LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\
Data File : BP019897.D

Acqg On : 27 Feb 2024 15:27

Operator : MA/JU

Sample : P1523-01 :

Misc : 20240763-COMPOSITE-39N-N-3-01

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP022624.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@19897.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.123 3 6 15 rVB 2966760 3555666 86.76% 10.705%
2 3.746 108 112 124 rBV3 53899 109252 2.67% 0.329%
3 3.864 128 132 136 rBV 57641 73894 1.80% 0.222%
4 3,993 150 154 160 rVB2 30450 48510 1.18% ©0.146%
5 4.070 161 167 177 rVV 224420 372848 9.10% 1.123%
6 4.240 189 196 203 rBV 80997 125909 3.07% 0.379%
7 4.452 228 232 240 rVB 89983 122856 3.00% 0.370%
8 4.587 248 255 259 rBvV 42646 72200 1.76% 0.217%
9 4.640 259 264 269 rVvV 397567 611093 14.91% 1.840%
10  4.693 269 273 284 rVB 238999 354213 8.64% 1.066%
11 5.017 322 328 338 rBV 490453 716440 17.48% 2.157%
12 5.469 398 405 414 rBV 1454991 2169685 52.94% 6.532%
13 5.793 449 460 465 rBV 60409 103624 2.53% 0.312%
14 5.917 475 481 488 rBv4 19238 43466 1.06% ©0.131%
15 6.093 502 511 516 rBV 32565 57678 1.41% 0.174%
16 6.205 526 530 544 rVB3 53748 114616 2.80%  0.345%
17 6.752 619 623 632 rVB7 41188 111112 2.71% 0.335%
18 7.069 670 677 684 rBV 1476842 2399116 58.54% 7.223%
19 7.122 684 686 692 rVB 33695 45848 1.12% 0.138%
20 7.293 706 715 722 rBV5 30631 81366 1.99% 0.245%
21  7.599 760 767 773 rBvV2 81082 147805 3.61% 0.445%
22 7.893 812 817 825 rVB 393424 643761 15.71% 1.938%
23 8.058 839 845 850 rBV 33065 60202 1.47% 0.181%
24 8.140 850 859 863 rVV3 53896 108407 2.65% 0.326%
25 8.187 863 867 872 rVWW5 20877 42154 1.03% 0.127%
26 8.869 978 983 988 rBV5 19442 44355 1.08% 0.134%
27 9.069 1008 1017 1027 rBV 924137 1605567 39.18% 4.834%
28 9.816 1138 1144 1154 rBV3 31898 84255 2.06%  0.254%
29 10.057 1180 1185 1191 rBV6 24164 54077 1.32% 0.163%
30 10.563 1263 1271 1276 rBV 36850 64208 1.57% 0.193%
31 10.699 1286 1294 1310 rVB 516166 919056 22.43% 2.767%
32 10.893 1318 1327 1339 rBv2 30068 81693 1.99% 0.246%
33 11.087 1351 1360 1366 rBV6 35310 104441  2.55% 0.314%
34 11.140 1366 1369 1375 rVB 28462 43226 1.05% ©.130%
35 11.346 1400 1404 1407 rBV 36771 62044 1.51% 0.187%
36 11.375 1407 1409 1415 rVB2 42339 64922 1.58% 0.195%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\
Data File : BP019897.D

Acqg On : 27 Feb 2024 15:27

Operator : MA/JU

Sample : P1523-01 :

Misc : 20240763-COMPOSITE-39N-N-3-01

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP022624.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.452 1415 1422 1429 rBV4 61078 118773 2.90%  0.358%
38 11.528 1429 1435 1441 rVB3 31329 64106 1.56% ©.193%
39 12.157 1531 1542 1549 rBV5 15469 46401 1.13% 0.140%
40 13.163 1701 1713 1728 rBV 2198097 3341544 81.54% 10.061%
41 13.440 1752 1760 1768 rBV 318579 511114 12.47% 1.539%
42 14.540 1940 1947 1960 rVB 855308 1293678 31.57% 3.895%
43 16.034 2191 2201 2220 rBV 1757074 2708267 66.09% 8.154%
44 17.298 2410 2416 2431 rBV 1022041 1572936 38.38% 4.736%
45 17.986 2528 2533 2538 rBV 32686 44004 1.07% 0.132%
46 18.198 2564 2569 2580 rBV 409424 603311 14.72% 1.816%
47 19.116 2722 2725 2729 rVB3 34408 41917 1.02% 0.126%
48 19.433 2775 2779 2788 rBV 171427 261894 6.39% 0.788%
49 19.869 2848 2853 2863 rVB 3407220 4098112 100.00% 12.338%
50 20.180 2903 2906 2910 rVB2 39140 44603 1.09% 0.134%
51 20.669 2985 2989 2992 rBV2 52992 63636 1.55% ©.192%
52 20.875 3021 3024 3031 rBV 69759 98568 2.41% 0.297%
53 21.122 3062 3066 3071 rBV 180394 228021 5.56% 0.687%
54 21.398 3108 3113 3121 rBV 976316 1361684 33.23% 4.100%
55 21.569 3139 3142 3146 rVB2 62308 68089 1.66% 0.205%

