LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081825\
Data File : BP©25460.D

Acqg On : 18 Aug 2025 14:09

Operator : CG/JU

Sample : Q2864-03

Misc : LAW-25-113-121

ALS vial : 7 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-BP081425.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@25460.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.043 13 18 35 rVB 2741574 3707315 43.47% 7.886%
2 4.949 333 342 349 rBV 230916 344718 4.04% 0.733%
3 5.407 413 420 429 rVB 1662197 2500131 29.32% 5.318%
4 6.960 677 684 700 rVB 1174534 1926740 22.59%  4.098%
5 7.390 752 757 768 rBV 59567 112049 1.31% 0.238%

6 7.784 816 824 831 rBV 586255 970953 11.39%
7 8.919 1010 1017 1026 rBV 1510792 2531994 29.69%
8 9.072 1035 1043 1052 rBV 168405 319516 3.75%
9 9.819 1161 1170 1176 rBV 160199 342735 4.02%
10 10.554 1287 1295 1303 rBV 739118 1280897 15.02%
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11 10.972 1359 1366 1372 rVB 157235 267907 3
12 11.107 1380 1389 1396 rVB 136979 248590 2
13 11.454 1441 1448 1462 rBV 86863 194041 2.28%
14 13.007 1705 1712 1720 rBV 3775050 5344669 62.
15 14.195 1908 1914 1924 rBV 289264 526978 6
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B

16 14.307 1927 1933 1940 rVB 286374 484020 5
17 14.395 1941 1948 1959 rBV 1134730 1739086 20.
18 14.783 2010 2014 2019 rBV 117140 145550 1.71%
19 15.101 2061 2068 2080 rBV 147258 305294 3
20 15.725 2170 2174 2177 rVB 117045 124027 1
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21 15.772 2177 2182 2190 rVB 240567 339501 3.98%
22 15.901 2197 2204 2215 rBV 2849668 4538697 53.22%
23 16.089 2229 2236 2241 rBV 171228 299866 3.52%
24 16.183 2248 2252 2264 rVB5 56069 156805 1.84%
25 17.189 2418 2423 2430 rVB 1507166 1928420 22.61%
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26 17.889 2539 2542 2548 rVB3 175056 291985 3.42%
27 17.995 2557 2560 2568 rBV5 86273 163051 1.91%
28 18.142 2580 2585 2592 rBV 935459 1416702 16.61%
29 18.560 2653 2656 2660 rBV2 88645 112382 1.32%
30 19.460 2806 2809 2818 rBV 294002 381081 4.47%
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31 19.918 2882 2887 2894 rVB 6561622 8527478 100.00% 18.138%

32 21.307 3121 3123 3131 rVB3 288085 427765 5.02% 0.910%
33 21.630 3172 3178 3186 rVB2 1346025 2339780 27.44%  4.977%
34 24.989 3741 3749 3759 rVB 1153707 2673004 31.35% 5.686%

Sum of corrected areas: 47013727
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081825\
Data File : BP©25460.D

Acqg On : 18 Aug 2025 14:09

Operator : CG/JU

Sample : Q2864-03

Misc LAW-25-113-121

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081425.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP025460.D\data.ms
7000000

6000000
5000000
4000000
30000001.043

2000000 5.407 8.919

6.960

1000000 7784 10.554

0‘\\\\‘\\\\‘\\\\‘\\\\A‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘/\\\\\‘\\/\L\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\
Time--> 3.00 350 4.00 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 1200 12.50

Abundance TIC: BP025460.D\data.ms
7000000 19.918

6000000
5000000

400000043.007

3000000 15.901

2000000 17.189 21.530

14.395 18.142 21.307

1000000 19.460 W
144 148 18.560

714785101 1 883
OT‘HH‘HH‘\\\\ﬁ’ﬁj\\u‘uH‘HH‘\H\‘\H\‘HH‘HH‘\\H‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘H

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BP025460.D\data.ms
7000000

6000000
5000000
4000000
3000000
2000000 24.989

0\\‘\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081825\
Data File : BP©25460.D

