1523-02 :

Misc 20240764-COMPOSITE-39N-N-3-02

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Furan, 2,3-dihydro-4-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
4.240 3.19 ng 41921 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenal, 3-methyl- 84 C5H80 000107-86-8 91
2 Furan, 2,3-dihydro-4-methyl- 84 C5H80 034314-83-5 72
3 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 47
4 3-Aminoisoxazole 84 C3H4N20 001750-42-1 43
5 2-Ethylacrolein 84 C5H80 000922-63-4 40
Abundance Scan 196 (4.240 min): BP019807.D\data.ms (-191) (-) m/z 83.95 100.00%
84.0
B mas m s,
” 2811 . 4.00 4.20 4.40 4.60
Obrrdihid o 195:0 2811 3559414.9 48515465  m/z 55.10  58.69%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #1598: 2-Butenal, 3-methyl-
84.0
5000 LA B B B IR B
b7, 4.00 4.20 4.40 4.60
m/z 41.00 47.48%
0\\\‘\M“\‘L\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #1633: Furan, 2,3-dihydro-4-methyl-
55.0
T e
4.00 4.20 4.40 4.60
5000 m/z 39.05 46.99%
A1
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #1599: 2-Butenal, 2-methyl- R E R aER
55.0 4.00 4.20 4.40 4.60
m/z 83.00 43.79%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP@19807.D

Acqg On : 21 Feb 2024 14:39

Operator : MA/JU

Sample : P1523-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

20240764-COMPOSITE-39N-N-3-02

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-Pentene, 3,3-dimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
4.299 4.05 ng 53302 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 53
2 2-Propenoic acid, 2-methyl-, pro... 128 C7H1202 002210-28-8 42
3 5-Hydroxy-2,2',3,4,4"',5"',6-hepta... 504 C14H2C17F302 1000448-02-9 42
4 1,3,7- Nonatrlene 1,1- d1carbon1tr... 200 C13H16N2 1000162-13-4 36
5 1-Butene, 3,3-dimethyl- 84 C6H12 000558-37-2 36

Abundance Scan 206 (4.299 min): BP019807.D\data.ms (-202) (-)
69.0

m/z 69.05 100.00%

S

5000
4.00 4.20 4.40 460
207.1 . . . .
147.0 341 1
Ol kil TATOT )L 28193411 41504751 549 g a5 75 15y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3771: 1-Pentene, 3,3-dimethyl-
69.0
5000 LN L B L B LR
4.00 4.20 4.40 4.60
‘ m/z 43.05  45.66%
O‘\\‘f\’d\ 1’\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance  #14145: 2-Propenoic acid, 2-methyl-, propyl ester
69.0
LR a NURGa
4.00 4.20 4.40 4.60
5000 m/z 55.00 27 .88%
0 J\ 1|1 128.0
b S e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #338592: 5-Hydroxy-2,2',3,4,4',5',6-heptachlorobiphenyl,

69.0 506.0 4.00 4.20 4.40 4.60
311.0 m/z 69.95 13.92%
381.0
5000
239.0
143.0 H 443.0
0“H‘,"qvaWia‘_“M‘ﬁw‘uu : e/ s el e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP@19807.D

Acqg On : 21 Feb 2024 14:39

Operator : MA/JU

Sample : P1523-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

20240764-COMPOSITE-39N-N-3-02

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 unknown4.452 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
4.452 3.90 ng 51256 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-1-o0l, (E)- 100 C6H120 000928-97-2 47
2 3-Hexen-1-o0l, (Z)- 100 C6H120 000928-96-1 46
3 3-Hexen-1-o0l 100 C6H120 000544-12-7 43
4 Z-1,6-Undecadiene 152 C11H20 1000245-71-1 38
5 3-Penten-1-o0l, 2-methyl- 100 C6H120 062238-37-3 38
Abundance Scan 232 (4.452 min): BP019807.D\data.ms (-227) (-) m/z 41.05 100.00%
41.0
e B RRRESSE
“‘ 208.0266.9 3710 4.20 4.40 4.60 4.80
oww‘”w‘H‘w‘wH‘“““7‘1‘“4?"2‘3495(?”_ m/z 70.10 57.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4299: 3-Hexen-1-ol, (E)-
41.0
5000 L B I L L I L B
4.20 4.40 4.60 4.80
m/z 55.00 47.04%
Tl
‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4301: 3-Hexen-1-ol, (2)-
41.0
e ARRRARRE TSR
4.20 4.40 4.60 4.80
5000 m/z 67.05 45 .46%
o
ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4262: 3-Hexen-1-ol R AR s
41.0 4.20 4.40 4.60 4.80
m/z 69.00 39.58%
5000
AT
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019807.D

