LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019808.D

Acqg On : 21 Feb 2024 15:13

Operator : MA/JU

Sample : P1523-03 :

Misc : 20240765-COMPOSITE-39N-N-3-03

ALS Vvial : 11 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@19808.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.128 3 7 23 rVB 1953662 2571671 91.01% 12.529%
2 3.752 108 113 116 rBV 33375 50821 1.80% 0.248%
3  3.869 130 133 137 rBV 29714 34882 1.23% 0.170%
4 3,999 151 155 160 rVvB3 21093 33665 1.17% 0.161%
5 4.069 161 167 177 rVB2 146052 243062 8.60% 1.184%
6 4.246 190 197 203 rBV 47798 74412 2.63% 0.363%
7 4.305 203 207 219 rVB2 37119 60211 2.13% 0.293%
8 4.458 228 233 240 rVB 54013 78363 2.77% 0.382%
9 4.593 249 256 259 rBV2 18916 32187 1.14% 0.157%
10 4.640 259 264 269 rVW 243686 362164 12.82% 1.765%
11  4.693 269 273 285 rVB 132301 225841 7.99% 1.100%
12 5.016 322 328 338 rBv 189999 273081 9.66% 1.330%
13 5.469 398 405 419 rBV 835350 1287586 45.57% 6.273%
14 5.793 450 460 466 rBv4 36652 68056 2.41% 0.332%
15 6.093 503 511 516 rBV 30693 62809 2.22% 0.306%
16 6.205 526 530 544 rVB7 31695 73653  2.61% ©.359%
17 6.722 613 618 619 rBV3 20853 29815 1.06% 0.145%
18 6.752 619 623 632 rVB7 32065 84071 2.98% 0.410%
19 7.063 669 676 684 rBvV 795701 1307997 46.29% 6.373%
20 7.287 708 714 723 rBV5 25652 74436  2.63% 0.363%
21 7.593 759 766 774 rBV2 49123 83546 2.96% 0.407%
22 7.893 811 817 824 rVB 240743 385330 13.64% 1.877%
23 8.058 836 845 851 rBV 18208 33315 1.18% 0.162%
24 8.134 851 858 863 rBV2 30564 57344 2.03% 0.279%
25 8.869 978 983 986 rBv3 13883 29315 1.04% 0.143%
26 9.063 1007 1016 1027 rBV 522224 905678 32.05% 4.413%
27 9.804 1135 1142 1152 rBV3 24283 54950 1.94% 0.268%
28 10.052 1178 1184 1192 rBV6 14093 34770  1.23% 0.169%
29 10.557 1262 1270 1276 rBV2 17996 33670 1.19% 0.164%
30 10.693 1285 1293 1303 rBV 282499 487822 17.26% 2.377%
31 11.e75 1352 1358 1365 rBV6 19805 54352 1.92% 0.265%
32 11.375 1405 1409 1414 rVB 21912 37079 1.31% 0.181%
33 11.446 1414 1421 1429 rBV3 30050 57131 2.02% 0.278%
34 11.522 1429 1434 1440 rVB5 14777 29633 1.05% 0.144%
35 13.151 1699 1711 1731 rBV 1163249 1894201 67.04% 9.229%

36 13.428 1750 1758 1768 rBV 163152 263795 9.34%  1.285%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019808.D

Acqg On : 21 Feb 2024 15:13

Operator : MA/JU

Sample : P1523-03 :

Misc : 20240765-COMPOSITE-39N-N-3-03

ALS Vvial : 11 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 14.528 1939 1945 1955 rBV 436233 668523 23.66% 3.257%
38 16.022 2189 2199 2217 rBV 997543 1589462 56.25% 7.744%
39 17.286 2407 2414 2427 rBV 559041 878680 31.10% 4.281%
40 18.180 2560 2566 2580 rBV 358749 568769 20.13% 2.771%
41 19.416 2772 2776 2787 rBV 199265 302527 10.71% 1.474%
42 19.851 2844 2850 2859 rBV 2263745 2825558 100.00% 13.766%
43 20.857 3018 3021 3025 rBV 48350 53383 1.89% 0.260%
44 21.098 3059 3062 3066 rBvV2 79434 96129 3.40% 0.468%
45 21.374 3104 3109 3119 rBV 714150 1040012 36.81% 5.067%

46 23.792 3514 3520 3532 rVB 467446 1031847 36.52% 5.027%

Sum of corrected areas: 20525004
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019808.D

Acqg On : 21 Feb 2024 15:13

Operator : MA/JU

Sample : P1523-03 :

Misc 20240765-COMPOSITE-39N-N-3-03

ALS vial : 11 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

Abundance TIC: BP019808.D\data.ms

2000000{128
1500000
1000000

5.469 7.063

500000

9.063
7893 10.693

4.069 6935016
FIOB 5.79%.6005 @752 ||7.287.593 &)584 8.86 9.800.052 10.557 11.07E.1%862

0\\\‘\\\\\\\‘\\\\\\\\’\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\"\7‘\_'\