Acqg On : 18 Aug 2025 14:09

Operator : CG/JU

Sample : Q2864-03

Misc : LAW-25-113-121

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081425.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.043 76.36 ng 3707320 1,4-Dichlorobenzene-d4 7.784

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
Abundance  Scan 18 (3.043 min): BP025460.D\data.ms (-13) (-) m/z 73.05 100.00%

73.0
5000

‘ 300 3.20 3.40
ALi| 1328 208826083256 3934 460.95224 1y 43765 36.7a%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0

o

5000 LI B L B
300 3.20 3.40
‘ m/z 87.10 27.33%
0‘\\“\Jl\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
‘ —
300 3.20 3.40
5000 55.05 27.24%
o
o_u?‘w A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2104: Acetamide, N-ethyl- ——
30.0 3. OO 3.20 3.40

41.05 11.93%

5000 /ﬁ\
0 I \$ 0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081825\
Data File : BP©25460.D

Acqg On : 18 Aug 2025 14:09

Operator : CG/JU

Sample : Q2864-03

Misc LAW-25-113-121

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081425.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.949 7.10 ng 344718 1,4-Dichlorobenzene-d4 7.784

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 23
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 342 (4.949 min): BP025460.D\data.ms (-333) (-) m/z 43.00 100.00%

43.0
5000
101.0

‘ ‘ 4.60 4.80 5.00 5.20
|

207.0266.6 326.7 391.4451.1511.0

bbbt 207,0266.6320.7 391440119110 'm/z 58.95  58.54%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 N RmmmE

4.60 4.80 5.00 5.20
m/z 101.00  21.47%

101.0
OHIU\H\‘ \\‘\“‘\\\\‘H\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘\H\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #5056: Propane, 1-ethoxy-2-methyl-
59.0

4.60 4.80 5.00 5.20
5000 m/z 58.00 17.13%

Wh

-t
m/z--> 50 100 150 200 250 300 350 400 450 500 550 J
Abundance : i i

oL
#21825: Acetic acid, cyano-, 1,1-dimethylethyl ester P T T T
59.0 4.60 4.80 5.00 5.20

m/z 41.00 8.92%

5000
” 126.0

R AR a R e T e
miz—-> 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081825\

Data File : BP©25460.D

Acqg On : 18 Aug 2025 14:09

Operator : CG/JU

Sample : Q2864-03

Misc LAW-25-113-121

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081425.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 3 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
7.390 2.31 ng 112049 1,4-Dichlorobenzene-d4 7.784
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 86
2 Diethyl carbitol 162 C8H1803 000112-36-7 47
3 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 42
4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 42

5 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 42

Abundance Scan 757 (7.390 min): BP025460.D\data.ms (-752) (-) m/z 45.00 100.00%
45.0

-

5000
PR T
‘ ‘\104 0 7.00 7.20 7.40 7.60 7.80
Ot 207,9266.6326.9384.6  483.7847. sz 59.10  36.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 R R R
7.00 7.20 7.40 7.60 7.80
m/z 72.00 24.30%
H' J \ |‘1O|4--0
0‘\\\\“ff\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #38389: Diethyl carbitol
45.0
T T
7.00 7.20 7.40 7.60 7.80
5000 m/z 43.00 15.73%
103.0
] —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10526: Ethanol, 2-(2-methoxyethoxy)- R REENE R
45.0 7.00 7.20 7.40 7.60 7.80
m/z 73.05 13.83%
B MJ\M/\/%
O‘“\‘IH‘M“N‘[MHW‘H“m‘mw‘H“m‘uu‘mmuw e ARRARRRRSERRALIE L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.00 7.20 7.40 7.60 7.80

8270E-BP081425.M Tue Aug 19 06:19:16 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081825\
Data File : BP©25460.D

Acqg On : 18 Aug 2025 14:09

Operator : CG/JU

Sample : Q2864-03

Misc LAW-25-113-121

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081425.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 Hexanoic acid, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.072 6.58 ng 319516 1,4-Dichlorobenzene-d4 7.784

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 95
2 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 53
3 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 50
4 Methyl-4-deoxy-2,3-di-0-methyl.b... 218 C9H1406 1000312-09-9 47
5 Methyl 2-methylhexanoate 144 C8H1602 002177-81-3 47

