LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022024\
Data File : BP019793.D

Acqg On : 20 Feb 2024 19:18

Operator : MA/JU

Sample : P1523-06 :

Misc : 20240766-AMENDED-COMP-39N-N-3-01

ALS Vvial : 18 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@19793.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 20 rVB 1964585 2240339 50.73% 9.280%
2 3.746 108 112 119 rBV2 31222 53907 1.22% 0.223%
3 4.069 161 167 176 rBv2 139518 228723 5.18% 0.947%
4 4,246 191 197 203 rBV 43114 67217 1.52% 0.278%
5 4.452 228 232 243 rVB 52320 80744 1.83% 0.334%
6 4.640 259 264 269 rVW 209263 302784 6.86% 1.254%
7 4.693 269 273 284 rVB 124823 199775 4.52% 0.827%
8 5.016 322 328 337 rBV 825477 1160072 26.27% 4.805%
9 5.469 398 405 422 rBV 557179 864032 19.57% 3.579%
10 5.793 455 460 466 rBV2 30441 49044 1.11% 0.203%
11 6.099 502 512 515 rBvV2 22711 50448 1.14% 0.209%
12 6.722 614 618 624 rBVS5S 24179 61100 1.38% 0.253%
13 7.069 669 677 684 rBV 657401 1095176 24.80% 4.536%
14 7.593 761 766 772 rBV2 42721 73504 1.66% 0.304%
15 7.893 812 817 824 rVB 228271 372389 8.43% 1.542%
16 8.140 853 859 863 rBvV2 28059 51145 1.16% 0.212%
17 8.869 977 983 988 rBV4 31480 75001 1.70% 0.311%
18 9.063 1009 1016 1028 rBV 502931 872908 19.77% 3.616%
19 9.357 1057 1066 1071 rBV6 21341 59314 1.34% 0.246%
20 9.428 1071 1078 1088 rVV 854842 1593207 36.08% 6.599%
21 10.057 1179 1185 1191 rBV3 23376 60099 1.36% 0.249%
22 10.693 1285 1293 1309 rBV 285706 537783 12.18% 2.228%
23 11.087 1351 1360 1365 rBV7 24767 68699 1.56% 0.285%
24 11.446 1415 1421 1429 rVB2 29380 52842 1.20% 0.219%
25 13.157 1705 1712 1730 rBV 1382615 2163484 48.99% 8.961%
26 13.298 1730 1736 1743 rVB 111614 194501 4.40% 0.806%
27 13.581 1778 1784 1791 rBV 51481 94103 2.13% 0.390%
28 14.451 1924 1932 1940 rBV 62258 138642 3.14% 0.574%
29 14.534 1940 1946 1960 rVB 471923 786714 17.81% 3.259%
30 15.145 2040 2050 2070 rBV4 39398 173248 3.92% 0.718%

31 16.028 2193 2200 2219 rBV 600260 975832 22.10%
32 16.263 2234 2240 2252 rBV 355864 585018 13.25%
33 17.057 2370 2375 2389 rVB2 132262 232874  5.27%

o hrhoONP
(o]
o))
U1
B

34 17.286 2408 2414 2421 rBV 732114 1085267 24.58% 495%
35 18.181 2562 2566 2573 rBV2 62973 98089  2.22% 406%
36 19.298 2753 2756 2763 rVB 42680 56423 1.28% 0.234%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022024\
Data File : BP019793.D

Acqg On : 20 Feb 2024 19:18

Operator : MA/JU

Sample : P1523-06 :

Misc . 20240766-AMENDED-COMP-39N-N-3-01

ALS Vvial : 18 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 19.645 2813 2815 2819 rVB 37243 46206 1.05% ©.191%
38 19.857 2845 2851 2858 rBV 3386433 4416090 100.00% 18.292%
39 20.857 3019 3021 3027 rVB 51415 53591 1.21% 0.222%
40 21.104 3059 3063 3069 rVB 242018 316162 7.16% 1.310%
41 21.380 3105 3110 3115 rBV 923998 1249941 28.30% 5.177%
42 23.798 3514 3521 3530 rVB 573982 1206147 27.31% 4.996%

Sum of corrected areas: 24142584
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022024\
Data File : BP@19793.D

Acqg On : 20 Feb 2024 19:18

Operator : MA/JU

Sample : P1523-06 :

Misc : 20240766-AMENDED-COMP-39N-N-3-01

ALS vial : 18 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: BP019793.D\data.ms

3000000

2500000

2000000128

1500000

1000000 5.016 9.428

5.469 7.069 9.063

7893 10.693

4
4.0 569
O T T T ‘ \3.\7\46\ ‘/\\2.\%/\43;‘%\/\\ T T ’ T T T T ’ \5\.7\9\:?.0\9\9\ T ‘ \6.\72\2\ ‘ T T T \7‘.5\9\3\j\\ ‘8.\1\40\ T ‘ T \8\.8\6‘ T \973\ ‘7 T T T ]\.0‘.(]\5\7\ T ‘ \A‘\ \].]‘“\08\1_\1\.4‘4\6\ T