Time--> 350 4.00 450 5,00 5.50 6.00 650 7.00 750 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP019808.D\data.ms

19.851

2000000

1500000

13.151

1000000 16.022

17.286
500000 14.528 18.180

13K28 19.416 L

O A e e B e e e B B 5 e e e e A5 e o e
Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BP019808.D\data.ms

2000000

1500000

1000000 21.374

23.792

500000

20.85098

0 L ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ’ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ T
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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019808.D

Acqg On : 21 Feb 2024 15:13

Operator : MA/JU

Sample : P1523-03 :

Misc 20240765-COMPOSITE-39N-N-3-03

ALS vial : 11 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 1 3-Buten-2-o0l, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.128 133.48 ng 2571670  1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 64
2 3-Penten-2-0l 86 C5H100 001569-50-2 64
3 2-Furanmethanol, tetrahydro-, ac... 144 C7H1203 000637-64-9 53
4 2-Furanmethanol, tetrahydro- 102 C5H1002 000097-99-4 50
5 Butanoic acid, anhydride 158 C8H1403 000106-31-0 50

Abundance Scan 7 (3.128 min): BP019808.D\data.ms (-3) (-) m/z 71.05 100.00%

71.0

B

5000
3.203.303.403.50
ol My 1311 221.0282.7341.1399.1 4758535.9 1/, 43,05 74.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2000: 3-Buten-2-ol, 2-methyl-
71.0
5000 UL B RN R R

3.203.303.403.50
m/z 41.10 35.46%

1

1 .&}J‘

L

O‘\\\‘T\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1945: 3-Penten-2-ol
71.0
R RRRRE T RN
3.203.303.403.50
5000 ITI/Z 39.05 29.56%
o“ m‘ N S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #23886: 2-Furanmethanol, tetrahydro-, acetate T
43.0 3.203.303.403.50
m/z 45.05  23.14%
5000 A
omuﬂ‘m —— 7 — P
m/z--> 0 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 : BP019808.D

Acqg On : 21 Feb 2024 15:13

Operator : MA/JU

Sample : P1523-03 :

Misc 20240765-COMPOSITE-39N-N-3-03

ALS vial : 11 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, 2-methyl-, (E)- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
3.752 2.64 ng 50821 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenal, 2-methyl-, (E)- 84 C5H80 000497-03-0 91
2 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 83
3 Pentane, 3-(2,2-dichloro-3-methy... 194 C9H16C12 024577-79-5 78

4 2-Pentenal, (E)- 84 C5H80 001576-87-0 53
5 2-Butenal, 3-methyl- 84 C5H80 000107-86-8 50

Abundance Scan 113 (3.752 min): BP019808.D\data.ms (-108) (-) m/z 84.00 100.00%

84.0

-

5000
T e
w 220.9282.9 3.40 3.60 3.80 4.00
Ol 1519 22092829 3973 476.05339  m/z 55.05  75.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1626: 2-Butenal, 2-methyl-, (E)-
55.0
5000 L L L B LI BN B
3.40 3.60 3.80 4.00
m/z 39.05 31.47%
O‘\\J\“\‘i\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1595: 2-Butenal, 2-methyl-
55.0
T T T
3.40 3.60 3.80 4.00
5000 m/z 41.05 28.82%
0‘mh‘!mw‘H‘mwm‘mwm_H‘,HH,HH,HH,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #69947: Pentane, 3-(2,2-dichloro-3-methylcyclopropyl)- DR EE R R S
84.0 3.40 3.60 3.80 4.00

m/z 53.00 20.94%

5000

—

194.0 .
0 T —— ST L SNSATANS.

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 : BP©19808.D

Acqg On : 21 Feb 2024 15:13

Operator : MA/JU

Sample : P1523-03

Misc

ALS vial : 11 Sample Multiplier: 1

20240765-COMPOSITE-39N-N-3-03

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 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 3 Prenol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
4.069 12.62 ng 243062 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 74
3 1-Butene, 1-chloro-3-methyl- 104 C5H9Cl 023010-00-6 43
4 1-Butene, 2-chloro-3-methyl- 104 C5HOC1 017773-64-7 37
5 2-Butene, 2-chloro-3-methyl- 104 C5HOC1 017773-65-8 37

Abundance Scan 167 (4.069 min): BP019808.D\data.ms (-161) (-)
71.