Acqg On : 21 Feb 2024 14:39

Operator : MA/JU

Sample : P1523-02 :

Misc 20240764-COMPOSITE-39N-N-3-02

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 2-Pentanol, 4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.634 16.53 ng 217441 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 53
2 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 50
3 (R)-(-)-3-Methyl-2-butanol 88 C5H120 001572-93-6 50
4 Propylene Glycol 76 C3H802 000057-55-6 42
5 2-Hexanol 102 C6H140 000626-93-7 40
Abundance Scan 263 (4.634 min): BP019807.D\data.ms (-258) (-) m/z 45.00 100.00%
45.0
5000 /\
R AREREERREEESSE
‘ ‘ 07.0 4.40 4.60 4.80 5.00
Ol M d1070 2088 2810 35814239 5157 ./, 43,05  28.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2382: 2-Butanol, 3-methyl-
45.0
5000 L LA B A L R R
4.40 4.60 4.80 5.00
‘ m/z 41.05 27.21%
O‘\\“\‘JJ‘NYJ\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5014: 2-Pentanol, 4-methyl-
45.0
A AEaaERE R
4.40 4.60 4.80 5.00
5000 m/z 69.10 17.61%
o_u‘\k“ﬂ‘“mw_‘H,‘HwH_Hww_m_mww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2394: (R)-(-)-3-Methyl-2-butanol N REa R R
45.0 4.40 4.60 4.80 5.00

m/z 39.05 14.36%

) M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00

8270E-BP013124.M Thu Feb 22 10:40:22 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019807.D

Acqg On : 21 Feb 2024 14:39

Operator : MA/JU

Sample : P1523-02 :

Misc 20240764-COMPOSITE-39N-N-3-02

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Propanoic acid, 2-hydroxy-2... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.

4.687 11.39 ng 149808 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 53
2 4-Methyl-2-pentanol, methyl ether 116 C7H160 1000333-93-5 17
3 Guanidine 59 CH5N3 000113-00-8 9
4 Carbonic acid, 3-pentyl propyl e... 174 C9H1803 1000325-64-0 9
5 4-Pentene-2-o0l, 2-methyl 100 C6H120 000624-97-5 9
Abundance Scan 272 (4.687 min): BP019807.D\data.ms (-268) (-) m/z 59.10 100.00%

59.1

S

5000
R A AR
’ ‘ 4.40 4.60 4.80 5.00
Olrrkil 4188 2050 2811 355141514763 549. 1/, 43.00 40.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5307: Propanoic acid, 2-hydroxy-2-methyl-
59.0
5000 L B B R L B
4.40 4.60 4.80 5.00
m/z 71.05 14.12%
O‘\‘\”\JJM W\‘\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9537 4-Methyl-2-pentanol, methyl ether
59.0
R RRR AR S
4.40 4.60 4.80 5.00
5000 m/z 41.05 11.91%
S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298: Guanidine e A RRaE
59.0 4.40 4.60 4.80 5.00
m/z 89.00 6.00%
5000 /\/k
Ol e e e e P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019807.D

Acqg On : 21 Feb 2024 14:39

Operator : MA/JU

Sample : P1523-02 :

Misc 20240764-COMPOSITE-39N-N-3-02

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 9 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

5.011 13.36 ng 175740  1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Guanidine 59 CH5N3 000113-00-8 43
3 Succinic acid, heptyl 2-methoxye... 274 C14H2605 1000325-80-7 33
4 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 28

5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 25
Abundance Scan 327 (5.011 min): BP019807.D\data.ms (-322) (-) m/z 43.00 100.00%
43.0
5000
101.1

T T T R T T
4.60 4.80 5.00 5.20 5.40

ol Al if . 1008 2669 3550 42024901588, /0 59 16 70.66%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-