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: BP019793.D\data.ms

500000

19.857

3000000
2500000
2000000
1500000 13.157

1000000
17.286

16.028
500000 14.534 16.263

298 581 14.451 15145 17-R57 18.181 19.2989.64
e
Time->  12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 1650 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BP019793.D\data.ms

3000000

2500000

2000000

1500000

21.380

1000000

500000

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\BP022024\
Data File : BP@19793.D

Acqg On : 20 Feb 2024 19:18

Operator : MA/JU

Sample : P1523-06 :

Misc : 20240766-AMENDED-COMP-39N-N-3-01

ALS vial : 18 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-Penten-2-o0l Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
3.128 120.32 ng 2240340 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 Methoxyacetic acid, 2-tetrahydro... 174 C8H1404 1000282-41-3 53
3 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 50
4 Butanoic acid, anhydride 158 C8H1403 000106-31-0 50
5 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 50

Abundance Scan 7 (3.128 min): BP019793.D\data.ms (-3) (-) m/z 71.10 100.00%

71.1

B

5000
3.203.303.403.50
0o i 1331 2070 2830 3549412.947095292 /) 43,10  74.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1946: 3-Penten-2-ol
71.0
5000 UL AL R R IR
3.203.303.403.50
‘ m/z 41.05 35.42%
O‘\\M‘M‘h\h\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #49539: Methoxyacetic acid, 2-tetrahydrofurylmethyl este

>

71.0
R EaRas A RRRRNY
3.203.303.403.50
5000 ITI/Z 39.05 30.09%
bk | 1200
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2000: 3-Buten-2-ol, 2-methyl- R RARRAREEEE LSS
71.0 3.203.303.403.50
m/z 45.05 22.43%
5000 A
oL'M'“‘, S M ——
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\BP022024\
Data File : BP@19793.D

Acqg On : 20 Feb 2024 19:18

Operator : MA/JU

Sample : P1523-06 :

Misc : 20240766-AMENDED-COMP-39N-N-3-01

ALS vial : 18 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- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
3.746 2.90 ng 53907 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 91
2 2-Butenal, 3-methyl- 84 C5H80 000107-86-8 87
3 (S)-5-Hydroxymethyl-2[5H]-furanone 114 C5H603 078508-96-0 50
4 Furan, 2,3-dihydro-4-methyl- 84 C5H80 034314-83-5 50
5 2-Butenal, 2-methyl-, (E)- 84 C5H80 000497-03-0 47
Abundance Scan 112 (3.746 min): BP019793.D\data.ms (-108) (-) m/z 83.95 100.00%
84.0
w0 JJ
T
’I 207.0 2951 3.40 3.60 3.80 4.00
Ol bl A0 0T 2951 4102 5049 m/z 55.05  84.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1599: 2-Butenal, 2-methyl-
55.0
5000 L L L LA BN BN R I
3.40 3.60 3.80 4.00
m/z 39.00 31.67%
0‘\\f‘\“!‘\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1598: 2-Butenal, 3-methyl-
84.0
A T T
3.40 3.60 3.80 4.00
5000 m/z 41.00 27.03%
26.
0_H"“m\“m,‘m‘uH_m‘HH_m‘mWm_m‘mw
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8078: (S)-5-Hydroxymethyl-2[5H]-furanone o R A Eante o
84.0 3.40 3.60 3.80 4.00
m/z 52.95 20.52%
5000
27 0
Ol e e e e
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\BP022024\
Data File : BP@19793.D

Acqg On : 20 Feb 2024 19:18

Operator : MA/JU

Sample : P1523-06 :

Misc : 20240766-AMENDED-COMP-39N-N-3-01

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 3 Prenol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.069 12.28 ng 228723 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 38
3 1-Butene, 1-chloro-3-methyl- 104 C5H9Cl 023010-00-6 38
4 2-Butyne, 1-methoxy- 84 C5H80 002768-41-4 32
5 2-Butene, 1-methoxy-, (E)- 86 C5H100 010034-14-7 27
Abundance Scan 167 (4.069 min): BP019793.D\data.ms (-161) (-) m/z 71.10 100.00%
71.1

%

5000
N RRRRR LSS
3.80 4.00 4.20 4.40
ol My | 147.0207.0265.1 _ 369.3 45815199 1/, 41.05 77.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1913: Preno
71.0
5000 UL L B I B L
3.80 4.00 4.20 4.40
m/z 69.05 55.04%
Oh‘H‘Ll’ J’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2001: 2-Buten-1-ol, 2-methyl-
71.0
S AREREN SR ns
3.80 4.00 4.20 4.40
5000 m/z 43.05 47.76%
0H“|,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5474: 1-Butene, 1-chloro-3-methyl- R ARam R

69.0 3.80 4.00 4.20 4.40
m/z 53.05 44.64%

5000

=

0 L ’\

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022024\
Data File : BP@19793.D

Acqg On : 20 Feb 2024 19:18

Operator : MA/JU

Sample : P1523-06 :