1

||| 148.0 220.9 295.0355.4415.0 502.2

100 150 200 250 300 350 400 450 500 550

#1910: Preno
0

\J\‘HH‘\\H’\H\’H\\‘HH‘HH‘\\H‘\H\‘\H\‘\

100 150 200 250 300 350 400 450 500 550

#2001: 2-Buten-1-ol, 2-methyl-
0

100 150 200 250 300 350 400 450 500 550

"

#5467: 1-Butene, 1-chloro-3-methyl-
0

m/z 71.10 100.00%

—

3.80 4.00 4.20 4.40

m/z 41.05 74.29%

=

3.80 4.00 4.20 4.40

m/z 69.05 53.37%

-

3.80 4.00 4.20 4.40

m/z 43.05 49.16%

2

3.80 4.00 4.20 4.40

m/z 39.05 42.59%

3

5000
0 Ba ‘J‘\!“x‘.\
m/z--> 0 50
Abundance
71.
5000
0 m ‘“J ‘Jh]
m/z--> 0 50
Abundance
71.
5000
0 B H“l
m/z--> 0 50
Abundance
69.
5000
OLJ“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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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\

Library Search Compound Report

Data File : BP©19808.D

Acqg On : 21 Feb 2024 15:13
Operator : MA/JU

Sample : P1523-03

Misc

ALS vial : 11

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

20240765-COMPOSITE-39N-N-3-03

: 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 4 2-Butenal, 3-methyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
4.246 3.86 ng 74412  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 90
2 Furan, 2,3-dihydro-4-methyl- 84 C5H80 034314-83-5 58
3 Cyclopentanone, 2-ethyl- 112 C7H120 004971-18-0 56
4 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 47
5 2-Butenal, 2-methyl-, (E)- 84 C5H80 000497-03-0 47
Abundance Scan 197 (4.246 min): BP019808.D\data.ms (-190) (-) m/z 83.95 100.00%
84.0
T
1 355 3 ‘ 4.00 4.20 4.40 4.60
ol ALl 143120992670 3553 4212 487.7547. ./, 5595 59.89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #1598: 2-Butenal, 3-methyl-
84.0
5000 L B I L I LN B
b7, 4.00 4.20 4.40 4.60
m/z 39.10 45.23%
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
4.00 4.20 4.40 4.60
5000 m/z 82.95 45.13%
0‘|
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #7406: Cyclopentanone, 2-ethyl- T T e
84.0 4.00 4.20 4.40 4.60
m/z 41.05 38.68%
5000
7.
0 ‘H"“’ e e
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©19808.D

Acqg On : 21 Feb 2024 15:13

Operator : MA/JU

Sample : P1523-03 :

Misc 20240765-COMPOSITE-39N-N-3-03
ALS vial : 11 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 5 1-Pentene, 3,3-dimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
4.305 3.13 ng 60211 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 1-Pentyn-3-0l, 3,4-dimethyl- 112 C7H120 001482-15-1 42
3 2-Butene, 1-bromo-3-methyl- 148 C5H9Br 000870-63-3 36
4 Benzene, 1,3-bis(2-methyl-1-oxo-... 360 C16H16F4N203  295347-09-0 36
5 4-Trifluoroacetoxyoctane 226 C1OH17F302 116465-17-9 36

Abundance Scan 207 (4.305 min): BP019808.D\data.ms (-203) (-)
69.0

m/z 69.05 100.00%

-

5000
4.00 420 4.40 4.60
147.0207.1 2811341 o
Ol ey TATOZLT 28113410 414.9475.1635.3 0 41 05  68.96%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3771: 1-Pentene, 3,3-dimethyl-
69.0
5000 L B R B R
4.00 4.20 4.40 4.60
‘\ m/z 43.05 44.65%
O‘\J\‘I‘WI“”\J1’\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

Abundance #7438: 1-Pentyn-3-ol, 3,4-dimethyl-
69.0
G T T
4.00 4.20 4.40 4.60
5000 m/z 55.00 27.35%
o‘kawMﬂ_‘H‘H‘W‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘H‘w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26547: 2-Butene, 1-bromo-3-methyl- R RARRE e e
41.0 4.00 4.20 4.40 4.60
m/z 70.05 14.20%
5000
‘\ L) 150.0
O

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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019808.D

Acqg On : 21 Feb 2024 15:13
Operator : MA/JU

Sample : P1523-03

Misc

ALS vial : 11

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

20240765-COMPOSITE-39N-N-3-03

: 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 6 unknown4.458 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
4.458 4.07 ng 78363 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Butadiene, 2,3-dimethyl- 82 C6H1e0 000513-81-5 47
2 (Z)-1,3-Butadien-1-0l 70 C4H60 070415-58-6 43
3 1,3-Pentadiene, 2-methyl- 82 C6H10 001118-58-7 30
4 1,4-Hexadiene 82 C6H10 000592-45-0 30
5 1,3-Pentadiene, 2-methyl-, (E)- 82 C6H1e 000926-54-5 30

Abundance Scan 233 (4.458 min): BP019808.D\data.ms (-228) (-) m/z 41.00 100.00%

41.0

4.20 4.40 4.60 4.80

or Al 499-1 162.8220.9280.9 355.1414.8475.1536.4
il 162.8220.9280.9 355.1414.8475.1536.4

m/z 70.05 60.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1427: 1,3-Butadiene, 2,3-dimethyl-
67.0
5000
4.20 4.40 4.60 4.80
m/z 69.10 58.19%
0‘\\\% J‘“\“\d\\‘HH‘\\H’\H\‘HH‘HH‘\H\‘\H\‘HH‘HH‘\