56 23.821 3519 3525 3534 rVB 574797 1224156 29.87%  3.686%

Sum of corrected areas: 33214379
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 27 Feb 2024 15:27
: MA/JU
. P1523-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\
BP019897.D

20240763-COMPOSITE-39N-N-3-01

: 12 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

o

Time-->

TIC: BP019897.D\data.ms

123

5.469 7.069

9.069

5.017 10.699

4.640 7.893

4.070 41693
3. 3485048 24000587 5.59%PRP5  6.7527, 22937-@\@&5@7 8.86 9.816.057 10.5680.80R0BREAE2S

A NN AT _ o

_ PN P A
L L B e B L B I L L B L B O B B B I BB

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP019897.D\data.ms
19.869

13.163

16.034

17.298
14.540

13.440 18.198
19.433
12.157 L \ 17.98 19.116 120180

Time-->

12.00 1250 13.00 1350 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BP019897.D\data.ms

21.398
23.821

21.122
0 865875 1.569

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\BP022724\
Data File : BP019897.D

Acqg On : 27 Feb 2024 15:27
Operator : MA/JU

Sample : P1523-01

Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

20240763-COMPOSITE-39N-N-3-01

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 1 3-Penten-2-o0l Concentration Rank 1

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

3.123 110.47 ng 3555670 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 87
2 3-Buten-2-o0l, 2-methyl- 86 C5H100 000115-18-4 64
3 Butanoic acid, anhydride 158 C8H1403 000106-31-0 64
4 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 50
5 Furan, tetrahydro-2-(methoxymeth... 116 C6H1202 019354-27-9 45
Abundance Scan 6 (3.123 min): BP019897.D\data.ms (-3) (-) m/z 71.05 100.00%

71.0
5000

N —
H 3.203.303.40 3.50
iy 135.0 206.9265.1 341.1402.0461.0521.6 1/, 43.10  74.28%

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

o

Abundance #1946: 3-Penten-2-ol
71.0
5000 T[T T T T[T T T[T T[T TTT 1
3.203.303.403.50
‘ m/z 41.10 35.88%
O ‘ T \i‘\‘ J\J‘h\ J‘ \l\ ‘ TTTT ‘ TTTT ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2000: 3-Buten-2-ol, 2-methyl-

71.0

3.203.303.403.50
5000 m/z 39.05 29.13%

o

la.bJ‘, )

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

Abundance #35084: Butanoic acid, anhydride AR EaREE R R
71.0 3.203.303.403.50
m/z 45.10  23.03%
5000
O‘HLMWm‘_uu‘H‘W‘H‘_‘H‘H‘w‘HW‘H‘M‘H‘H‘W‘  RARas SREEIEEBEREEN

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\BP022724\
Data File : BP019897.D

Acqg On : 27 Feb 2024 15:27

Operator : MA/JU

Sample : P1523-01 :

Misc 20240763-COMPOSITE-39N-N-3-01

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 14
R.T. EstConc Area Relative to ISTD R.T.
3.746 3.39 ng 109252  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 87
2 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 86
3 3-Aminoisoxazole 84 C3H4N20 001750-42-1 72
4 2-Ethylacrolein 84 C5H80 000922-63-4 72
5 Furan, 2,3-dihydro-4-methyl- 84 C5H80 034314-83-5 45
Abundance Scan 112 (3.746 min): BP019897.D\data.ms (-108) (-) m/z 84.05 100.00%

84.0

-

5000
e
‘ \ 472 3.40 3.60 3.80 4.00
. 4
Obrbh L 147220802660 3551 4323 5461 .. 55.p5  g5.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1598: 2-Butenal, 3-methyl-
84.0
5000 LI L L L LN B L
3.40 3.60 3.80 4.00
m/z 39.05 32.39%
0%\\.‘\”‘\W“\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1595: 2-Butenal, 2-methyl-
55.0
SRR RRE R
3.40 3.60 3.80 4.00
5000 m/z 41.00 26.79%
0 HJN‘*ihm,‘m,uH_m_m‘HHWH,Hu,mwuw
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1509: 3-Aminoisoxazole EREREN R EEEE R
84.0 3.40 3.60 3.80 4.00
m/z 53.10 22.29%
) A\J\k
02%“,,“ R e AR
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\BP022724\

Data File : BP@19897.D

Acqg On : 27 Feb 2024 15:27

Operator : MA/JU

Sample : P1523-01 :

Misc 20240763-COMPOSITE-39N-N-3-01

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.M
: 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 3 unknown3.864 Concentration Rank 20

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

3.864 2.30 ng 73894  1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methacrylamide 85 C4H7NO 000079-39-0 49
2 2(3H)-Furanone, dihydro-5-propyl- 128 C7H1202 000105-21-5 40
3 2-Pyrrolidinone 85 C4H7NO 000616-45-5 38
4 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 38
5 5-Hydroxypentanal 102 C5H1002 004221-03-8 33
Abundance Scan 132 (3.864 min): BP019897.D\data.ms (-128) (-) m/z 84.95 100.00%