43.0

5000 M e e
4.60 4.80 5.00 5.20 5.40

m/z 101.10  28.67%

101.0

O‘ [\\‘\‘I\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #296: Guanidine
59.0
T
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 15.34%
L S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #165726: Succinic acid, heptyl 2-methoxyethyl ester DO e
59.0 4.60 4.80 5.00 5.20 5.40

m/z 41.05 10.73%

5000

159.0

| m bl \‘ ., 2440

m/z-->

0 50 100 150 200 250 300 350 400 450 500 550

4.60 4.80 5.00 5.20 5.40

8270E-BP013124.M Thu Feb 22 10:40:25 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019807.D

Acqg On : 21 Feb 2024 14:39

Operator : MA/JU

Sample : P1523-02 :

Misc 20240764-COMPOSITE-39N-N-3-02

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 unknown5.787 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
5.787 3.25 ng 42719 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 1l-chloro-2-methyl- 90 C4H7C1 000513-37-1 40
2 1,3,5-Trichloro-4-methyl-2-penta... 202 C6H9C130 1000140-03-8 39
3 2,2-Bis(chloromethyl)-1-propanol 156 C5H10C120 005355-54-4 38

4 Bicyclo[4.1.0]hepta-1,3,5-triene 90 C7H6 004646-69-9 37
5 1H-Benzotriazole, 1-chloro- 153 C6H4CIN3 021050-95-3 25

Abundance Scan 459 (5.787 min): BP019807.D\data.ms (-450) (-) m/z 89.95 100.00%

90.0

>

5000
A RAr S RSB
5.40 5.60 5.80 6.00 6.20
‘ ‘ 267.1326.9 o
ol il 1022 26718269 4184480.5546% /7 55.19  74.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2660: 1-Propene, 1-chloro-2-methyl-
55.0
5000 B B LA B I
5.40 5.60 5.80 6.00 6.20
‘ m/z 53.00 70.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #78186: 1,3,5-Trichloro-4-methyl-2-pentanone
90.0
R e S RBRREREEEEL s
5.40 5.60 5.80 6.00 6.20
5000 m/z 39.00 67.55%

53.0
‘ ‘ \“ |

T ‘ TTT ‘ TTTT ‘ \‘\ T ‘ TTTT ‘ LU ‘ TTTT ‘ LU ‘ TTTT ‘ LU ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33256: 2,2-Bis(chloromethyl)-1-propanol R e RERE
90.0 5.40 5.60 5.80 6.00 6.20

m/z 92.00  38.29%

o
B N}
— ®

5000

31.0
0 U‘ m \.‘ Ll

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.40 5.60 5.80 6.00 6.20

—
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019807.D

Acqg On : 21 Feb 2024 14:39

Operator : MA/JU

Sample : P1523-02 :

Misc : 20240764-COMPOSITE-39N-N-3-02

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 unknown 6.093 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.093 3.41 ng 44885 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, 1,1,3,3,5,5,7,7,9,... 430 C12H3805Si6 000995-82-4 43
2 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 35
3 1,3-Dioxolane, 2-(5-bromopentyl)- 222 C8H15Br02 056741-68-5 25
4 (S)-(-)-1,1'-Bi-2-naphthol, 0,0'... 430 C26H3002Si2 1000395-55-8 25
5 3-Ethoxy-1,1,1,7,7,7-hexamethyl-... 562 C17H5007Si7 072439-79-3 23
Abundance Scan 511 (6.093 min): BP019807.D\data.ms (-506) (-) m/z 73.05 100.00%
73.0
- JM\
5,80 6.00 6.20 6.40
147.0207.0 : : : : :
obk Jm L 2830 357.1414.8 4892549, 4/, 43.00  41.21%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #317823: Hexasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11-dodece
73.0
5000 UL L B I B AL LR
207.0 2810 5.80 6.00 6.20 6.40
133.0 m/z 69.10 20.90%
Ll 3 aeso
O\\!\J‘\\\\‘\u\\l\l‘\\\\l‘i\\‘\\‘\\l\\l\‘\\‘\\l‘\\\\\‘\L\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #9296: 1,3-Dioxolane, 2-(1-methylethyl)-
73.0
S
5.80 6.00 6.20 6.40
5000 m/z 40.95 14.29%
0"JM““A‘J"‘mH"""‘H"""“‘H‘mmm‘mwuu_

m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #102361: 1,3-Dioxolane, 2-(5-bromopentyl)- A RAR S R R