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

=

Abundance #626: (Z)-1,3-Butadien-1-ol
41.0
R ARERERNA T
4.20 4.40 4.60 4.80
5000 ITI/Z 67.00 54.69%
o_w“‘ e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1419: 1,3-Pentadiene, 2-methyl- Y T R T
67.0 4.20 4.40 4.60 4.80
m/z 55.10  47.28%
- A/\AJ\A—,/U/J\
o‘uu\\H\lw‘wlwH‘HH,mww‘w_m_ww‘w_ A N a A

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 : BP019808.D

Acqg On : 21 Feb 2024 15:13

Operator : MA/JU

Sample : P1523-03 :

Misc 20240765-COMPOSITE-39N-N-3-03

ALS vial : 11 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 2
R.T. EstConc Area Relative to ISTD R.T.
4.640 18.80 ng 362164 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 72
2 Propanenitrile, 3-methoxy- 85 C4H7NO 000110-67-8 40
3 (R)-(-)-3-Methyl-2-butanol 88 C5H120 001572-93-6 40
4 2-Hexanol 102 C6H140 000626-93-7 40
5 4-Penten-2-0l 86 C5H100 000625-31-0 36

Abundance Scan 264 (4.640 min): BP019808.D\data.ms (-259) (-) m/z 45.05 100.00%

45.0

>

5000
T T
‘ ’ 07.0 4.40 4.60 4.80 5.00
ol Ml 3070 2211 3268 3999 4769 549: .., 4305  29.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5014: 2-Pentanol, 4-methyl-
45.0
5000 T [ T T [T T[T rrT
4.40 4.60 4.80 5.00
m/z 41.05 28.57%
O‘\‘\h\‘\“”\‘\\“\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1759: Propanenitrile, 3-methoxy-
45.0
N R e A RERAN RRE
4.40 4.60 4.80 5.00
5000 m/z 69.05 16.72%
S ——
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2394: (R)-(-)-3-Methyl-2-butanol R ARAN
45.0 4.40 4.60 4.80 5.00
m/z 39.05 13.89%
) J\UJ\M
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 : BP©19808.D

Acqg On : 21 Feb 2024 15:13

Operator : MA/JU

Sample : P1523-03

Misc

ALS vial : 11 Sample Multiplier: 1

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

20240765-COMPOSITE-39N-N-3-03

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 6

R.T. EstConc Area Relative to ISTD R.T.
4.693 11.72 ng 225841 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 64
2 Carbonic acid, 3-pentyl propyl e... 174 C9H1803 1000325-64-0 23
3 4-Methoxy-1-pentene 100 C6H120 098386-09-5 9
4 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 9
5 Propanoic acid, 2-hydroxy-2-meth... 118 C5H1003 002110-78-3 9
Abundance Scan 273 (4.693 min): BP019808.D\data.ms (-269) (-) m/z 59.05 100.00%
59.0
5000 A&
e AR RS
‘ 4.40 4.60 4.80 5.00
Ohorokibl | 1449 2228 3409 4150 5029 ./, 4300 38.52%
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 LI B L R B R
4.40 4.60 4.80 5.00
m/z 71.00 13.80%
O‘\‘\”\JJM f\‘\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #49745: Carbonic acid, 3-pentyl propyl ester
59.0
4.40 4.60 4.80 5.00
5000 m/z 41.05 13.19%
ox\.‘m,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4318: 4-Methoxy-1-pentene RN RRBERRN RN
59.0 4.40 4.60 4.80 5.00
m/z 89.05 6.96%
5000 J\
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 10:41:23 2024 Page: 11



Data Path : Z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\

Data File : BP©19808.D

Acqg On : 21 Feb 2024 15:13
Operator : MA/JU

Sample : P1523-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

20240765-COMPOSITE-39N-N-3-03

: 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 9 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.016 14.17 ng 273081 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 72
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Acetone 58 C3H60 000067-64-1 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 328 (5.016 min): BP019808.D\data.ms (-322) (-) m/z 43.00 100.00%

43.0
5000
101.1
e e e
‘ 4.60 4.80 5.00 5.20 5.40
ol id 2078 295.1355.1416.4477.0 549, /7 59.05  69.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl- /L
43.0
5000 [T T[T T T[T T TT T T
4.60 4.80 5.00 5.20 5.40
‘ m/z 101.10 31.57%
bo
O‘\\”\H\“\\]\19‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone

%

43.0
e e
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.10 15.92%
I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4153: 1-Propen-2-ol, acetate R NS EEE R
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.86%
- /J\Mj\w\ﬁ
O e s

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 10:41:24 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019808.D