85.0

5000

o

3.60 3.80 4.00 4.20
62.33%

152.0 222.0282.8340.8 414.8 503.4
Ol iy by 1520 222.0282.8340.8 4148 5034  y 7 41.00

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1732: Methacrylamide
41.0
5000 L B I L L B L L B
3.60 3.80 4.00 4.20
m/z 43.05  44.90%
O‘\"\hi EERR AR N N R R N RN R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14099: 2(3H)-Furanone, dihydro-5-propyl-
85.0

3.60 3.80 4.00 4.20
5000 m/z 39.05 28.22%

21ﬁﬂ‘

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

o

=

Abundance #1736: 2-Pyrrolidinone AR L AEasas e
85.0 3.60 3.80 4.00 4.20
m/z 42.05 20.06%
5000
27.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00 4.20

8270E-BP022624.M Wed Feb 28 12:31:43 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\

Data File : BP@19897.D

Acqg On : 27 Feb 2024 15:27

Operator : MA/JU

Sample : P1523-01 :

Misc 20240763-COMPOSITE-39N-N-3-01

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Prenol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
4.070 11.58 ng 372848 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Prenol 86 C5H100 000556-82-1 81
2 1-Butene, 2-(chloromethyl)- 104 C5H9C1 023010-02-8 38
3 1-Butene, 2-chloro-3-methyl- 104 C5H9C1 017773-64-7 32
4 2-Buten-1-o0l, 2-methyl- 86 C5H100 004675-87-0 27

5 trans-1-Methoxy-1-butene

86 C5H100

010034-13-6 18

Abundance Scan 167 (4.070 min): BP019897.D\data.ms (-161) (-) m/z 71.05 100.00%
71.0
5000 J\\
T [
3.80 4.00 4.20 4.40
oAbl 1348 207026603266 4171 5226 ./, 41,05  69.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1910: Preno
71.0
5000 UL L BRI BB R
3.80 4.00 4.20 4.40
m/z 43.00 45.43%
O‘\\“J ”‘“\J‘\J\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5459: 1-Butene, 2-(chloromethyl)-
41.0
N RRREREEEEEEERREEE
3.80 4.00 4.20 4.40
5000 m/z 69.10 40.91%
104.0
0"“‘ i‘\’\“‘uu‘uu‘\\u‘\uWu\,HHWHWHWH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5472: 1-Butene, 2-chloro-3-methyl-
69.0 3.80 4.00 4.20 4.40
m/z 53.00 40.09%
5000
0"“‘\"“““ %
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.80 4.00 4.20 4.40

8270E-BP022624.M Wed Feb 28 12:31:44 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\
Data File : BP019897.D

Acqg On : 27 Feb 2024 15:27

Operator : MA/JU

Sample : P1523-01 :

Misc 20240763-COMPOSITE-39N-N-3-01

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 2-Butenal, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4.240 3.91 ng 125909 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 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 64
3 Furan, 2,3-dihydro-4-methyl- 84 C5H80 034314-83-5 64
4 2-Butenal, 2-methyl-, (E)- 84 C5H80 000497-03-0 47
5 2-Ethylacrolein 84 C5H80 000922-63-4 47

Abundance Scan 196 (4.240 min): BP019897.D\data.ms (-189) (-) m/z 83.95 100.00%

84.0

N

5000
R AR
” 1031 2808 355.0 . 4.00 4.20 4.40 4.60
o bl 1931 2808 355.04150475.1 548, n/z s55.05  70.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1598: 2-Butenal, 3-methyl-
84.0
5000 L B B I LA EL L
4.00 4.20 4.40 4.60
4 m/z 39.00 52.17%
O‘?\‘\.\‘F“\‘L\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1599: 2-Butenal, 2-methyl-
55.0
DO e e
4.00 4.20 4.40 4.60
5000 m/z 83.00 51.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1631: Furan, 2,3-dihydro-4-methyl-
84.0 4.00 4.20 4.40 4.60
m/z 41.00 43.97%
5000
ZJJ- I
o o L o R R o aaash st
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\BP022724\
Data File : BP019897.D

Acqg On : 27 Feb 2024 15:27

Operator : MA/JU

Sample : P1523-01 :

Misc 20240763-COMPOSITE-39N-N-3-01

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 3-Hexen-1-o0l Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
4.452 3.82 ng 122856 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-1-o0l 100 C6H120 000544-12-7 53
2 1,3-Pentadiene, 2-methyl- 82 C6H10 001118-58-7 49
3 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 38
4 (Z)-1,3-Butadien-1-ol 70 C4H60 070415-58-6 38
5 3-Hexen-1-o0l, (Z)- 100 C6H120 000928-96-1 38
Abundance Scan 232 (4.452 min): BP019897.D\data.ms (-228) (-) m/z 41.05 100.00%
41.0