Misc : 20240766-AMENDED-COMP-39N-N-3-01

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 4 Furan, 2,3-dihydro-4-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
4.246 3.61 ng 67217 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, 2,3-dihydro-4-methyl- 84 C5H80 034314-83-5 64
2 2H-Pyran, 3,4-dihydro- 84 C5H80 000110-87-2 59
3 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 50

4 2-Butenal, 2-methyl-, (E)- 84 C5H80 000497-03-0 50
5 2-Butenal, 3-methyl- 84 C5H80 000107-86-8 47

Abundance Scan 197 (4.246 min): BP019793.D\data.ms (-191) (-) m/z 84.00 100.00%

84.0

-

5000
R
‘ 4.00 4.20 4.40 4.60
oMbl 1626 2811 35494152 5055 ... 55.65  63.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1631: Furan, 2,3-dihydro-4-methyl-
84.0
5000 L B I L I LN B
4.00 4.20 4.40 4.60
4 m/z 39.00  50.56%
O‘\‘\‘\"‘1""\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1606: 2H-Pyran, 3,4-dihydro-
55.0
DO T e
4.00 4.20 4.40 4.60
5000 m/z 83.10 49.68%
A —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1599: 2-Butenal, 2-methyl- D REREBELE ST
55.0 4.00 4.20 4.40 4.60
m/z 41.00 43.13%
) M
o“““u,'m‘_H‘_m_m‘mWm_m‘w‘mwm_ CURE e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60

8270E-BP013124.M Wed Feb 21 ©2:03:21 2024 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022024\
Data File : BP@19793.D

Acqg On : 20 Feb 2024 19:18

Operator : MA/JU

Sample : P1523-06 :

Misc : 20240766-AMENDED-COMP-39N-N-3-01

ALS vial : 18 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 unknown4.452 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
4.452 4.34 ng 80744  1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methacrolein 70 C4H60 000078-85-3 43
2 3-Hexen-1-o0l 100 C6H120 000544-12-7 38
3 (Z)-1,3-Butadien-1-0l 70 C4H60 070415-58-6 38
4 4-Hexen-1-o0l, (E)- 100 C6H120 000928-92-7 38
5 3-Hexen-1-o0l, (Z)- 100 C6H120 000928-96-1 35
Abundance Scan 232 (4.452 min): BP019793.D\data.ms (-228) (-) m/z 41.05 100.00%
41.0

=

5000
N A RRARRSRa e
H 1‘00.0 - 4.20 4.40 4.60 4.80
bl 20812681 35624181 5206 n/z 7e.05  58.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #600: Methacrolein
70.0
5000 L B I L L I L U
4.20 4.40 4.60 4.80
m/z 67.10 55.67%
ol20l
‘\\\[\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4271: 3-Hexen-1-ol
41.0

4.20 4.40 4.60 4.80
5000 m/z 69.10 47.91%

ol “ | Hoo.o

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

2

Abundance #626: (Z)-1,3-Butadien-1-ol R R EARRREL L
41.0 4.20 4.40 4.60 4.80
m/z 39.10 44.20%
0“““““‘“‘ LSS NU MU BELNVIASY RIS
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\BP022024\
Data File : BP@19793.D

Acqg On : 20 Feb 2024 19:18

Operator : MA/JU

Sample : P1523-06 :

Misc : 20240766-AMENDED-COMP-39N-N-3-01

ALS vial : 18 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 6 2-Pentanol, 4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.640 16.26 ng 302784 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 Ether, 2-chloro-1-methylethyl is... 136 C6H13C1l0O 098277-76-0 72
3 (R)-(-)-3-Methyl-2-butanol 88 C5H120 001572-93-6 42

4 Formic acid, 1-methylethyl ester 88 C4H802 000625-55-8 40
5 2-Hexanol 102 C6H140 000626-93-7 40

Abundance Scan 264 (4.640 min): BP019793.D\data.ms (-259) (-) m/z 45.00 100.00%

45.0

?

5000
R RRREEEERE S
‘ ‘ 07.0 4.40 4.60 4.80 5.00
Ol A 070 1938 2948 3847 4558 5329 ./, 41,05 29.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5014: 2-Pentanol, 4-methyl-
43.0
5000 L B B R IR L
4.40 4.60 4.80 5.00
m/z 43.05 28.59%
O‘\‘\h\‘\"”\‘\\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18471: Ether, 2-chloro-1-methylethyl isopropyl

43.0

T e
4.40 4.60 4.80 5.00
5000 ITI/Z 69.10 17.26%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2394: (R)-(-)-3-Methyl-2-butanol O EABRERENEES
43.0 4.40 4.60 4.80 5.00
m/z 39.05 15.20%
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\BP022024\
Data File : BP@19793.D

Acqg On : 20 Feb 2024 19:18

Operator : MA/JU

Sample : P1523-06 :

Misc : 20240766-AMENDED-COMP-39N-N-3-01

ALS vial : 18 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 unknown4.693 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.693 10.73 ng 199775 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ether, hexyl t-butyl 158 C10H220 069775-79-7 45
2 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 42
3 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 39

4 1-(1-Methoxypropan-2-yloxy)propa... 244 C9H15F304 1010367-08-7 38
5 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 38