Abundance Scan 1043 (9.072 min): BP025460.D\data.ms (-1035) (-) m/z 73.00 100.00%
73.0

_

5000
T SRR T
W ‘ ’ \ 8.80 9.00 9.20 9.40
oL dd) | [143.92080  294.8355.1416.1473.9533.7 1/, g7.95  g6.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24101: Hexanoic acid, 2-ethyl-
88.0
5000 e AR L AR
8.80 9.00 9.20 9.40
r m/z 41.00 36.80%
0‘\\”\1’1J\l\[\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35335: Heptanoic acid, 2-ethyl-
88.0

8.80 9.00 9.20 9.40
5000 m/z 57.00  31.89%
Ll 158.0

=0

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

Abundance #24164: 2-Ethyl-4-methylpentanoic acid e A LaaEras SR
73.0 8.80 9.00 9.20 9.40

m/z 55.00  26.27%

N

5000

=

N

o“fsw,wWH‘_m_m‘w‘w‘w_m_mww G aua il die s S
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081825\
Data File : BP©25460.D

Acqg On : 18 Aug 2025 14:09

Operator : CG/JU

Sample : Q2864-03

Misc : LAW-25-113-121

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081425.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 unknownl1®.972 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.972 4.18 ng 267907 Naphthalene-d8 10.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-1-(But-2-en-1-yl)-2-(sec-but... 176 C8H1652 110690-24-9 38
2 (Z)-1-(But-2-en-1-yl)-2-(sec-but... 176 C8H16S2 110690-23-8 38
3 D-Phenylalanine 165 C9H11NO2 000673-06-3 23
4 1,3,4-Thiadiazol-2-amine, 5-methyl- 115 C3H5N3S 000108-33-8 16
5 2,5-cyclohexadiene-1,4-dione, 2,... 176 C6H2F204 1000404-72-1 16

Abundance Scan 1366 (10.972 min): BP025460.D\data.ms (-1359) (- m/z 74.00 100.00%

74.0
176.0
5000
-
W Ll 235.7295.0 367.0 449.1 536.0 1100
O Ml A 1 £99-F 2208 SOLD AW 299 m/z 176.00  60.01%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #51409: (E)-1-(But-2-en-1-yl)-2-(sec-butyl)disulfane
55.0
120.0
5000 UL
11.00

55.05 51.88%

\“\‘\“‘“\1\1"1‘\\\\‘1\7\T\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #51408: (Z)-1-(But-2-en-1-yl)-2-(sec-butyl)disulfane
55.0

o

120.0 11.00
5000 m/z 119.95 41.64%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #40830: D-Phenylalanine e o
74.0 11.00
m/z 132.95  37.92%
5000
bbbt 1 j\ o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081825\
Data File : BP©25460.D

Acqg On : 18 Aug 2025 14:09

Operator : CG/JU

Sample : Q2864-03

Misc LAW-25-113-121

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081425.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 unknownll.107 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.107 3.88 ng 248590 Naphthalene-d8 10.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-1-(But-1-en-1-yl)-2-(sec-but... 176 C8H1652 110690-22-7 46
2 (Z)-1-(But-2-en-1-yl)-2-(sec-but... 176 C8H16S2 110690-23-8 45
3 (E)-1-(But-2-en-1-yl)-2-(sec-but... 176 C8H16S2 110690-24-9 45
4 (Z)-1-(But-1-en-1-yl)-2-(sec-but... 176 C8H16S2 110690-21-6 32
5 dl-Homoserine 119 C4H9NO3 001927-25-9 25

Abundance Scan 1389 (11.107 min): BP025460.D\data.ms (-1380) (- m/z 73.95 100.00%