=

5000
e R
} Jloo.l | 4.20 4.40 4.60 4.80
ol AT, 1910 2830 35634170 489.1549: 1/, 76 00  61.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4262: 3-Hexen-1-0
41.0
5000
4.20 4.40 4.60 4.80
m/z 69.05 54.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1419: 1,3-Pentadiene, 2-methyl-
67.0
4.20 4.40 4.60 4.80
5000 ITI/Z 67.00 51.32%
o_w‘\H\lw‘wuwH,mww_m,mwH_ww_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3805: Cyclopentane, 1,3-dimethyl- R e e
70.0 4.20 4.40 4.60 4.80
m/z 55.10 46.38%
o“"‘,, A S
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\BP022724\
Data File : BP019897.D

Acqg On : 27 Feb 2024 15:27

Operator : MA/JU

Sample : P1523-01 :

Misc 20240763-COMPOSITE-39N-N-3-01

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 3
R.T. EstConc Area Relative to ISTD R.T.
4.640 18.99 ng 611093 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 (R)-(-)-3-Methyl-2-butanol 88 C5H120 001572-93-6 42
3 2-Hexanol 102 C6H140 000626-93-7 40

4 Formic acid, 1-methylethyl ester 88 C4H802 000625-55-8 40
5 Propanenitrile, 3-methoxy- 85 C4H7NO 000110-67-8 40

Abundance Scan 264 (4.640 min): BP019897.D\data.ms (-259) (-) m/z 45.00 100.00%

45.0

>

5000
R aR R RRRRRERE
J ‘ 07.0 4.40 4.60 4.80 5.00
ol 12070 202.02669326.9390.1  489.0547. ./ 41,16 26.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5014: 2-Pentanol, 4-methyl-
45.0
5000 L B B I IR L
4.40 4.60 4.80 5.00
m/z 43.10 26.05%
O‘\‘\h\‘\"”\‘\\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2394: (R)-(-)-3-Methyl-2-butanol

45.0 M

4.40 4.60 4.80 5.00
5000 m/z 69.10  16.12%

MM‘I |

=

0 A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4958: 2-Hexanol
45.0 4.40 4.60 4.80 5.00
m/z 39.10 13.11%
OWWMNWWHWHWMWMWHWHWMMWM L ARER S Mo
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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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\

Data File : BP@19897.D

Acqg On : 27 Feb 2024 15:27

Operator : MA/JU

Sample : P1523-01 :

Misc 20240763-COMPOSITE-39N-N-3-01
ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Libra

ry

Library Search Compound Report

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 8 unknown4.693 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
4.693 11.00 ng 354213 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 45
2 Amylene hydrate 88 C5H120 000075-85-4 45
3 4-Pentene-2-0l, 2-methyl 100 C6H120 000624-97-5 36
4 2-Propanol, 1-methoxy-2-methyl- 104 C5H1202 003587-64-2 9
5 2,3-Butanediol, 2,3-dimethyl- 118 C6H1402 000076-09-5 9

Abundance Scan 273 (4.693 min): BP019897.D\data.ms (-269) (-)
59.1

m/z 59.10 100.00%

-

5000
e [ T
‘ ‘ 4.40 4.60 4.80 5.00
obddl 1 1470 22122818 35594158 4866549, ./, 43.05 37.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5047: 2-Butanol, 2,3-dimethyl-
59.0
5000 \u‘\u(,j\\/\\u‘uu‘uu

4.40 4.60 4.80 5.00
m/z 71.05 14.53%

\\J\‘“‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2361: Amylene hydrate
59.0

4.40 4.60 4.80 5.00
5000 m/z 41.10 12.03%

M‘,, ULJ\M

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

o

o

Abundance #4384: 4-Pentene-2-ol, 2-methyl
59.0 4.40 4.60 4.80 5.00

m/z 45.00 8.06%

5000 K
0 M Ll

m/z--> 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\BP022724\
Data File : BP019897.D

Acqg On : 27 Feb 2024 15:27
Operator : MA/JU

Sample : P1523-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

20240763-COMPOSITE-39N-N-3-01

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 2
R.T. EstConc Area Relative to ISTD R.T.
5.017 22.26 ng 716440 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 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 328 (5.017 min): BP019897.D\data.ms (-322) (-)
43.0

m/z 43.00 100.00%

5000

=
S

101.1

R RN R
‘ 4.60 4.80 5.00 5.20 5.40
|

ol 2271 26693259 4150 4871547 n/; 59.05  67.84%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl- /k
43.0
5000 AR AR AR AR
4.60 4.80 5.00 5.20 5.40
m/z 101.10  27.45%
101.0
0t e e e

I
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

—

4.60 4.80 5.00 5.20 5.40

m/z 58.00 15.18%
5000 101.0

.lh.”lll

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

o

o

\

Abundance #4529: 2,3-Butanedione, monooxime ERARSREEEE EasEE S
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 9.86%
5000
101.0
L e~

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\
Data File : BP019897.D

Acqg On : 27 Feb 2024 15:27

Operator : MA/JU

Sample : P1523-01 :