73.0 5.80 6.00 6.20 6.40

m/z 38.95 7.02%

h M
m/z--> 50 100 150 200 250 300 350 400 450 500 550 5.80 6.00 6.20 6.40

8270E-BP013124.M Thu Feb 22 10:40:30 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019807.D

Acqg On : 21 Feb 2024 14:39

Operator : MA/JU

Sample : P1523-02 :

Misc 20240764-COMPOSITE-39N-N-3-02

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 2-Buten-1-o0l, 3-methyl-, ac... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.205 3.49 ng 45889 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Buten-1-0l, 3-methyl-, acetate 128 C7H1202 001191-16-8 83
2 2,5-Dihydro-3-methyl-thiophene 1... 132 C5H802S 001193-10-8 56
3 2-Pentyne 68 C5H8 000627-21-4 50
4 1,4-Pentadiene 68 C5H8 000591-93-5 45
5 2-Buten-1-o0l, 3-methyl-, formate 114 C6H1002 068480-28-4 43

Abundance Scan 530 (6.205 min): BP019807.D\data.ms (-526) (-) m/z 68.00 100.00%

68.0

N

5000
‘ 5.80 6.00 6.20 6.40 6.60
‘ 1478 2508 3561 -80 6.00 6.20 6.40 6.
Ol b ST O3 L SASE 7 43,00 82.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14091: 2-Buten-1-ol, 3-methyl-, acetate
43.0
5000 | LN R B R I
5.80 6.00 6.20 6.40 6.60
m/z 41.10 59.06%
0
0‘\\\‘\\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #16321: 2,5-Dihydro-3-methyl-thiophene 1,1-dioxide

3

68.0
R A RAARSRRRR RS
5.80 6.00 6.20 6.40 6.60
5000 ITI/Z 67.00 58.76%
}” 132.0
O M e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #494: 2-Pentyne e AR
68.0 5.80 6.00 6.20 6.40 6.60
m/z 69.00 38.60%
B W
o_"w‘lw“"\m,uwmww_HWm‘uH_m_m_m_ R RSP
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.80 6.00 6.20 6.40 6.60

8270E-BP013124.M Thu Feb 22 10:40:31 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019807.D

Acqg On : 21 Feb 2024 14:39

Operator : MA/JU

Sample : P1523-02 :

Misc : 20240764-COMPOSITE-39N-N-3-02

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 1-Benzazirene-1-carboxylic ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.752  12.45 ng 163765 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Benzazirene-1-carboxylic acid,... 265 C15H23NO3 1000197-90-8 60
2 1,2-Benzenediol, 3,5-bis(1,1-dim. 222 C14H2202 001020-31-1 47
3 Methyltrls(trlmethy151loxy)51lane 310 C10H3003Si4 017928-28-8 47
4 Tetrasiloxane, decamethyl- 310 C1eH3003Si4 000141-62-8 47
5 2-tert-Butylphenol, trimethylsil... 222 C13H220Si 025282-58-0 47

Abundance Scan 623 (6.752 min): BP019807.D\data.ms (-618) (-) m/z 73.10 100.00%

73.1 207.1
5000
147.0
281.0341.1 R e A EBEaaw
415.1 6.40 6.60 6.80 7.00
YT PR E “" ‘ M M A “H SEVEE. {‘1"??‘0‘5““9‘ m/z 207.10  84.57%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #154203: 1-Benzazirene-1-carboxylic acid, 2,2,5a-trimeth
207.0
43.0
5000 L SR LRI B I BN B
147, 6.40 6.60 6.80 7.00
‘ ‘ m/z 193.05 32.73%
265.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101728: 1,2-Benzenediol, 3,5-bis(1,1-dimethylethyl)-
207.0
O ARAREEAE
6.40 6.60 6.80 7.00
5000/ 57.0 m/z 147.00 27.79%
123.
Oberbdlige o A L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #210891: Methyltris(trimethylsiloxy)silane R RARmE s e
207.0 6.40 6.60 6.80 7.00
73.0 m/z 221.05  23.76%
5000
295.0
| 133.0 | |
Obvdpden e e R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.40 6.60 6.80 7.00

8270E-BP013124.M Thu Feb 22 10:40:32 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019807.D