74.0
176.0
5000
e
m | ‘ 11.00 11.50
ob by, 1 2809 344.7403.0465.9 5353 ./, 199,95 91.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #51407: (E)-1-(But-1-en-1-yl)-2-(sec-butyl)disulfane
58.0 120.0
5000 A A
11.00 11.50
m/z 176.00 75.38%
| ‘ ‘ 177.0
0 \JT‘TH“\\M\%“\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #51408: (Z)-1-(But-2-en-1-yl)-2-(sec-butyl)disulfane
55.0
=
120.0 11 00 11.50
5000 m/z 55.00  69.43%

o

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

Abundance  #51409: (E)-1-(But-2-en-1-yl)-2-(sec-butyl)disulfane

55.0 1100 1150

120.0 m/z 59.00  43.50%

- JJL
m/z--> 50 100 150 200 250 300 350 400 450 500 550 1. 00 1. 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081825\
Data File : BP©25460.D

Acqg On : 18 Aug 2025 14:09

Operator : CG/JU

Sample : Q2864-03

Misc LAW-25-113-121

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081425.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 Benzoic acid, 4-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.454 3.03 ng 194041 Naphthalene-d8 10.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 96
2 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 91
3 Benzeneacetic acid 136 C8H802 000103-82-2 64
4 Benzamide, 4-methyl- 135 C8HINO 000619-55-6 53
5 (+)-di-0-4-Toluoyl-D-tartaric acid 386 C20H1808 032634-68-7 52
Abundance Scan 1448 (11.454 min): BP025460.D\data.ms (-1441) (- m/z 91.10 100.00%
91.1
5000
s
11.50
O ik 1[1B0.02071 28963467 421.9 489.8548. ./, 136,00  66.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18705: Benzoic acid, 4-methyl-
91.0
5000 N
11.50
m/z 119.00 56.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18700: Benzoic acid, 3-methyl-
136.0
T
11.50
5000 m/z 64.95 20.81%
65.0
0 lel‘«dw“m"‘H‘_H"m‘_‘H_ww_ww_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18696: Benzeneacetic acid T
91.0 11.50
m/z 92.00 14.82%
- /\/\L
0 Hﬁphu‘M‘HW“H“H“H“M“W“H“H‘M“W“H“ —
mlz--> 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\BP081825\
Data File : BP©25460.D

Acqg On : 18 Aug 2025 14:09

Operator : CG/JU

Sample : Q2864-03

Misc LAW-25-113-121

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081425.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 Benzoic acid, p-tert-butyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.195 6.06 ng 526978  Acenaphthene-d10 14.395
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 96
2 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 68
3 Benzaldehyde, 5-(1,1-dimethyleth... 178 C11H1402 002725-53-3 64
4 Phenol, 2,5-bis(1-methylethyl)- 178 C12H180 035946-91-9 59
5 Propofol 178 C12H180 002078-54-8 59

Abundance Scan 1914 (14.195 min): BP025460.D\data.ms (-1908) (- m/z 163.00 100.00%
1638.0

—

5000
91.0
— :
‘ 14.00 14.50
ob bt [ || 2370 3053364.0422.44806 5436 11/, 135 60 33.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52526: Benzoic acid, p-tert-butyl-
163.0
5000 —T P
91.0 14.00 14.50

m/z 91.00 30.19%

) ﬂ)l A ’ il

0‘\\11[1!!1[\1!\‘f\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52844: 6-tert-Butyl-2,4-dimethylphenol
163.0
S —
14.00 14.50
5000 m/z 178.10  13.64%
41.0 1050
Ob i et e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
‘ =

Abundance #52687: Benzaldehyde, 5-(1,1-dimethylethyl)-2-hydroxy- —
163.0 14.00 14.50

m/z 41.00 12.12%

5000

41.0

oLt 1080

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081825\
Data File : BP©25460.D