Misc 20240763-COMPOSITE-39N-N-3-01

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 unknown5.793 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
5.793 3.22 ng 103624  1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Bis(chloromethyl)-1-propanol 156 C5H10C120 005355-54-4 38
2 2-Butene, 2-chloro- 90 C4H7C1 004461-41-0 35
3 5-Cyclopropyl-2H-1,2,3,4-tetrazole 110 C4H6N4 027943-07-3 35
4 1-Propene, 1l-chloro-2-methyl- 90 C4H7C1 000513-37-1 32
5 1-Butene, 3-chloro- 90 C4H7C1 000563-52-0 32
Abundance Scan 460 (5.793 min): BP019897.D\data.ms (-449) (-) m/z 90.00 100.00%
90.0
5000

} M 5.40 5.60 5.80 6.00 6.20
{iLb

.3221.0 9 355.1 . . . o
ol MLy 161.3221.0280.9 3551415.9 4813 546 /7 53,05  74.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33256: 2,2-Bis(chloromethyl)-1-propanol
90.0
5000 [T [T oot
5.40 5.60 5.80 6.00 6.20
m/z 55.05 74.47%
31.0
0‘\\”‘ml‘l\l\m\ “‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2643: 2-Butene, 2-chloro-
55.0
R R
5.40 5.60 5.80 6.00 6.20
5000 ITI/Z 39.05 63.24%
0‘ JH‘Ill
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6411: 5-Cyclopropyl-2H-1,2,3,4-tetrazole RRRRNEEEEENE T
53.0 5.40 5.60 5.80 6.00 6.20
m/z 41.10 38.77%
h JM\/\/MAJ\
111.0
o‘H‘UH‘luW;meH‘H‘ww‘w_m_m_m_m_ B L.

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\BP022724\

Data File : BP@19897.D

Acqg On : 27 Feb 2024 15:27

Operator : MA/JU

Sample : P1523-01 :

Misc 20240763-COMPOSITE-39N-N-3-01

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 2-Buten-1-o0l, 3-methyl-, ac... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.205 3.56 ng 114616 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 1,4-Pentadiene 68 C5H8 000591-93-5 64
3 Cyclopropaneethanol, 2-methylene- 98 C6H100 120477-28-3 59
4 2,5-Dihydro-3-methyl-thiophene 1... 132 C5H802S 001193-10-8 59
5 2-Methylbut-2-en-1-yl acetate 128 C7H1202 033425-30-8 50
Abundance Scan 530 (6.205 min): BP019897.D\data.ms (-526) (-) m/z 43.00 100.00%
2000 M/\W\/\j\

5.80 6.00 6.20 6.40 6.60

‘l 127.8 222.0 294.8 358.1 460.6 537.3

Ol b L2208 2280 29283081 4006 5373 m/z 68.05  87.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14092: 2-Buten-1-ol, 3-methyl-, acetate
68.0
5000 J"\\\\\‘\\\\‘\\\\‘\\\\‘\\
5.80 6.00 6.20 6.40 6.60
m/z 67.00 77 .08%
JIHIEEE
0‘\\\"\‘ \‘\‘\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

N

Abundance #512: 1,4-Pentadiene
67.0
e o e AR
5.80 6.00 6.20 6.40 6.60
5000 ITI/Z 41.00 72.56%
ol e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3684: Cyclopropaneethanol, 2-methylene- R RS AR
68.0 5.80 6.00 6.20 6.40 6.60
m/z 69.05 55.75%
) W
oL UH‘ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.80 6.00 6.20 6.40 6.60

8270E-BP022624.M Wed Feb 28 12:31:53 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\
Data File : BP019897.D

Acqg On : 27 Feb 2024 15:27

Operator : MA/JU

Sample : P1523-01 :

Misc : 20240763-COMPOSITE-39N-N-3-01

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 unknown6.752 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.752 3.45 ng 111112 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,6,9,12-Tetraoxatetradecan-1-o0l... 322 C15H3405Si 1000352-09-6 35
2 Hydrazine, 1-methyl-1-propyl- 88 C4H12N2 004986-49-6 35
3 Propanedioic acid, oxo-, ethyl m... 160 C6H805 126542-89-0 35
4 1,4-Bis(trimethylsilyl)benzene 222 C12H22Si2 013183-70-5 35
5 Methyl 16-methoxyheptadecanoate 314 C19H3803 1000110-18-2 35