Abundance Scan 273 (4.693 min): BP019793.D\data.ms (-269) (-) m/z 59.05 100.00%

59.0

-

5000
‘ ‘ 2810 4.40 4.60 4.80 5.00
Olprrripb L171 192.9 2810 354.9417.247535385  n/z 43.00  43.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #34623: Ether, hexyl t-butyl
59.0
5000 L DL BB B B
4.40 4.60 4.80 5.00
m/z 71.05 15.47%
143.0
0‘\\\‘1‘1" f\“\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5307: Propanoic acid, 2-hydroxy-2-methyl-
59.0
4.40 4.60 4.80 5.00
5000 ITI/Z 41.10 13.81%
o_‘quh, T T T T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5384 1-Butanol, 3-methoxy- P T
59.0 4.40 4.60 4.80 5.00
m/z 45.00 8.65%
5000 A\
om\“u"‘,* SRS SN W
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\BP022024\
Data File : BP@19793.D

Acqg On : 20 Feb 2024 19:18

Operator : MA/JU

Sample : P1523-06 :

Misc : 20240766-AMENDED-COMP-39N-N-3-01

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 8 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.016 62.30 ng 11600760 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 56
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
3 Guanidine 59 CH5N3 000113-00-8 43
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 328 (5.016 min): BP019793.D\data.ms (-322) (-) m/z 43.00 100.00%
43.0
5000
101.1

REaEs e

J 4.60 4.80 5.00 5.20 5.40
ob dd | 2079 2791 357.0415247495356 1/, so.05  67.98%

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

Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 IR N N R

4.60 4.80 5.00 5.20 5.40
‘1010 m/z 101.10  29.24%
I
I

O‘\\”\‘\ AR R N N R R R RN RN
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
R ARAARRERE
4.60 4.80 5.00 5.20 5.40
m/z 58.05 15.84%
5000 101.0
ONWJm_m_m_m_HWHWHWHWHWHW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #296: Guanidine BEARSREEEREESEEREEEE L
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 10.10%
5000
Ol e e e e B

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\BP022024\
Data File : BP@19793.D

Acq On : 20 Feb 2024 19:18

Operator : MA/JU

Sample : P1523-06 :

Misc : 20240766-AMENDED-COMP-39N-N-3-01

ALS vial : 18 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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 unknown6.099 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

6099 2.711ng 56448  1,4-Dichlorobenzene-dd  7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octasiloxane, 1,1,3,3,5,5,7,7,9,... 578 C16H5007Si8 019095-24-0 42
2 Heptasiloxane, 1,1,3,3,5,5,7,7,9... 504 C14H4406Si7 019095-23-9 40
3 (2-Nitrophenyl)methanamine, 2TMS... 296 C13H24N202Si2 1000478-84-5 38
4 tert-Butyldimethylsilyl 2-(N-(te... 505 C23H51NO3SSi3 1000417-43-9 22
5 Sulfamic acid, 3TBDMS derivative 439 C18H45N03SSi3 1000366-59-2 16

Abundance Scan 512 (6.099 min): BP019793.D\data.ms (-502) (-) m/z 73.05 100.00%
3.0
- JM
2071 \\\‘\\\\‘\\\\‘\\\\‘\\\\
147.1 281.0341.1 414.94752 5.80 6.00 6.20 6.40
Ol b LSS MSATD2 5492 sz 43.00  42.89%
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
73.0
5000 207.0 T T T T T T
5.80 6.00 6.20 6.40
281.0 o
1470 m/z 207.05 25.69%
3410 4290
O \\\“\\\\\‘\\\l\"\\\\‘l\\‘\\‘\\\\i\’\\l\\\‘hf\\‘\l\‘\\‘\\\5\0‘3\9\5‘6\3\\(
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
R RS RRRRRE
5.80 6.00 6.20 6.40
5000 207.0 m/z 193.00 13.16%
133.0 281.0 355.0
Obrether o ot by L 42004890
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #193433: (2-Nitrophenyl)methanamine, 2TMS derivative e
73.0 5.80 6.00 6.20 6.40
m/z 115.00 9.21%
5000
207.0
ol 20 el
m/z--> 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\BP022024\
Data File : BP@19793.D

Acq On : 20 Feb 2024 19:18

Operator : MA/JU

Sample : P1523-06 :

Misc : 20240766-AMENDED-COMP-39N-N-3-01

ALS vial : 18 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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 unknown6.722 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.722 3.28 ng 61100 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptasiloxane, 1,1,3,3,5,5,7,7,9... 504 C14H44065i7 019095-23-9 25
2 [1-(1H-Pyrrol-1-yl)cyclohexyl]ac... 287 C12H17NO2 1000460-17-9 22
3 Benzo[h]quinoline, 2,4-dimethyl- 207 C15H13N 000605-67-4 20

4 2-Hydroxy-4-methoxynicotinonitri... 222 C1OH14N202Si  1000484-72-7 20
5 6-Chloro-1-ethyl-4-oxoquinoline-... 251 C12H10C1NO3 066176-24-7 18