Acqg On : 18 Aug 2025 14:09

Operator : CG/JU

Sample : Q2864-03

Misc LAW-25-113-121

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081425.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 9 unknownl4.307 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.307 5.57 ng 484020  Acenaphthene-d10 14.395
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,4-Trithiolane, 3,5-bis(1-met... 208 C8H16S3 054934-99-5 27
2 Butane(dithioic) acid, methyl ester 134 C5H10S2 013831-08-8 27
3 Thiophane, propyl- 130 C7H14S 001551-34-4 22
4 1,3-Dioxane, 2-methyl- 102 C5H1002 000626-68-6 22
5 Thiophene, 2-butyltetrahydro- 144 C8H16S 001613-49-6 22
Abundance Scan 1933 (14.307 min): BP025460.D\data.ms (-1927) (- m/z 55.00 100.00%
55.0
5000 151.9
— —
m \ \ 1 14.00 14.50
Ol ek “ux““m (! il ol 281.1341.1400.3 46845312 1/, 87,00 80.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #85618: 1,2,4-Trithiolane, 3,5-bis(1-methylethyl)-
53.0
5000 \ J\
14.00 14.50
m/z 87.95 46.85%
H . J 143.0 208.0
0‘\\\![1“1\‘ fHH“\‘\H“MH‘HH‘HH‘HH|HH|HH|HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17245: Butane(dithioic) acid, methyl ester
87.0
— 5
14.00 14.50
5000 m/z 151.95 46.50%
27. ’
04 ‘“\UWH‘LH“"‘“"HH‘H‘wmwm‘WH,HH,HH,HH_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15590: Thiophane, propyl- = =
87.0 14.00 14.50
m/z 207.95 41.31%
5000
27T Mﬂ
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081825\
Data File : BP©25460.D

Acqg On : 18 Aug 2025 14:09

Operator : CG/JU

Sample : Q2864-03

Misc LAW-25-113-121

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081425.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 1H-Benzotriazole, 5-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.101 3.51 ng 305294  Acenaphthene-d10 14.395
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Benzotriazole, 5-methyl- 133 C7H7N3 000136-85-6 97
2 1H-Benzotriazole, 4-methyl- 133 C7H7N3 029878-31-7 96
3 2H-Indol-2-one, 1,3-dihydro- 133 C8H7NO 000059-48-3 83
4 Benzene, 1-isocyanato-2-methyl- 133 C8H7NO 000614-68-6 53
5 1H-Indol-4-o0l 133 C8H7NO 002380-94-1 52
Abundance Scan 2068 (15.101 min): BP025460.D\data.ms (-2061) (- | m/z 104.00 100.00%
104.0
5000 J\\
U A U
sg.F so7 1 15.00 15.50
Ol d k2012679 384144515072 y/7 132.95  56.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16857: 1H-Benzotriazole, 5-methyl-
104.0
5000 =y P
15.00 15.50
39. m/z 77.00  37.05%
0‘\\‘I\‘l\%\m\hfv\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16851: 1H-Benzotriazole, 4-methyl-
104.0
—r— —
15.00 15.50
5000 m/z 78.00 31.63%
)
L S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16910: 2H-Indol-2-one, 1,3-dihydro- T A
104.0 15.00 15.50
m/z 51.00  23.58%
5000
39. ‘
e e R R R R il ik
mlz--> 0 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\BP081825\
Data File : BP©25460.D

Acqg On : 18 Aug 2025 14:09

Operator : CG/JU

Sample : Q2864-03

Misc : LAW-25-113-121

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081425.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 Benzophenone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.772 3.90 ng 339501  Acenaphthene-d10 14.395
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 1,2,4-Trioxolane, 3,3,5-triphenyl- 304 C20H1603 023246-12-0 56
3 Methanone, phenyl-2-pyridinyl- 183 C12H9NO 000091-02-1 56
4 1,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 45
5 Benzenamine, N-(3-pyridinylmethy... 182 C12H10N2 029722-97-2 45
Abundance Scan 2182 (15.772 min): BP025460.D\data.ms (-2177) (- | m/z 105.00 100.00%
109.0
182.0
5000
—— —
39 15.50 16.00
Ob ot Pl ek 28083410 4113 4976 /7 77.00  64.27%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 e =
15.50 16.00
m/z 182.00 54.71%
JZ
\\\‘\\\\‘\\\\[\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #204781: 1,2,4-Trioxolane, 3,3,5-triphenyl-
105.0
— —
15.50 16.00
m/z 51.00 25.36%
5000 182.0
8.0
(1 U R 2 S ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #57937: Methanone, phenyl-2-pyridinyl- TS ]
105.0 15.50 16.00
183.0 m/z 106.00 8.34%
5000
o o Ea
mlz--> 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00