Abundance Scan 623 (6.752 min): BP019897.D\data.ms (-619) (-) m/z 73.00 100.00%

73.0
207.1
5000
147.0 281.1
R AR
1 ‘ | \ \ 34104010 4750 g4, 6.40 6.60 6.80 7.00
Ol d sk L M Lk M bbbt m/z 59.00  76.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #226456: 3,6,9,12-Tetraoxatetradecan-1-ol, TBDMS deri
59.0
5000 L L R L B B I
6.40 6.60 6.80 7.00
m/z 207.05 68.00%
147.0
O‘\\U\ﬂ"‘ Wh\i“l\“\f‘\l“f\‘\Wz‘\zY]-\.\o‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2227: Hydrazine, 1-methyl-1-propyl-
59.0
A e EmaREE
6.40 6.60 6.80 7.00
5000 m/z 43.00 47 .48%
o”“ R —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #36442: Propanedioic acid, oxo-, ethyl methyl ester R AR
59.0 6.40 6.60 6.80 7.00

m/z 192.95 35.46%

-

0|[|160.0‘ AR AARAN AR

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.40 6.60 6.80 7.00

8270E-BP022624.M Wed Feb 28 12:31:54 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\
Data File : BP019897.D

Acqg On : 27 Feb 2024 15:27

Operator : MA/JU

Sample : P1523-01 :

Misc : 20240763-COMPOSITE-39N-N-3-01

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 2'-Hydroxypropiophenone, TM... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.293 2.53 ng 81366 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 53
2 Tetrasiloxane, 1,1,3,3,5,5,7,7-0... 282 C8H2603Si4 001000-05-1 35
3 Heptasiloxane, 1,1,3,3,5,5,7,7,9... 504 C14H4406Si7 019095-23-9 22
4 Stannane, tributylethyl- 320 C14H32Sn 019411-60-0 20
5 Cyclohexane-1,3-dione, 2-allylam... 207 C12H17NO2 104926-37-6 18
Abundance Scan 715 (7.293 min): BP019897.D\data.ms (-706) (-) m/z 73.00 100.00%
207.1
5000
147.0 281.0
A RAR e e AR
‘ | } | \ 341.0 415 0,51 540 7.00 7.20 7.40 7.60
0l M TV I S Jw bbb m/z 207.05  66.02%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #101289: 2'- Hydroxyproplophenone TMS derivative
207.
5000 LU BN L B L L B R
7.00 7.20 7.40 7.60
5.0 m/z 193.85  42.47%
‘ 135.
0 \\\J““\”\\l“\l“\‘\‘\M“‘R\“ll““\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #176502: Tetrasiloxane, 1,1,3,3,5,5,7,7-octamethyl-
73.0
193.0
A RAR RS A R
7.00 7.20 7.40 7.60
5000 ITI/Z 147 .00 27.26%
267.0
133.0 | |
O b prtde b e et e e e e
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- T T T
73.0 7.00 7.20 7.40 7.60
m/z 281.00  24.79%
5000 207.0
133.0 281.0 355.0
Obrr bt b 4890
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60

8270E-BP022624.M Wed Feb 28 12:31:55 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\
Data File : BP019897.D

Acqg On : 27 Feb 2024 15:27

Operator : MA/JU

Sample : P1523-01 :

Misc 20240763-COMPOSITE-39N-N-3-01

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 14 4-Chloro-3-methylbut-2-en-1-ol Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
7.599 4.59 ng 147805 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Chloro-3-methylbut-2-en-1-0l 120 C5H9C1O 053170-97-1 78
2 1-Butene 56 C4H8 000106-98-9 38
3 3,4-Pentadienal 82 C5H60 004009-55-6 38
4 2-Butene, (Z)- 56 C4H8 000590-18-1 38
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 38
Abundance Scan 767 (7.599 min): BP019897.D\data.ms (-760) (-) m/z 41.10 100.00%
41.1
- MAJLU
e e
‘ Ml‘of'o 208.0 7.20 7.40 7.60 7.80 8.00
ol iy S007 2811 356.9 43014909 m/z 71.10  96.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10581: 4-Chloro-3-methylbut-2-en-1-ol
71.0
5000 I LR R L B B
7.20 7.40 7.60 7.80 8.00
l 1 m/z 56.05 76.53%
O ‘\\\‘”{\JL“\I%‘“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #199: 1-Butene
41.0
RENRNEEEEEEE T
7.20 7.40 7.60 7.80 8.00
5000 m/z 69.10 75.32%
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1330: 3,4-Pentadienal AR e R A
39.0 7.20 7.40 7.60 7.80 8.00
m/z 38.95 73.30%
) Wh
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.20 7.40 7.60 7.80 8.00

8270E-BP022624.M Wed Feb 28 12:31:56 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\
Data File : BP019897.D

Acqg On : 27 Feb 2024 15:27

Operator : MA/JU

Sample : P1523-01 :