Abundance Scan 618 (6.722 min): BP019793.D\data.ms (-614) (-) m/z 95.10 100.00%

95.1
207.1
5000
3411
282.9 \ 415.1 4891, 6.40 6.60 6.80 7.00
0 \MMWMH LIl ‘M\H‘hHu‘mwwwuh m/z 73.00  83.68%

m/z--> 0 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 R RRRSE LR
6.40 6.60 6.80 7.00

m/z 207.10  74.03%
133.0 281.0 355.0

[ode 1L L] 42904890

\\\\\\\\\\\\\\\\\f\\\f\\\\T\\\\\\\\\\\\\\\\\\
I I v ] T I BARBARARES! I I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83794: [1-(1H-Pyrrol-1-yl)cyclohexyl]acetic acid

o

é

67.0
D
6.40 6.60 6.80 7.00
5000 m/z 66.95 63.98%
207.0
H | 1480
A e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84037: Benzo[h]quinoline, 2,4-dimethyl- AR amasEE e
207.0 6.40 6.60 6.80 7.00
m/z 59.00 40.65%
5000

%

39.0
0 “Idl. 139%Ml|

m/z--> 0 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\BP022024\
Data File : BP@19793.D

Acqg On : 20 Feb 2024 19:18

Operator : MA/JU

Sample : P1523-06 :

Misc : 20240766-AMENDED-COMP-39N-N-3-01

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 11 unknown7.593 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.593 3.95 ng 73504  1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butene, 2-(chloromethyl)- 104 C5HOC1 023010-02-8 43
2 1,4-Naphthalenedione, 2-methyl-3... 378 C26H3402 056324-32-4 27
3 1,2-Dimethyl cyclopropene 68 C5H8 014309-32-1 25
4 Butane, 1-(2,2-dichloro-1-methyl... 194 C9H16C12 024551-81-3 22
5 Ethane, isocyanato- 71 C3H5NO 000109-90-0 22
Abundance Scan 766 (7.593 min): BP019793.D\data.ms (-761) (-) m/z 41.05 100.00%
41.0

o M&vhd\mwaJ\MMVJXJKJ\

T

‘ 1‘0‘2-0 1020 20493551 7.20 7.40 7.60 7.80 8.00

obr by 3920 2929970 ° 4201 5045 m/z 71.e5  93.55%

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

Abundance #5459: 1-Butene, 2-(chloromethyl)-

41.0
5000 | L LU B
104.0 7.20 7.40 7.60 7.80 8.00
m/z 69.05 85.37%
O‘ ““\‘“‘I\’\“J\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #286421: 1,4-Naphthalenedione, 2-methyl-3-(3,7,11-trime
69.0
T e
2250 7.20 7.40 7.60 7.80 8.00
5000 28.0 m/z 56.10 83.96%
378.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #534: 1,2-Dimethyl cyclopropene Rl e
39.0 7.20 7.40 7.60 7.80 8.00
m/z 39.00 64.66%
) wﬁwwwmmw«wﬂthmﬁwwa\
oux‘lﬁ‘«" e e e e R S Raaat
m/z--> 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\BP022024\
Data File : BP@19793.D

Acqg On : 20 Feb 2024 19:18

Operator : MA/JU

Sample : P1523-06 :

Misc : 20240766-AMENDED-COMP-39N-N-3-01

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 12 2(5H)-Furanone, 5,5-dimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
8.140 2.75 ng 51145 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 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 64
4 1,1-Dimethyl-1-silacyclo-3-pentene 112 C6H12Si 016054-12-9 64
5 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 64
Abundance Scan 859 (8.140 min): BP019793.D\data.ms (-853) (-) m/z 97.10 100.00%
97.1

—

5000
R RARRARENEE e
3% { 207.0 2810 7.80 8.00 8.20 8.40
O el by G0 FOL0331.1401.0461.0 5269 - /7 55,05 34.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7238: 2(5H)-Furanone, 5,5-dimethyl-
97.0
5000 L L L B B
7.80 8.00 8.20 8.40
390 m/z 69.05 22.51%
O‘\\“‘\“IM \\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7288: Thiophene, 2-ethyl-
97.0
ARARRNSREEIE S S
7.80 8.00 8.20 8.40
5000 m/z 41.05 21.26%
39‘0
o_uh\uyw_uH_m‘HH‘HH_‘H_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7670: Cyclohexane, 1,3-dimethyl-, cis- R EEamsREEESs ST
97.0 7.80 8.00 8.20 8.40
m/z 112.10  18.36%
5000
L)
Y B SR
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\BP022024\
Data File : BP@19793.D

Acq On : 20 Feb 2024 19:18

Operator : MA/JU

Sample : P1523-06 :

Misc : 20240766-AMENDED-COMP-39N-N-3-01

ALS vial : 18 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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 unknown8.869 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.869 4.03 ng 75001 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tris(tert-butyldimethylsilyloxy)... 468 C18H45As03Si3 1000366-57-5 43
2 Tetrasiloxane, decamethyl- 310 C10H3003Si4 000141-62-8 43
3 Benzo[h]quinoline, 2,4-dimethyl- 207 C15H13N 000605-67-4 38
4 1H-Indole, 1-methyl-2-phenyl- 207 C15H13N 003558-24-5 38
5 4-(7-Methyloctyl)phenol, TMS der... 292 C18H320Si 1000492-40-8 38