Acqg On : 21 Feb 2024 15:13

Operator : MA/JU

Sample : P1523-03 :

Misc 20240765-COMPOSITE-39N-N-3-03

ALS vial : 11 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 2-Butene, 2-chloro- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
5.793 3.53 ng 68056 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 2-chloro- 90 C4H7C1 004461-41-0 72
2 1,3,5-Trichloro-4-methyl-2-penta... 202 C6H9C130 1000140-03-8 50
3 2,2-Bis(chloromethyl)-1-propanol 156 C5H10C120 005355-54-4 40
4 1-Propene, 1l-chloro-2-methyl- 90 C4H7C1 000513-37-1 38
5 Bicyclo[4.1.0]hepta-1,3,5-triene 90 C7H6 004646-69-9 32

Abundance Scan 460 (5.793 min): BP019808.D\data.ms (-450) (-) m/z 90.00 100.00%

90.0
5000

B R T S0
2090 5.40 5.60 5.80 6.00 6.20
|, 149.1209.0 281.3341.8401.1 4715 541.8 /" 55 gp  g2.38%

|

I

!

R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2648: 2-Butene, 2-chloro-
55.0
5000 I L L B R
5.40 5.60 5.80 6.00 6.20
“ m/z 53.05 62.50%
O‘\\\‘\hq\ll\‘}\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #78186: 1,3,5-Trichloro-4-methyl-2-pentanone
L
RN SRRt
5.40 5.60 5.80 6.00 6.20
5000 m/z 39.00 52.89%

|t
SN

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

Abundance #33257: 2,2-Bis(chloromethyl)-1-propanol e anaaae
90.0 5.40 5.60 5.80 6.00 6.20

m/z 41.05 30.29%

o
1 N
i — o)

5000

31.0
0 m m u‘..h il

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

3
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019808.D

Acqg On : 21 Feb 2024 15:13
Operator : MA/JU

Sample : P1523-03

Misc

ALS vial : 11

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

20240765-COMPOSITE-39N-N-3-03

: 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 11 unknown6.093 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
6.093 3.26 ng 62809 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methoxy-3-methylbutyl acetate 160 C8H1603 1010430-01-2 37
2 2-Aminophenol, 2TBDMS derivative 337 C18H35N0Si2 1000374-69-4 35
3 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrC1302 1000115-31-4 27
4 3-Dodecanol, 3,7,11-trimethyl- 228 C15H320 007278-65-1 25
5 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 25

Abundance Scan 511 (6.093 min): BP019808.D\data.ms (-503) (-)
73.0

m/z 73.05 100.00%

-

5000
e AL
| | 147.0207.1 280.9341.2 415.1 >80 600 6.20 6,40
Ol bl 14702071 26093412 4151 4917 ., 43.00  42.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #36679: 3-Methoxy-3-methylbutyl acetate
73.0
5000 UL L B I B AL LR
5.80 6.00 6.20 6.40
m/z 69.05 15.50%
150, |
O‘\‘\I\‘\“‘\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244795: 2-Aminophenol, 2TBDMS derivative
73.0
e R
5.80 6.00 6.20 6.40
5000 m/z 41.10 11.97%

337.0

Ot e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #260825: 1,3-Dioxolane, 2-(3-bromo-5,5,5-trichloro-2,2-d R a N AR
73.0 5.80 6.00 6.20 6.40

m/z 39.00 9.20%

=

5000

3

0‘\u‘an“\\u‘u\\‘\u\‘\u\‘\u\‘\u\‘\m‘\m‘\m‘uu‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019808.D

Acqg On : 21 Feb 2024 15:13

Operator : MA/JU

Sample : P1523-03 :

Misc 20240765-COMPOSITE-39N-N-3-03

ALS vial : 11 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 1Isoprene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.205 3.82 ng 73653  1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isoprene 68 C5H8 000078-79-5 78
2 1,4-Pentadiene 68 C5H8 000591-93-5 78
3 2-Buten-1-0l, 3-methyl-, acetate 128 C7H1202 001191-16-8 64
4 2-Pentyne 68 C5H8 000627-21-4 64
5 2,3-Pentadiene 68 C5H8 000591-96-8 53
Abundance Scan 530 (6.205 min): BP019808.D\data.ms (-526) (-) m/z 43.00 100.00%
43.0
2000 M/\KJ\/\/W
| 5.80 6.00 6.20 6.40 6.60
07.0 252.8 . : : : : :
0l {‘»- ‘Jﬂk, 1 1768 2528 3249 4003 47485360 ./, eg.65 97.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #488: Isoprene
67.0
5000
5.80 6.00 6.20 6.40 6.60
m/z 67.05 94.91%
O‘\1\‘\‘}\"‘\‘“\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #512: 1,4-Pentadiene
67.0
R e AR
5.80 6.00 6.20 6.40 6.60
5000 m/z 41.05 82.52%
A —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14090: 2-Buten-1-ol, 3-methyl-, acetate R EAARSRAREE
43.0 5.80 6.00 6.20 6.40 6.60
m/z 69.05 56.55%
5000
HIEEY,
O e e e KR