Misc 20240763-COMPOSITE-39N-N-3-01

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 unknown8.140 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.140 3.37 ng 108407 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-1-methyl- 126 CSH18 004926-90-3 36
2 1H-Pyrrole-2,5-dione 97 C4H3NO2 000541-59-3 33
3 2-Butyn-1-al diethyl acetal 142 C8H1402 002806-97-5 33
4 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 30
5 Didecyl methylphosphonate 376 C21H4503P 059651-63-7 28
Abundance Scan 859 (8.140 min): BP019897.D\data.ms (-850) (-) m/z 97.05 100.00%
97.0

e

5000
% 780800820840
3 \ } 207.1 OR e 8.eR S
o_‘jwm"MH‘u‘u“‘2‘?’7:9‘3"2‘9?‘“4‘1‘5‘:1‘?2“‘-?_5‘37‘?-‘9 m/z 55.85  32.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13269: Cyclohexane, 1-ethyl-1-methyl-
97.0
5000 L L I R R |
7.80 8.00 8.20 8.40
3# m/z 69.05 22.05%
O‘\\“\‘\‘[“\JLJ{V“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3300: 1H-Pyrrole-2,5-dione
26.0
e R
7.80 8.00 8.20 8.40
m/z 43.05 21.74%
5000 97.0
0W'mw“uw"m‘uH‘mWm‘m“Huwm‘uwmw
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22687: 2-Butyn-1-al diethyl acetal e EamamREEss ST
97.0 7.80 8.00 8.20 8.40
m/z 112.10 18.21%
5000
39|.0
0‘\\”%L“"HMH\uc‘uu‘\u\‘uu‘\u\‘\m‘\m‘\m‘uu‘\ T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\
Data File : BP@19897.D

Acqg On : 27 Feb 2024 15:27

Operator : MA/JU

Sample : P1523-01

Misc

ALS vial : 12  Sample Multiplier: 1

20240763-COMPOSITE-39N-N-3-01

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 16 unknownll.451 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
11.451 2.58 ng 118773  Naphthalene-d8 10.699
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenoic acid, 3-methyl-, ethy... 128 C7H1202 000638-10-8 47
2 3,4-Dihydro-2H-pyran-2-carboxyli... 128 C6H803 1010132-10-4 47
3 2,2-Dimethyl-4-pentenoic acid 128 C7H1202 016386-93-9 47
4 3-Methyl-2-butenoic acid, undec-... 252 C16H2802 1000299-31-6 43
5 (1,2-Dichlorotrifluoroethyl)cycl... 234 C8H11C12F3 219904-98-0 43

Abundance Scan 1422 (11.451 min): BP019897.D\data.ms (-1415) (|  m/z 83.05 100.00%
83.0
w Mﬂf\w
R
\ i 11.50
ob ﬂu\u | Li| 15212149 2830340.94008 489.0547.. ./, 59.00 62.21%
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 UL
11.50
m/z 55.05 22.04%
Oz\q‘;?‘l\\\‘\l\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13932: 3,4-Dihydro-2H-pyran-2-carboxylic acid
83.0
e
11.50
5000 ITI/Z 43.00 19.13%
0 HMMMHML‘W‘H‘_‘H“H‘_‘H‘H‘W‘H‘_‘H“H‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14049: 2,2-Dimethyl-4-pentenoic acid ——
83.0 11.50
m/z 128.00 17.31%
5000 J/\\
029“1‘JMJlMJ“_“mHH‘HHWH_M_m_m_m_m_ LS AN
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\BP022724\
Data File : BP019897.D

Acqg On : 27 Feb 2024 15:27

Operator : MA/JU

Sample : P1523-01 :

Misc : 20240763-COMPOSITE-39N-N-3-01

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 (-)-1@-Camphorsulfonyl chlo... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.440 7.90 ng 511114  Acenaphthene-d10 14.540
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (-)-1e-Camphorsulfonyl chloride 250 C10H15C103S 039262-22-1 72
2 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 68
3 Metacetamol 151 C8HSNO2 000621-42-1 64
4 Pyridine, 2-butyl-, 1-oxide 151 CSH13NO 031396-32-4 59
5 Acetaminophen 151 C8H9NO2 000103-90-2 59
Abundance Scan 1760 (13.440 min): BP019897.D\data.ms (-1752) (| | m/z 43.00 100.00%
43.0 109.1
5000
=
l ﬂ |‘ [}, 1691 2821 355.2415.7 489.6548." 1350
bbbl TP 202 L So0.2dlo.f 4890998 m/z 109.85  92.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #134872: (-)-10-Camphorsulfonyl chloride
109.0
5000 L
13.50
. 0\ m/z 151.00  53.17%
0 ‘ T HJHHH\J\ \l\‘\ ‘\\]-\8\6\’0\\2\5’0\\0\ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
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
=
13 50
5000 23.72%
‘ ’ ‘ 69.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28724: Metacetamol
109.0 13 50
m/z 84.95 18.77%
5000
43.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 27

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\
BP019897.D

Feb 2024 15:27

: MA/JU
. P1523-01

12

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

20240763-COMPOSITE-39N-N-3-01

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 18 n-Hexadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.198 7.67 ng 603311  Phenanthrene-di10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Octadecanoic acid 284 C18H3602 000057-11-4 68
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2569 (18.198 min): BP019897.D\data.ms (-2564) (- m/z 73.00 100.00%
73.0
5000 WMMNA\‘NVMHM
2132 - S
m ‘HL H 18.00 18.50
ol AL HHJH P82.9 3562 4321 5394 ./ 6p.00 75.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 1 T
18.00 18.50
H 213.0 m/z 43.05 69.40%
0‘\\\\1" \l\“‘\h\“\\‘[\1f\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid
73.0
P
18.00 18.50
5000 m/z 57.05 62.30%
L 214.0
o_‘“ Puq“‘,,,,,,
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid Pl ™
73.0 18.00 18.50
m/z 41.00 61.95%
5000
L 199.0
sollilgsen DN S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP022724\