Acqg On : 21 Feb 2024 14:39

Operator : MA/JU

Sample : P1523-02 :

Misc 20240764-COMPOSITE-39N-N-3-02

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 2'-Hydroxypropiophenone, TM... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.287 7.71 ng 101440 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2'-Hydroxypropiophenone, TMS der... 222 C12H1802Si 033342-87-9 50
2 Stannane, tributylethyl- 320 C14H32Sn 019411-60-0 41
3 Cyclohexane-1,3-dione, 2-allylam... 207 C12H17NO2 104926-37-6 38
4 1H-2-Benzopyran-3-one, 7-ethoxy-... 266 C13H1406 1000158-14-3 35
5 1,2,4-Benzenetricarboxylic acid,... 364 C20H2806 033975-28-9 35

Abundance Scan 714 (7.287 min): BP019807.D\data.ms (-707) (-) m/z 73.00 100.00%

73.0
207.1
5000
147.1
281.03411 \\\‘\\\\‘\\\\‘\\\\‘\\\\
obbgwbseadd b b L T VT YT 1z 207,05 8e.84%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #101289: 2'-Hydroxypropiophenone, TMS derivative
207.0
5000 L B L B L A LR
7.00 7.20 7.40 7.60
8.0 m/z 193.60  50.50%
H 151 0
O \\“l\‘\‘\lu‘\‘\‘\‘\H“W\U\\“W\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #223999: Stannane, tributylethyl-
207.0
R ARRERS
7.00 7.20 7.40 7.60
5000 151.0 m/z 221.05  29.92%
263.0
57.0
0,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83898: Cyclohexane-1,3-dione, 2-allylaminomethylene-£ T T T T
55.0 207.0 7.00 7.20 7.40 7.60
m/z 147.05  29.90%
5000 123.0 W\/MW
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60

8270E-BP013124.M Thu Feb 22 10:40:33 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019807.D

Acqg On : 21 Feb 2024 14:39

Operator : MA/JU

Sample : P1523-02 :

Misc 20240764-COMPOSITE-39N-N-3-02

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Cyanic acid, ethyl ester Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.593 3.85 ng 50688 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyanic acid, ethyl ester 71 C3H5NO 000627-48-5 72
2 4-Hydroxy-5-methyl-1-(tetrahydro... 196 C9H12N203 1000443-04-1 38
3 4-Todobutanal 198 C4H7IO0 1000411-49-8 38
4 Cyclohexanecarboxylic acid, 2-te... 212 C12H2003 1000279-85-7 37
5 Tetrahydrofurfuryl acrylate 156 C8H1203 002399-48-6 37

Abundance Scan 766 (7.593 min): BP019807.D\data.ms (-760) (-) m/z 71.00 100.00%

71.0
- \M’\L
207.0 R AN IR
7.20 7.40 7.60 7.80 8.00
141. 281 1 475 2
0 L1419 ,‘ e o1402.7 DS BATL s 41,00 76.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #684: Cyanic acid, ethyl ester
29.0
5000 I L L B R
7.20 7.40 7.60 7.80 8.00
m/z 56.05 66.07%
O‘\\\”‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72226: 4-Hydroxy-5-methyl-1-(tetrahydrofuran-2-yl)pyrin
71.0
R LEea m e e
7.20 7.40 7.60 7.80 8.00
5000 m/z 39.00 65.85%
AN NEC- -t
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74082: 4-lodobutanal R AR RREE
71.0 7.20 7.40 7.60 7.80 8.00
m/z 69.05 61.54%
- MMJ\/W
NS 141.0199.0
AR BRI o e R R A REaaE S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019807.D

Acqg On : 21 Feb 2024 14:39

Operator : MA/JU

Sample : P1523-02 :

Misc . 20240764-COMPOSITE-39N-N-3-02

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 unknown8.863 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.863 3.87 ng 50958 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Bis(trimethylsilyl)benzene 222 C12H22Si2 017151-09-6 38
2 Tetrasiloxane, decamethyl- 310 C10H3003Si4 000141-62-8 38
37,7,9,9,11,11-Hexamethyl-3,6,8,1... 384 C14H36065i3 1000375-89-1 37
4 Carvacrol, TBDMS derivative 264 C16H280Si 1000367-02-3 32
5 Heptasiloxane, 1,1,3,3,5,5,7,7,9... 504 C14H4406Si7 019095-23-9 32