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019808.D

Acqg On : 21 Feb 2024 15:13

Operator : MA/JU

Sample : P1523-03 :

Misc : 20240765-COMPOSITE-39N-N-3-03

ALS vial : 11 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 3,3-Diisopropoxy-1,1,1,5,5,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.752 4.36 ng 84071 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,3-Diisopropoxy-1,1,1,5,5,5-hex... 324 C12H3204Si3 018082-56-9 50
2 2-(Acetoxymethyl)-3-(methoxycarb... 282 C17H1404 093103-70-9 43
3 2'-Hydroxypropiophenone, TMS der... 222 C12H1802Si 033342-87-9 40
4 N-(2-Chloro-1-ethoxyethyl)-N-cya... 313 C12H20CIN70 087166-16-3 38
5 Thymol, TMS derivative 222 C13H220Si 055012-80-1 35
Abundance Scan 623 (6.752 min): BP019808.D\data.ms (-619) (-) m/z 73.00 100.00%
73.0
207.1
5000
147.0
281'0 \‘\\\\‘\\\\’\\\\‘\\\\‘\
‘ 55.0414.9475.1 _ o 6.40 6.60 6.80 7.00
0 “‘ L eadd v d Ly M S Y . : ay k- m/z 207.10  80.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #228340: 3,3- D||sopropoxy 1,1,1,5,5,5-hexamethyltrisilox
207.
5000 L SR LRI B I BN B
43.0 2000 6.40 6.60 6.80 7.00
’ m/z 193.00 49.04%
ol
O \\\‘\\h\\‘\‘\\h\‘\‘\h\\“‘\\\‘\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175993: 2-(Acetoxymethyl)-3-(methoxycarbonyl)bipheny
207.0
S
6.40 6.60 6.80 7.00
m/z 147.00 31.64%
5000 282.0
43.0 15? 0
0 ‘H"""""‘Jm""‘ﬂ""""H,w_wwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #101289: 2'-Hydroxypropiophenone, TMS derivative T
207.0 6.40 6.60 6.80 7.00
m/z 221.00 29.30%
5000
75.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019808.D

Acqg On : 21 Feb 2024 15:13

Operator : MA/JU

Sample : P1523-03 :

Misc 20240765-COMPOSITE-39N-N-3-03

ALS vial : 11 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 unknown7.287 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

787 386ng 74436 1,4-Dichlorobenzene-da  7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Heptasiloxane, 1,1,3,3,5,5,7,7,9... 504 C14H4406Si7 019095-23-9 30

2 1H-Indole-2-carboxylic acid, 6-(... 355 C21H25NO4 1010316-17-5 30
3 Octasiloxane, 1,1,3,3,5,5,7,7,9,... 578 C16H500751i8 019095-24-0 25
4 Cyclohexane-1,3-dione, 2-allylam... 207 C12H17NO2 104926-37-6 25
5 Benzo[h]quinoline, 2,4-dimethyl- 207 C15H13N 000605-67-4 25
Abundance Scan 714 (7.287 min): BP019808.D\data.ms (-708) (-) m/z 73.05 100.00%
3.0
207.1
5000
146.9
A AEEmEEEE
266.9327.0 41504751 5491 7.00 7.20 7.40 7.60
O by M “h : M “'w, : uL Hu Al ST m/z 207.18 65.35%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #338596: Heptasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13-
73.0
5000 207.0 T T T T T T T T T T T
7.00 7.20 7.40 7.60
m/z 193.00 39.07%
133.0 281.0 355.0
O Hl‘ T \l\"’ T \‘H i T \L r‘l\’uﬂw \L‘Lw T \‘4\2\‘\9\(‘)\4\8\\9‘\0\ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #264805: 1H-Indole-2-carboxylic acid, 6-(4-ethoxyphenyl
207.0
A AEEmEEE
7.00 7.20 7.40 7.60
5000 m/z 146.95 26.54%
147.
355.0
43.0
| ‘ 296.0
L O Y WO st i O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #345536: Octasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13,1 N AN RaRa
73.0 7.00 7.20 7.40 7.60
m/z 327.00  13.25%
5000 207.0
281.0
147.0 ‘ 3410 4290
bt o b 2220 s030563¢ W W,
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019808.D

Acqg On : 21 Feb 2024 15:13

Operator : MA/JU

Sample : P1523-03 :

Misc 20240765-COMPOSITE-39N-N-3-03

ALS vial : 11 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 15 unknown7.593 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
7.593 4.34 ng 83546  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 37
2 3-Chloro-2-buten-1-0l1 106 C4H7C10 040605-42-3 37
3 2-Butyne, 1-methoxy- 84 C5H80 002768-41-4 32
4 2-Hexyn-1-ol 98 C6H100 000764-60-3 22
5 Cyclopropane, 1,1-dimethyl-2-nonyl- 196 C14H28 041977-38-2 16

