LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70325\
Data File : BF142999.D

Acqg On : 03 Jul 2025 16:29
Operator : RC/JU

Sample : Q2463-01

Misc :

ALS Vvial : 14 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_ F\Methods\8270-BF061925.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF142999.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.969 282 302 305 rBv2 12139 45526  2.11% ©.293%
2 4.816 375 446 454 rBV 91632 1026661 47.52% 6.598%
3 5.099 486 494 504 rBV 61347 93709 4.34% 0.602%
4 5.369 504 540 545 rBV4 97790 644294 29.82% 4.141%
5 5.498 556 562 567 rBV 693846 972731 45.02% 6.251%
6 5.798 595 613 618 rVB2 70807 307774 14.25%  1.978%
7 6.104 650 665 675 rBv4 14159 57508 2.66% 0.370%
8 6.228 675 686 690 rVW2 17798 42297 1.96% 0.272%
9 6.504 728 733 760 rBV2 464057 742162 34.35% 4.770%
106 6.734 760 772 780 rVB5 14377 40516 1.88% 0.260%
11 6.875 790 796 801 rBV 329500 415994 19.25% 2.673%
12 6.940 802 807 811 rVvV 25617 40640 1.88% 0.261%
13 6.981 811 814 817 rW 23611 30548 1.41% 0.196%
14 7.022 817 821 824 rW 20027 31049 1.44% 0.200%
15 7.440 882 892 896 rBV 802232 1131045 52.35% 7.269%
16 7.551 904 911 917 rBV 44557 76680  3.55% 0.493%
17 7.904 964 971 988 rBV3 58475 118791 5.50% 0.763%
18 8.057 993 997 1007 rVB 26733 39299 1.82% 0.253%
19 8.157 1007 1014 1022 rBV 438858 579306 26.81% 3.723%
20 8.316 1033 1041 1048 rBV 12667 22895 1.06% 0.147%
21 8.416 1053 1058 1069 rBvV2 42267 97905 4.53% 0.629%
22 8.587 1080 1087 1093 rVB5 9934 22139 1.02% 0.142%
23 8.669 1093 1101 1111 rBV 57487 158006 7.31% 1.015%
24 8.769 1111 1118 1119 rBV 100539 131678 6.09%  0.846%
25 8.792 1119 1122 1129 rVB2 120967 170796  7.91% 1.098%
26 8.857 1129 1133 1140 rBV2 31938 66050 3.06% 0.424%
27 9.069 1165 1169 1173 rBV 19340 25866 1.20% 0.166%
28 9.234 1191 1197 1202 rBV 1703101 2160466 100.00% 13.884%
29 9.375 1217 1221 1232 rVB 65121 93524 4.33% 0.601%
30 9.833 1292 1299 1304 rVB2 32859 46723 2.16% 0.300%
31 9.910 1307 1312 1317 rBV 468011 593736 27.48% 3.816%
32 10.304 1367 1379 1382 rBvV3 22411 50361 2.33% 0.324%
33 10.628 1428 1434 1438 rBV 63340 83050 3.84% 0.534%
34 10.704 1442 1447 1457 rVV 908588 1160963 53.74% 7.461%
35 10.810 1461 1465 1474 rVB2 35056 50028 2.32% 0.322%
36 11.122 1512 1518 1534 rBV 16020 45658 2.11% 0.293%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70325\
Data File : BF142999.D

Acqg On : 03 Jul 2025 16:29
Operator : RC/JU

Sample : Q2463-01

Misc

ALS Vvial : 14 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_ F\Methods\8270-BF061925.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.404 1560 1566 1577 rBV 420886 547787 25.36%  3.520%
38 11.927 1649 1655 1668 rBV 402967 666319 30.84% 4.282%
39 12.627 1768 1774 1778 rBV4 14275 33260 1.54% 0.214%
40 12.716 1783 1789 1802 rBV 234284 385057 17.82% 2.475%
41 12.874 1813 1816 1822 rVB 17973 25545 1.18% 0.164%
42 12.986 1830 1835 1841 rBV 1061891 1390958 64.38% 8.939%
43 13.216 1869 1874 1880 rVB4 18098 29320 1.36% ©0.188%
44 13.886 1983 1988 2004 rVB3 30545 62273 2.88% 0.400%
45 14.051 2007 2016 2025 rBV 259010 354050 16.39%  2.275%
46 14.892 2154 2159 2168 rBV 119312 169744 7.86% 1.091%

47 15.545 2263 2270 2279 rVB 306944 479827 22.21%  3.084%

Sum of corrected areas: 15560514
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 03 Jul 2025 16:29
: RC/JU
: 02463-01

14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070325\
BF142999.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70325\
Data File : BF142999.D

Acqg On : 03 Jul 2025 16:29
Operator : RC/JU

Sample : Q2463-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 Propanoic acid, 2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
3.969 2.19 ng 45526  1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 50
2 Acetic acid, (acetyloxy)- 118 C4H604 013831-30-6 12
3 Spiro[2,4]hepta-4,6-diene 92 C7H8 000765-46-8 9
4 Propane, 2-(methylthio)- 90 C4H1esS 001551-21-9 9
5 2-Propenoic acid, 2-methyl-, 2-a... 129 C6H11NO2 002420-94-2 9