Abundance Scan 982 (8.863 min): BP019807.D\data.ms (-972) (-) m/z 73.00 100.00%

T 207.1
5000
147.0
2811 1 R AR ERRE
| ‘ \ ‘ ﬂ 41514751 549 8.60 8.80 9.00 9.20
Olprredblthaedd o L1 HL Lo J‘ bbb m/z 207,10 80.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101311: 1,2-Bis(trimethylsilyl)benzene
207.0
5000 L B R B L L R
8.60 8.80 9.00 9.20
73.0 m/z 193.00 47 .30%
OJ‘-\S\\O\“‘WIW“I“\\V‘MSHR\\\L’\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #210888: Tetrasiloxane, decamethyl-
207.0
N R RRREEEEER
73.0 8.60 8.80 9.00 9.20
5000 m/z 147.00 31.21%
295.0
0 [ 1330 I L L
Pl e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #290259: 7,7,9,9,11,11-Hexamethyl-3,6,8,10,12,15-hexa N S Raas
73.0 207.0 8.60 8.80 9.00 9.20

m/z 221.00  25.90%

5000

%

295.0
L

O}QQW‘”‘f”JM‘”‘ywjﬂ‘H‘\H‘ﬁggpw‘ww‘”‘w‘”\‘ A A A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019807.D

Acqg On : 21 Feb 2024 14:39

Operator : MA/JU

Sample : P1523-02 :

Misc : 20240764-COMPOSITE-39N-N-3-02

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.434 35.73 ng 865652  Acenaphthene-di10 14.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Benzenamine, 4-propoxy- 151 C9H13NO 004469-80-1 53
3 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 53
4 Acetaminophen 151 C8HINO2 000103-90-2 53
5 m-Isopropoxyaniline 151 CSH13NO 041406-00-2 53
Abundance Scan 1759 (13.434 min): BP019807.D\data.ms (-1751) (- | m/z 109.10 100.00%
43.0 109.1
5000
—
’ ‘ 69.1 13.50
Ob kbbb JOPT 282134164012 466.2524.4 /. 4305 99.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
5000 T
13.50
m/z 151.05 60.01%
g 20
0‘\\“\\\‘flh\ﬂ\‘u\“\M“‘IWMH\A\L\\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28936: Benzenamine, 4-propoxy-
109.0 j\
— —
13.50
5000 m/z 41.05 23.88%
27.0
0“““‘“““#1”“‘ S ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28949: Pyridine, 2-butyl-, 1-oxide =
109.0 13.50
m/z 85.05 20.33%
5000
AETIN I A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019807.D

Acqg On : 21 Feb 2024 14:39

Operator : MA/JU

Sample : P1523-02 :

Misc : 20240764-COMPOSITE-39N-N-3-02

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 unknownl14.751 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.751 10.41 ng 252110  Acenaphthene-di10 14.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fumaric acid, 2-methyl-4-methoxy... 426 C25H4605 1010339-20-7 14
2 Succinic acid, 2,3,4,6-tetrachlo... 484 C21H28C1404 1000349-68-3 14
3 Succinic acid, 3-oxobut-2-yl und... 342 C19H3405 1000349-58-6 14
4 Succinic acid, 3,4,5-trichloroph... 450 C21H29C1304 1000349-64-7 14
5 2-Pyrazoline, 1,4,5-trimethyl- 112 C6H12N2 007423-11-2 10
Abundance Scan 1983 (14.751 min): BP019807.D\data.ms (-1975) (- m/z 43.05 100.00%
43.0
101.1
5000
e e
“ “H | ‘ 197.2 14.50 15.00
obr bbbl L | 280.1341.0401.8 4669 534.6 /7 57.95  57.26%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #316164: Fumaric acid, 2-methyl-4-methoxybutyl pentade
101.0
5000 et S
14.50 15.00
4. 310.0 m/z 97.85 54.80%
Ot ‘K“ \A‘\\ \M\'\ \“'%\8%.‘0\ \??%\q i ‘\‘ TTT ‘?’\Srl\.‘o\ TTT T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #334942: Succinic acid, 2,3,4,6-tetrachlorophenyl undecy
101.0
e Y
14.50 15.00
5000 m/z 101.05 53.83%
43. 232.0
315.0
} 168.0 l
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #250881: Succinic acid, 3-oxobut-2-yl undecyl ester — i
101.0 14.50 15.00
m/z 59.00 48.16%
5000
1710 255.0
43.
ANt -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
BP©19807.D