Abundance Scan 766 (7.593 min): BP019808.D\data.ms (-759) (-) m/z 71.00 100.00%

71.0

N

5000
vl s
‘ ’ 1300 20702679 51 7.20 7.40 7.60 7.80 8.00
ol M 509 207.9267.9 3410 41514748 549. /7 47 95  97.98%
m/z—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1933: 3-Penten-2-ol
71.0
5000 I L L B R
7.20 7.40 7.60 7.80 8.00
‘ J m/z 56.85 81.84%
0‘\‘“\‘\“““L“i\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5645: 3-Chloro-2-buten-1-ol

71.0

-

7.20 7.40 7.60 7.80 8.00
5000 m/z 69.00 78.42%

o
-
I
45@;

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

-

Abundance #1597: 2-Butyne, 1-methoxy- R ARRASREREEELS
69.0 7.20 7.40 7.60 7.80 8.00

m/z 39.05 66.79%

B ”mwww&mwa\MMmJVMme
o"“| A e e e e e

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 : BP019808.D

Acqg On : 21 Feb 2024 15:13

Operator : MA/JU

Sample : P1523-03 :

Misc 20240765-COMPOSITE-39N-N-3-03

ALS vial : 11 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 16 2(5H)-Furanone, 5,5-dimethyl- Concentration Rank 18

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

8.134 2.98 ng 57344 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(5H)-Furanone, 5,5-dimethyl- 112 C6H802 020019-64-1 72
2 Thiophene, 2-ethyl- 112 C6H8S 000872-55-9 64
3 2-Pentene, 2,3,4-trimethyl- 112 C8H16 000565-77-5 59
4 1H-Pyrazole, 4,5-dihydro-3,5,5-t... 112 C6H12N2 003975-85-7 59
5 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 59
Abundance Scan 858 (8.134 min): BP019808.D\data.ms (-851) (-) m/z 97.10 100.00%

97.1

—

5000
Jﬂ 780800820840
3 ‘ ‘ 207.0 60 6.00 6.20 ©.
0 _ﬁ',\‘u bl 1, 287.0326.9 41604751 5450 /7 55,95  31.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7239: 2(5H)-Furanone, 5,5-dimethyl-
97.0
5000 L B L R B R B
7.80 8.00 8.20 8.40
m/z 112.10 22.13%
0‘\\\\}“’“‘”\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7285: Thiophene, 2-ethyl-
97.0
P S g
7.80 8.00 8.20 8.40
5000 m/z 43.05 21.68%
39‘0
S T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7623: 2-Pentene, 2,3,4-trimethyl- R mmaaE R
97.0 7.80 8.00 8.20 8.40
m/z 69.00 19.67%
5000
39.
oH",‘MW\ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40

8270E-BP013124.M Thu Feb 22 10:41:33 2024 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019808.D

Acqg On : 21 Feb 2024 15:13

Operator : MA/JU

Sample : P1523-03 :

Misc 20240765-COMPOSITE-39N-N-3-03

ALS vial : 11 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 unknownll.446 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.446 2.34 ng 57131 Naphthalene-d8 10.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenoic acid, 3-methyl-, ethy... 128 C7H1202 000638-10-8 49
2 Oxalic acid, cyclohexyl hexyl ester 256 C14H2404 1000309-30-8 43
3 Diisopentylaminoacetonitrile 196 C12H24N2 1010257-15-7 43
4 4-Methyl-2-heptyn-4-ol 126 C8H140 004376-16-3 43
5 Cyclohexane, decyl- 224 C16H32 001795-16-0 43
Abundance Scan 1421 (11.446 min): BP019808.D\data.ms (-1414) (| m/z 83.05 100.00%
83.0
- MJ\/L
P
H \ 11.50
o Jhbby ‘iS‘Zl 26483210 414947725442 47 59.00  68.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14126: 2-Butenoic acid, 3-methyl-, ethyl ester
83.0
5000 1
11.50
m/z 55.05 22.64%
Oz\q‘;?‘l\\\‘\l\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #142972: Oxalic acid, cyclohexyl hexyl ester
83.0
P
11.50
5000 m/z 41.10 20.06%
0 “H‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #71547: Diisopentylaminoacetonitrile ——
83.0 11.50
m/z 43.05 20.06%
5000
J 56.0
O e e L I I N RRRE e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019808.D

Acqg On : 21 Feb 2024 15:13

Operator : MA/JU

Sample : P1523-03 :