Abundance Scan 983 (8.869 min): BP019793.D\data.ms (-977) (-) m/z 73.00 100.00%

73.0 207.1
5000
147.0 2810 \\\‘\\\\‘\\\\‘\\\\’\\\\
l 1 1 41504752 ¢, 8.60 8.80 9.00 9.20
Oyt wwuhlug - M - M L ‘\ wa M bbb id- m/z 207.05  88.57%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #330994: Tris(tert-butyldimethylsilyloxy)arsane
207.0
5000 UL L B I B AL LN
8.60 8.80 9.00 9.20
m/z 193.00 43.63%
73.0 133.0
N I | 280.0337.0 411.0
\\1‘\\\T‘\TT\‘\\\\‘\!\\[\\!f‘\\\\‘\\\\‘f\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #210888: Tetrasiloxane, decamethyl-
207.0
D
73.0 8.60 8.80 9.00 9.20
5000 m/z 221.05 33.04%
295.0
1330 |
N R e 0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84037: Benzo[h]quinoline, 2,4-dimethyl- A RARES e
207.0 8.60 8.80 9.00 9.20
m/z 147.00 32.64%
5000
39.0
IS TUPUNec U 1 USROS o S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022024\
Data File : BP@19793.D

Acqg On : 20 Feb 2024 19:18

Operator : MA/JU

Sample : P1523-06 :

Misc : 20240766-AMENDED-COMP-39N-N-3-01

ALS vial : 18 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 1,2,4,6-Tetrathiepane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.428 59.25 ng 1593216 Naphthalene-d8 10.698

Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,4,6-Tetrathiepane 170 C3H6S4 000292-45-5 59
2 1,2-Benzenediol, 4-methyl- 124 C7H802 000452-86-8 50
31,2,4,5,7,8-Hexathiocyclononane 234 C3H6S6 081531-38-6 43
4 Fumaronitrile 78 C4H2N2 000764-42-1 33
5 Benzene 78 C6H6 000071-43-2 9

Abundance Scan 1078 (9.428 min): BP019793.D\data.ms (-1071) ()  m/z 123.95 100.00%

124.0
45.0
5000
R RRREE MR
‘ l ] 9.20 9.40 9.60 9.80
obrrd il f194.8 2670 3551 43094830547  m/z 77.95  89.27%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45573: 1,2,4,6-Tetrathiepane
45.0
5000 1240 L B I L LI LR L
9.20 9.40 9.60 9.80
m/z 45.00 63.00%
O \\‘\‘\‘\1\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #11925: 1,2-Benzenediol, 4-methyl-
124.0
R RBRRREREREsEE
9.20 9.40 9.60 9.80
5000 m/z 45.95 28.27%
51.0
AN
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #116441: 1,2,4,5,7,8-Hexathiocyclononane A
124.0 9.20 9.40 9.60 9.80
45.0 m/z 60.00 19.01%
5000
M | ‘188 .0
0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022024\
Data File : BP@19793.D

Acqg On : 20 Feb 2024 19:18

Operator : MA/JU

Sample : P1523-06 :

Misc 20240766-AMENDED-COMP-39N-N-3-01

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 15 1,2,4,5-Tetrathiane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.298 4.94 ng 194501  Acenaphthene-di10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2,4,5-Tetrathiane 156 C2H4S4 000291-22-5 64
2 [1,2,3,4]Tetrathiane 156 C2H4S4 000290-81-3 38
3 4H-1,2,4-triazole-3-carboxylic a... 156 C5H8N402 1000404-32-7 37
4 4,5-Diamino-6-methyl-2-thiopyrim... 156 C5H8N4S 006305-99-3 35
5 Omethoate 213 C5H12NO4PS 001113-02-6 28
Abundance Scan 1736 (13.298 min): BP019793.D\data.ms (-1730) (-  m/z 155.90 100.00%
155.9
45.0
5000 /\/\
— —
l 13.00 13.50
obhibdy b L 2669 3552 4303 5101 1/, 199.90  78.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33185: 1,2,4,5-Tetrathiane
45.0
156.0
5000
13.00 13.50
m/z 45.00 57.75%
O \\\“\‘\I‘\\‘\‘\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33186: [1,2,3,4]Tetrathiane
156.0
e =y
64.0 13.00 13.50
5000 m/z 46.00 46.34%
0 "“\‘A‘m"m‘l‘,"""mwm‘mWm_m‘uu_uw
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33291: 4H-1,2,4-triazole-3-carboxylic acid, 5-amino-, ett — e
8.0 156.0 13.00 13.50
m/z 63.95 28.86%
5000
113
T USSR B PRI O LG A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50

8270E-BP013124.M Wed Feb 21 ©2:03:25 2024 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022024\
Data File : BP@19793.D

Acqg On : 20 Feb 2024 19:18

Operator : MA/JU

Sample : P1523-06 :