8270E-BP081425.M Tue Aug 19 06:19:23 2025 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081825\
Data File : BP©25460.D

Acqg On : 18 Aug 2025 14:09

Operator : CG/JU

Sample : Q2864-03

Misc LAW-25-113-121

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081425.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(3H)-Benzothiazolone Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.089 3.11 ng 299866  Phenanthrene-di10 17.189
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 95
2 Thieno[3,2-b]pyridin-7-o0l 151 C7H5NOS 107818-20-2 72
3 5-Fluoro-2-pyrimidinecarbonitrile 123 C5H2FN3 038275-55-7 43
4 Thieno[2,3-b]pyridine-N-oxide 151 C7H5NOS 025557-50-0 43
5 6-Methyl-7-oxo0-4,7-dihydro-triaz... 151 C5H5N50 057250-39-2 43

Abundance Scan 2236 (16.089 min): BP025460.D\data.ms (-2229) (- m/z 151.00 100.00%
151.0

N

5000
=
69.0 16.00
0 _m\““nﬂhw dod L 2361 331.73956 463.0 5357 ./, 9s5.08  75.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28647: 2(3H)-Benzothiazolone
151.0
5000 T
16.00
69.0 m/z 123.00 66.95%
0 ‘\\\\ﬂ\{‘“‘\”\“\‘\‘.“\\“\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28649: Thieno[3,2-b]pyridin-7-ol
151.0
T T \
16.00
5000 m/z 69.00 15.63%
70.0
Ol b e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11498: 5-Fluoro-2-pyrimidinecarbonitrile — ‘
123.0 16.00
m/z 70.00 11.13%
- T JUW
M Sl ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081825\
Data File : BP©25460.D

Acqg On : 18 Aug 2025 14:09

Operator : CG/JU

Sample : Q2864-03

Misc LAW-25-113-121

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081425.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 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.889 3.03 ng 291985  Phenanthrene-di10 17.189
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 95
2 4-Amino-7-diethylamino-chromen-2... 232 C13H16N202 107995-76-6 42
3 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 41
4 5-Acetamido-2,4-dichlorotoluene 217 C9H9C12NO 057046-02-3 38
5 1-Ethyl-2-methylphenanthrene 220 C17H16 061983-53-7 38
Abundance Scan 2542 (17.889 min): BP025460.D\data.ms (-2539) (- | m/z 205.10 100.00%
571 205.1
5000
= —
| H 19,1 76,1 17.50 18.00
0 mli\“\‘ 13432 415.1474.9532.9 m/z 57.10  92.99%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0
5000 — —
17.50 18.00
m/z 217.10  73.40%
l1350
0 ‘l“m“‘ul\h‘\il‘\\l‘! 276.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #113694: 4-Amino-7-diethylamino-chromen-2-one
217.0
= —
17.50 18.00
5000 m/z 175.10  52.76%
160.0\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #99056: Ethanone, 1-(5,6,7,8-tetrahydro-2,8,8-trimethyl-4 — ——
43.0 205.0 17.50 18.00
m/z 55.00 50.85%
5000
121.0
0 ﬂ“H\HMM‘M‘*\ — ——
mlz--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081825\
BP025460.D

: 18 Aug 2025 14:09

: CG/JU

. Q2864-03

7

hod
le

ry

Sample Multiplier: 1

LAW-25-113-121

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081425.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 14 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.142 14.69 ng 1416700  Phenanthrene-d10 17.189
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 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 89
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 2585 (18.142 min): BP025460.D\data.ms (-2580) (- m/z 73.00 100.00%

73.0
5000 NJ\N*
2132 .