Misc 20240765-COMPOSITE-39N-N-3-03

ALS vial : 11 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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.428 7.89 ng 263795  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 Metacetamol 151 C8HINO2 000621-42-1 58
3 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 53
4 Diacetamate 193 C1OH11NO3 002623-33-8 53
5 Acetaminophen 151 C8H9NO2 000103-90-2 53
Abundance Scan 1758 (13.428 min): BP019808.D\data.ms (-1750) (- m/z 109.05 100.00%
43.0 109.1
5000
13 50
69.1
obrm MMW, 1091 2528 3411 4152 4015 57.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
5000
13 50
m/z 151.05 56.24%
H ’ 69.0
O‘\\“\l\“ld\”\‘“\h\‘”Thf‘\“\A\L\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #28724: Metacetamol
109.0
.
13 50
5000 24.13%
43.0
L VO R O
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #28881: 3-Pyridinol, 4-methyl-, acetate (ester)
109.0
43.0 13 50
m/z 85.05 20.46%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP©19808.D

Acqg On : 21 Feb 2024 15:13

Operator : MA/JU

Sample : P1523-03

Misc

ALS vial : 11

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

20240765-COMPOSITE-39N-N-3-03

: 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 19 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.180 12.95 ng 568769  Phenanthrene-d10 17.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Octadecanoic acid 284 C18H3602 000057-11-4 68

Abundance Scan 2566 (18.180 min): BP019808.D\data.ms (-2560) (- m/z 73.00 100.00%

73.0
5000
213.2
= —
‘H FL 9| ‘ ) 18.00 18.50
- ‘4“‘\4“;‘\_”&&&”‘ 79,3340.7 4149 5304 m/z 59.95  74.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 e ——
129.0 18.00 18.50
m/z 43.05 72.04%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid
73.0

[
18.00 18.50
5000 m/z 55.05 62.67%

e

#92068: Tridecanoic acid ‘ﬂ”*”#“”‘“A\”“““”””W

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

.0 18.00 18.50

m/z 57.05 61.25%

Abundance
5000
‘ 214.0
0 ‘H \Mh le\ \ I T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

o

!
w
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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\
BP019808.D

Feb 2024 15:13

: MA/JU
: P1523-03

11

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

20240765-COMPOSITE-39N-N-3-03

: 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 8

R.T. EstConc Area Relative to ISTD R.T.
19.416 5.82 ng 302527 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 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 78
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 2776 (19.416 min): BP019808.D\data.ms (-2772) (- m/z 73.00 100.00%
73.0
5000
241.2
——
‘ ‘ 1711 19.50
ob ML, | 3550414.0473.25330 0 66 06 77.53%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 T
19.50
‘ 185.0 284.0 m/z 43.10 75.44%
O\"\U‘ ‘1'\'[“4“\1‘1\\“\\\\\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid
73.0
——
19.50
5000 m/z 57.05 73.26%
‘ 143.0 242.0
oL
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid —
60.0 19.50
m/z 55.05 66.93%
5000 129.0
y 213.0
Obrrhy “uu"‘wMH“‘\‘m‘“"‘w"H_Wwwww —
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 : BP019808.D

Acqg On : 21 Feb 2024 15:13

Operator : MA/JU

Sample : P1523-03 :

Misc . 20240765-COMPOSITE-39N-N-3-03

ALS Vvial : 11 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-Buten-2-01, 2... 3.128 133.5 ng 2571670 1  7.893 385330 20.0
2-Butenal, 2-me... 3.752 2.6 ng 50821 1 7.893 385330 20.0
Prenol 4.069 12.6 ng 243062 1 7.893 385330 20.0
2-Butenal, 3-me... 4.246 3.9 ng 74412 1 7.893 385330 20.0
1-Pentene, 3,3-... 4.305 3.1 ng 60211 1 7.893 385330 20.0
unknown4.458 4.458 4.1 ng 78363 1 7.893 385330 20.0
2-Pentanol, 4-m... 4.640 18.8 ng 362164 1 7.893 385330 20.0
Propanoic acid,... 4.693 11.7 ng 225841 1 7.893 385330 20.0
2-Pentanone, 4-... 5.016 14.2 ng 273081 1 7.893 385330 20.0
2-Butene, 2-chl... 5.793 3.5 ng 68056 1 7.893 385330 20.0
unknown6.093 6.093 3.3 ng 62809 1 7.893 385330 20.0
Isoprene 6.205 3.8 ng 73653 1 7.893 385330 20.0
3,3-Diisopropox... 6.752 4.4 ng 84071 1 7.893 385330 20.0
unknown?7.287 7.287 3.9 ng 74436 1 7.893 385330 20.0
unknown7.593 7.593 4.3 ng 83546 1 7.893 385330 20.0
2(5H)-Furanone, ... 8.134 3.0 ng 57344 1 7.893 385330 20.0
unknownl1.446 11.446 2.3 ng 57131 2 10.693 487822 20.0
2,4,7,9-Tetrame... 13.428 7.9 ng 263795 3 14.528 668523 20.0
n-Hexadecanoic ... 18.180 12.9 ng 568769 4 17.286 878680 20.0
Octadecanoic acid 19.416 5.8 ng 302527 5 21.374 1040010 20.0
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