Misc : 20240766-AMENDED-COMP-39N-N-3-01

ALS vial : 18 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 S-Methyl methanethiosulfinate Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
14.451 3.52 ng 138642  Acenaphthene-di10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 S-Methyl methanethiosulfinate 110 C2H60S2 013882-12-7 52
2 N,N-Bis(2-hydroxyethyl)-2-aminoe... 213 C6H15NO5S 010191-18-1 17
3 Pyridine, 2-chloro-4-nitro-, 1-o... 174 C5H3C1N203 014432-16-7 10
4 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 9
5 3-Chloro-5-nitro-2(1H)-pyridinone 174 C5H3C1IN203 022353-38-4 9

Abundance Scan 1932 (14.451 min): BP019793.D\data.ms (-1924) (- m/z 173.90 100.00%
173.9
63.9
5000
e
’ ’ 14.50
bkt b b L 2505 3410 416.24751 5490 /7 63.90  56.70%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #6359: S-Methyl methanethiosulfinate
64.0
5000 1
14.50
m/z 109.90 45.23%
O\\1"\“%‘1“\‘«‘\“‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #91143: N,N-Bis(2-hydroxyethyl)-2-aminoethanesulfonic
R7.0
v
100.0 14.50
5000 m/z 44.95 37.23%
B A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #49223: Pyridine, 2-chloro-4-nitro-, 1-oxide —
174.0 14.50
m/z 46.00 23.81%
63.0
5000
Al [,
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022024\
Data File : BP@19793.D

Acqg On : 20 Feb 2024 19:18

Operator : MA/JU

Sample : P1523-06 :

Misc : 20240766-AMENDED-COMP-39N-N-3-01

ALS vial : 18 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 Hexathiane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.145 4.40 ng 173248  Acenaphthene-di10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexathiane 192 S6 013798-23-7 74
2 1,5-Bis(trifluoromethyl)pentasul... 298 C2F6S5 156412-87-2 36
3 2-Sulfamyl-4,4'-diformamidodiphe... 383 C14H13N306S2 1000256-33-9 33
4 Butylthiophosphonamidic acid, S-... 167 C5H14NOPS 1000306-05-3 9

5 .alpha.-[9H-Purine-6-thiol-9-y1]... 321 C12H11N502S2 ©19271-00-2 9

Abundance Scan 2050 (15.145 min): BP019793.D\data.ms (-2040) (-  m/z 63.95 100.00%

64.0
191.9
5000
124.0 — e
h ‘ “ ‘ 15.00 15.50
Ol llbb iy L 2821 354641694771 5416 /7 191,99  72.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67524: Hexathiane
64.0 192.0
5000 128.0 —T —
15.00 15.50
m/z 78.00 39.73%
O\\‘\‘\‘\\\“\\l\‘f\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #197486: 1,5-Bis(trifluoromethyl)pentasulfide
64.0
oot -
15.00 15.50
5000 m/z 169.90  26.99%
165.0
oy Ll 2980
O e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #289708: 2-Sulfamyl-4,4'-diformamidodiphenyl sulfone ey fapady
64.0 15.00 15.50
m/z 124.00 23.77%
5000
161.0 248.0
0Hu“'u“M“‘m“w‘“\u‘m“\uwHu‘m“‘m,mwm“
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022024\
Data File : BP@19793.D

Acqg On : 20 Feb 2024 19:18

Operator : MA/JU

Sample : P1523-06 :

Misc : 20240766-AMENDED-COMP-39N-N-3-01

ALS vial : 18 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 Lenthionine Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.263 10.78 ng 585018 Phenanthrene-d10 17.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lenthionine 188 C2HA4S5 000292-46-6 86
2 Salicyl alcohol 124 C7H802 000090-01-7 50
3 1,2,4,6-Tetrathiepane 170 C3H6S4 000292-45-5 45
4 Cyclohexene, 3-trifluoroacetamid... 305 C1OH9F6NO3 1000153-70-3 25
5 Hexathiepane 206 CH2S6 017233-71-5 12

Abundance Scan 2240 (16.263 min): BP019793.D\data.ms (-2234) (- m/z 78.00 100.00%

78.0 141.9
5000
‘ | 16.00 16.50
ol LI 1220.9282.6 357.5 4620 5368  p/z 141.90  88.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #63003: Lenthionine
78.0 142.0
5000 T
1600 1650
m/z 45.00 52.12%
O‘\\\‘\‘\’\‘\“‘\\1\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11906: Salicyl alcoho
78.0
1600 1650
5000 ITI/Z 123.90 43.74%
VY Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45573: 1,2,4,6-Tetrathiepane J\‘ ‘ ——
45.0 16.00 16.50
m/z 45.95 36.09%
5000 124.0 /k
oLl \

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16 00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022024\
Data File : BP@19793.D

Acqg On : 20 Feb 2024 19:18

Operator : MA/JU

Sample : P1523-06 :