I
M\ {11, 81.9 354.8 1800
- ‘Mwh“ ‘H“?H‘_‘ 54.8414.8 4892548, /7 43.05

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0

o

5000 129.0 T L
18.00 18.50
“ 213.0 m/z 59.95 82.22%
0‘\\\\1[‘ lh!l\”\l“\\\f‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid
73.0
—— —
18.00 18.50
5000 m/z 55.05 73.49%
‘ % 2140
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
\

Abundance #126199: Pentadecanoic acid ‘ ‘ —
73.0 18.00 18.50
m/z 57.10 72.03%
5000
é ‘ 199.0
0_5:““ Mﬂép\\“ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081825\
Data File : BP©25460.D

Acqg On : 18 Aug 2025 14:09

Operator : CG/JU

Sample : Q2864-03

Misc LAW-25-113-121

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081425.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 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.460 3.26 ng 381081 Chrysene-d12 21.630
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 2809 (19.460 min): BP025460.D\data.ms (-2806) (- m/z 73.00 100.00%
73.0
5000
185.1 ——
il L2 s
Ol A b L b bt 3999 42904909549 /043 10 97.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 ]
19.50
’ 1850  284.0 m/z 60.00 83.65%
0‘\\‘\‘\"‘ !\[W!H\\“\!\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
1
19.50
5000 m/z 57.10 83.04%
OL } 199.0
0‘§‘ / Hm“ép\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid —
73.0 19.50
m/z 55.00 74.66%
5000
L 228.0
o il 52, .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081825\
Data File : BP©25460.D

Acqg On : 18 Aug 2025 14:09

Operator : CG/JU

Sample : Q2864-03

Misc LAW-25-113-121

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081425.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 1-Hexacosene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.307 3.66 ng 427765  Chrysene-d12 21.630
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 1-Docosanol, methyl ether 340 C23H480 1000333-91-9 94
3 9-Tricosene, (Z)- 322 C23H46 027519-02-4 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 1-(Ethenesulfonyl)dodecane 260 C14H2802S 030719-66-5 91
Abundance Scan 3123 (21.307 min): BP025460.D\data.ms (-3121) (- m/z 83.10 100.00%
83.1
5000
2100 21.50
154. 282.0 : :
221.1
0 “““H\\"““\Vﬁ“‘m‘“m‘ 30224150 8040 42 57.10  95.14%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene
57.0
5000 — ——
21.00 21.50
125.0 m/z 55.00 92.37%
0\\“\‘ T\“T\‘Li1|82.0292.0364.0‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #249113: 1-Docosanol, methyl ether
83.0
— ——
21.00 21.50
5000 m/z 43.10 89.87%
ol lllse0 2o %0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #227236: 9-Tricosene, (Z)- — —
55.0 21.00 21.50
m/z 97.10 89.05%
5000
125.0
322.0
ol bl 8202500 | S
m/z--> 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\BP081825\
Data File : BP©25460.D

Acqg On : 18 Aug 2025 14:09

Operator : CG/JU

Sample : Q2864-03

Misc : LAW-25-113-121

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081425.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 3.043 76.4 ng 3707320 1 7.784 970953 20.0
2-Pentanone, 4-... 4.949 7.1 ng 344718 1 7.784 970953 20.0
Ethanol, 2-(2-e... 7.390 2.3 ng 112049 1 7.784 970953 20.0
Hexanoic acid, ... 9.072 6.6 ng 319516 1 7.784 970953 20.0
unknown10.972 10.972 4.2 ng 267907 2 10.554 1280900 20.0
unknownl11.107 11.107 3.9 ng 248590 2 10.554 1280900 20.0
Benzoic acid, 4... 11.454 3.0 ng 194041 2 10.554 1280900 20.0
Benzoic acid, p... 14.195 6.1 ng 526978 3 14.395 1739090 20.0
unknown14.307 14.307 5.6 ng 484020 3 14.395 1739090 20.0
1H-Benzotriazol... 15.101 3.5 ng 305294 3 14.395 1739090 20.0
Benzophenone 15.772 3.9 ng 339501 3 14.395 1739090 20.0
2(3H)-Benzothia... 16.089 3.1 ng 299866 4 17.189 1928420 20.0
7,9-Di-tert-but... 17.889 3.0 ng 291985 4 17.189 1928420 20.0
n-Hexadecanoic ... 18.142 14.7 ng 1416700 4 17.189 1928420 20.0
Octadecanoic acid 19.460 3.3 ng 381081 5 21.630 2339780 20.0
1-Hexacosene 21.307 3.7 ng 427765 5 21.630 2339780 20.0
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