Data File : BP@19897.D

Acqg On : 27 Feb 2024 15:27
Operator : MA/JU

Sample : P1523-01

Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

20240763-COMPOSITE-39N-N-3-01

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 Octadecanoic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
19.433 3.85 ng 261894  Chrysene-di12 21.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 76

3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 Pentadecanoic acid 242 C15H3002 001002-84-2 53
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 46
Abundance Scan 2779 (19.433 min): BP019897.D\data.ms (-2775) (- m/z 73.00 100.00%
73.0
241.2 S
it
ol ,y\{.h\m Lkl 1, 207:93550 4291 8275 43 05 72.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 IR
19.50
‘ 185.0 284.0 m/z 60.00 67.61%
0\"\”‘ ‘1'\'[“4“\1‘1\\“\\\\\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0
—
19.50
m/z 55.05 61.50%
5000 284.0 /
129.0
[T
0 i Ww\mm‘M"‘w‘m??%?ww”ww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid T
73.0 19.50
m/z 57.05 60.59%
5000
L 228.0
143.0 ‘
0 1 Mmm,\ .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50
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Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\
BP019897.D
: 27 Feb 2024 15:27

Operator : MA/JU

Sample
Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

. P1523-01

Sample Multiplier: 1

: C:\Database\NIST20.L

20240763-COMPOSITE-39N-N-3-01

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 20 Oxalic acid, isobutyl octad... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
21.122 3.35 ng 228021  Chrysene-di12 21.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 91
2 Oxalic acid, octadecyl propyl ester 384 C23H4404 1000309-27-0 91
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 87

000629-50-5 83
1000309-26-9 83

4 Tridecane 184 C13H28
5 Oxalic acid, hexadecyl propyl ester 356 C21H4004

Abundance Scan 3066 (21.122 min): BP019897.D\data.ms (-3062) (- m/z 57.05 100.00%
57.0

%

5000
| F51 2071, apeq 21.00 21.50
ol d bbbl y 7126503251 417.0475.2 549. /. 43 05  70.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #301027: Oxalic acid, isobutyl octadecyl ester
57.0
5000 - ——
21.00 21.50
m/z 71.05 63.88%
ol ” 1250 5940 2979
‘\\\’\ff\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #290905: Oxalic acid, octadecyl propyl ester
43.0
—r— —
21.00 21.50
5000 ITI/Z 83.10 58.41%
297.0
OHMZMO\
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #146039: Ethanol, 2-(tetradecyloxy)- 7 —
57.0 21.00 21.50
m/z 55.10 56.87%
5000
2
oL b)), 0200 e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\
Data File : BP019897.D

Acqg On : 27 Feb 2024 15:27

Operator : MA/JU

Sample : P1523-01 :

Misc . 20240763-COMPOSITE-39N-N-3-01

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 3.123 110.5 ng 3555670 1 7.893 643761 20.0
2-Butenal, 3-me... 3.746 3.4 ng 109252 1 7.893 643761 20.0
unknown3.864 3.864 2.3 ng 73894 1 7.893 643761 20.0
Prenol 4.070 11.6 ng 372848 1 7.893 643761 20.0
2-Butenal, 2-me... 4.240 3.9 ng 125969 1 7.893 643761 20.0
3-Hexen-1-0l 4.452 3.8 ng 122856 1 7.893 643761 20.0
2-Pentanol, 4-m... 4.640 19.0 ng 611093 1 7.893 643761 20.0
unknown4.693 4.693 11.0 ng 354213 1 7.893 643761 20.0
2-Pentanone, 4-... 5.017 22.3 ng 716440 1 7.893 643761 20.0
unknown5.793 5.793 3.2 ng 103624 1 7.893 643761 20.0
2-Buten-1-o01, 3... 6.205 3.6 ng 114616 1 7.893 643761 20.0
unknown6.752 6.752 3.5 ng 111112 1 7.893 643761 20.0
2'-Hydroxypropi... 7.293 2.5 ng 81366 1 7.893 643761 20.0
4-Chloro-3-meth... 7.599 4.6 ng 147805 1 7.893 643761 20.0
unknown8.140 8.140 3.4 ng 108407 1 7.893 643761 20.0
unknownl11.451 11.451 2.6 ng 118773 2 10.699 919056 20.0
(-)-10-Camphors... 13.440 7.9 ng 511114 3 14.540 1293680 20.0
n-Hexadecanoic ... 18.198 7.7 ng 603311 4 17.298 1572940 20.0
Octadecanoic acid 19.433 3.9 ng 261894 5 21.398 1361680 20.0
Oxalic acid, is... 21.122 3.4 ng 228021 5 21.398 1361680 20.0
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