021
: MA/JU

: P1523-02

. 10

hod
le

ry

Feb 2024 14:39

Sample Multiplier: 1

20240764-COMPOSITE-39N-N-3-02

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.180 19.14 ng 631071  Phenanthrene-di10 17.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Octadecanoic acid 284 C18H3602 000057-11-4 68
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2566 (18.180 min): BP019807.D\data.ms (-2560) (- m/z 73.00 100.00%
73.0
5000
213.2
= —
’ M} \‘ ‘ 11 18.00 18.50
- Jmhuﬁ_‘uﬂu“?gu‘ 355:2 430.7489.2547.1  n/z 6@0.00  71.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 —— —
18.00 18.50
\ 57.0 m/z 43.05 68.87%
O‘\\ll\l\“J h‘“‘h“\l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
s —
18.00 18.50
5000 m/z 55.10 64.92%
171.0
o}l ]MW'\u
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid = T
73.0 18.00 18.50
m/z 41.05 62.34%
5000
L 199.0
sollilizsn | L —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

021

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
BP019807.D

Feb 2024 14:39

: MA/JU
: P1523-02

. 10

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

20240764-COMPOSITE-39N-N-3-02

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 20 Octadecanoic acid Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.416 7.46 ng 323804 Chrysene-d12 21.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 2776 (19.416 min): BP019807.D\data.ms (-2772) (- m/z 73.00 100.00%
73.0
5000
241.2
——
\ 19.50
ol H\‘\“mw b M 3420 4290 5211 n/z 43.05  77.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 —
185.0 19.50
’ m/z 60.00  75.55%
Of" \’\l‘\\”\\u\\‘\\l\\‘\‘\L\Hl\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid
73.0
—
19.50
5000 m/z 55.10 71.01%
‘ 143.0 242.0
ML
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid ——
73.0 19.50
m/z 57.05 70.71%
5000
L 228.0
143.0 \
0 ‘“’ HMNH —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019807.D

Acqg On : 21 Feb 2024 14:39

Operator : MA/JU

Sample : P1523-02 :

Misc . 20240764-COMPOSITE-39N-N-3-02

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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|
3-Penten-2-o0l 3.122  111.8 ng 1470300 1 7.893 263132 20.0
2-Butenal, 3-me... 3.746 3.1 ng 40683 1 7.893 263132 20.0
Prenol 4.064 11.4 ng 150520 1 7.893 263132 20.0
Furan, 2,3-dihy... 4.240 3.2 ng 41921 1 7.893 263132 20.0
1-Pentene, 3,3-... 4.299 4.0 ng 53302 1 7.893 263132 20.0
unknown4.452 4.452 3.9 ng 51256 1 7.893 263132 20.0
2-Pentanol, 4-m... 4.634 16.5 ng 217441 1 7.893 263132 20.0
Propanoic acid,... 4.687 11.4 ng 149808 1 7.893 263132 20.0
2-Pentanone, 4-... 5.011 13.4 ng 175740 1 7.893 263132 20.0
unknown5.787 5.787 3.3 ng 42719 1 7.893 263132 20.0
unknown 6.093 6.093 3.4 ng 44885 1 7.893 263132 20.0
2-Buten-1-01, 3... 6.205 3.5 ng 45889 1 7.893 263132 20.0
1-Benzazirene-1... 6.752 12.4 ng 163765 1 7.893 263132 20.0
2'-Hydroxypropi... 7.287 7.7 ng 101440 1 7.893 263132 20.0
Cyanic acid, et... 7.593 3.9 ng 50688 1 7.893 263132 20.0
unknown8.863 8.863 3.9 ng 50958 1 7.893 263132 20.0
2,4,7,9-Tetrame... 13.434 35.7 ng 865652 3 14.528 484491 20.0
unknownl14.751 14.751 10.4 ng 252110 3 14.528 484491 20.0
n-Hexadecanoic ... 18.180 19.1 ng 631071 4 17.286 659407 20.0
Octadecanoic acid 19.416 7.5 ng 323804 5 21.374 867854 20.0
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