Misc 20240766-AMENDED-COMP-39N-N-3-01

ALS vial : 18 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 19 unknownl7.057 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.057 4.29 ng 232874  Phenanthrene-di10 17.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N,N-Bis(2-hydroxyethyl)-2-aminoe... 213 C6H15NO5S 010191-18-1 27
2 Hexathiepane 206 CH2S6 017233-71-5 25
3 S-Methyl isopropylphosphonamidot... 153 C4H12NOPS 1000306-04-4 17

4 Thiosulfuric acid (H2S203), S-(2... 320 C11H16N203S3 040284-00-2 16
5 S-2-[3-Succinimidopropylamino]et... 296 C9H16N205S2 031701-75-4 16

Abundance Scan2375(17057num BP019793.D\data.ms (-2370) (- m/z 141.90 100.00%

41.9
78.0
205.9
5000

T T
Lbuld ol | 2910501 aao2 s170 5 00
O b MM bt SOS T RS R m/z 78.00  64.20%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #91143: N,N-Bis(2-hydroxyethyl)-2-aminoethanesulfonic
R7.0
100.0
5000 il
17.00
63.95 63.79%

O\\”\l“‘\ll\”‘\m\u‘\J"TT\‘\\J-\g\s‘.\()\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #83360: Hexathiepane
142.0

78.0 17.00
5000 m/z 205.90 53.25%
206.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #30464: S-Methyl isopropylphosphonamidothioate s ‘
64.0 17.00

43.00 32.49%

1 NJL«

0l b e e e
miz--> 50 100 150 200 250 300 350 400 450 500 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022024\
Data File : BP@19793.D

Acqg On : 20 Feb 2024 19:18

Operator : MA/JU

Sample : P1523-06 :

Misc : 20240766-AMENDED-COMP-39N-N-3-01

ALS vial : 18 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 20 Cyclohexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

21.104 5.06 ng 316162  Chrysene-d12 21.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 97
2 Cetene 224 C16H32 000629-73-2 96
3 Cyclopentadecane 210 C15H30 000295-48-7 94
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
5 1-Hexacosene 364 C26H52 018835-33-1 94

Abundance Scan 3063 (21.104 min): BP019793.D\data.ms (-3059) (- m/z 57.10 100.00%

57.1
5000
5.1 —— —
l } 226.0 21.00 21.50
ol AL bl 296.9355.1417.0 4901849, /) g3 19 91.89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104594: Cyclohexadecane
55.0
5000 e —
21.00 21.50
‘ FSO m/z 55.10  90.15%
' 224.0
O ‘\\‘\ HWJ\\’\M‘!\\‘}\!‘h\\\\l’\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104591: Cetene
41.0
— —
21.00 21.50
5000 ITI/Z 69.05 88.02%
_““H“H“_‘H,‘H“H‘w“u“u‘_“w“u‘u“_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #87654: Cyclopentadecane T ‘
55.0 21.00 21.50

m/z 43.10 85.92%

5000
} 50 2100

d | L

0t ‘H‘w“H“H‘W“w“u‘u“_‘u“u“u‘w“u“ — —
miz--> 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\BP022024\
Data File : BP019793.D

Acqg On : 20 Feb 2024 19:18

Operator : MA/JU

Sample : P1523-06 :

Misc . 20240766-AMENDED-COMP-39N-N-3-01

ALS Vvial : 18 Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
3-Penten-2-o0l 3.128 120.3 ng 2240340 1 7.893 372389 20.0
2-Butenal, 2-me... 3.746 2.9 ng 53907 1 7.893 372389 20.0
Prenol 4.069 12.3 ng 228723 1 7.893 372389 20.0
Furan, 2,3-dihy... 4.246 3.6 ng 67217 1 7.893 372389 20.0
unknown4.452 4.452 4.3 ng 80744 1 7.893 372389 20.0
2-Pentanol, 4-m... 4.640 16.3 ng 302784 1 7.893 372389 20.0
unknown4.693 4.693 10.7 ng 199775 1 7.893 372389 20.0
2-Pentanone, 4-... 5.016 62.3 ng 1160070 1 7.893 372389 20.0
unknown6.099 6.099 2.7 ng 50448 1 7.893 372389 20.0
unknown6.722 6.722 3.3 ng 61100 1 7.893 372389 20.0
unknown7.593 7.593 4.0 ng 73504 1 7.893 372389 20.0
2(5H)-Furanone, ... 8.140 2.8 ng 51145 1 7.893 372389 20.0
unknown8.869 8.869 4.0 ng 75001 1 7.893 372389 20.0
1,2,4,6-Tetrath... 9.428 59.3 ng 1593210 2 10.698 537783 20.0
1,2,4,5-Tetrath... 13.298 4.9 ng 194501 3 14.534 786714 20.0
S-Methyl methan... 14.451 3.5 ng 138642 3 14.534 786714 20.0
Hexathiane 15.145 4.4 ng 173248 3 14.534 786714 20.0
Lenthionine 16.263 10.8 ng 585018 4 17.286 1085270 20.0
unknownl17.057 17.057 4.3 ng 232874 4 17.286 1085270 20.0
Cyclohexadecane 21.104 5.1 ng 316162 5 21.380 1249940 20.0
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