Abundance Scan 302 (3.969 min): BF142999.D\data.ms (-282) (-) m/z 43.05 100.00%

43.0
91.0
5000 73.0
R e
‘ ‘ ‘ 54.9 3.60 3.80 4.00 4.20
‘H"H"H“_"H‘1‘WMJH“N“H“““M“H“H m/z 41.10  61.14%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2319: Propanoic acid, 2-methyl-
43.0
5000 T T T T
270 73.0 3.60 3.80 4.00 4.20
’ 88.0 m/z 91.00 53.36%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #9854: Acetic acid, (acetyloxy)-
43.0
o R R
3.60 3.80 4.00 4.20
5000 m/z 73.00 39.51%
73.0
R L S AARs aeEEEE
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2778: Spiro[2,4]hepta-4,6-diene T e
91.0 3.60 3.80 4.00 4.20
m/z 92.00  29.93%
5000
39.0 65.0
27.0 ‘ 51.0
0l bl 7O
mlz--> 10 20 30 40 50 60 70 80 90 100 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70325\
Data File : BF142999.D

Acqg On : 03 Jul 2025 16:29

Operator : RC/JU

Sample : Q2463-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 2 Butanoic acid Concentration Rank 1

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

4.816 49.36 ng 1026660 1,4-Dichlorobenzene-d4 6.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 91

2 Pentanoic acid 102 C5H1002 000109-52-4 39

3 Formamidoxime 60 CH4AN20 000624-82-8 9
4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 9

5 4-Bromobutyric acid 166 C4H7Bro02 002623-87-2 9
Abundance Scan 446 (4.816 min): BF142999.D\data.ms (-375) (-) m/z 60.00 100.00%

60.0
5000
42.0 73.0

H‘ 4.40 4.60 4.80 5.00 5.20

m_m‘HH_MWHW‘H S0 myz 73,00 31.29%

miz--> 10 20 60 70 80 90
Abundance #2274. Butanoic acid
60.0

5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
4.40 4.60 4.80 5.00 5.20

270 410 ' m/z 42.00  25.21%

m/z--> 10 20 30 50 60 70 80 90
Abundance #4773. Pentanoic acid
60.0

440460480500520
5000 ITI z 41.05 23.78%

73.0
270 410
18.0 H \\u\ L 87.0
T I e e A
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #351: Formamidoxime

T e T
33.0 42.0 60.0 4.40 4.60 4.80 5.00 5.20

m/z 45.00 18.68%

5000
13.0
\\ 210 Il

m/z--> 20 3 40 50 60 70 80 90 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70325\
Data File : BF142999.D

Acqg On : 03 Jul 2025 16:29
Operator : RC/JU

Sample : Q2463-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.098 4.51 ng 93709 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 494 (5.098 min): BF142999.D\data.ms (-486) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 R REE RN NE e T
4.80 5.00 5.20 5.40
M | 83.0 o
\H’HH‘HH‘HH‘\1\\‘\\‘\‘\“\\\\‘HH‘\‘H\’\HHHH‘\ m/Z 59.10 59.65%
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T T T T
59.0 4.80 5.00 5.20 5.40
m/z 101.10 20.12%
0 gao 1919
\\\’\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime
43.0
A RA e AR ERE T
4.80 5.00 5.20 5.40
5000 m/z 58.00 16.25%
101.0
150 310 | %80 ;55 geo
R aa e A RRRARRREA T PR S S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- R e e
59.0 4.80 5.00 5.20 5.40
m/z 41.05 8.97%
5000 41.0
29.
‘ ‘ 87.0
“WT%QM‘M‘H‘MJHWHMMM‘H?PH‘HJW‘H‘_‘H“ A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40

8270-BF061925.M Fri Jul 04 06:57:31 2025 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70325\
Data File : BF142999.D

Acqg On : 03 Jul 2025 16:29

Operator : RC/JU

Sample : Q2463-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 unknown5.369 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
5369 36.98ng 644204 1,4-Dichlorobenzene-dd  6.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Formic acid hydrazide 60 CHaN0 000624-84-6 47
2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 43

3 Butanoic acid, 4-chloro-
4 1,2-Hydrazinedicarboxaldehyde
5 3-Butenoic acid

122 C4H7Cl02
88 C2H4N202
86 C4H602

000627-00-9 38
000628-36-4 28
000625-38-7 25

Abundance Scan 540 (5.369 min): BF142999.D\data.ms (-504) (-) m/z 59.95 100.00%
60.0
41.0
5000
86.0 EEEan s e AR RE AR
‘ ‘ H 106.1 5.00 5.20 5.40 5.60
\H‘H\\‘\H\‘H\‘l“\}\\“\‘\m\“\\\!“H\\‘\\H“H\\‘\\H“H\\‘\\H‘\ m/z 41.05 55.9600
miz--> 10 20 30 40 50 60 70 80 90 100110120 130
Abundance #352: Formic acid hydrazide
60.0
5000 R A RES o
43.0 5.00 5.20 5.40 5.60
m/z 43.05 43.74%
\H‘H\\‘\H\‘H\\‘\H\‘H\\‘\\H‘H\\‘\\H‘H\\‘\\H‘H\\‘\\H‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4825: Butanoic acid, 3-methyl-
60.0
ERE e A REASRREE S
5.00 5.20 5.40 5.60
5000 m/z 39.05 40.89%
41.0
27.0 87.0
H‘_(u‘HWM‘HJﬂwu‘HwﬂMHJM‘H‘H‘W‘H‘“CH‘H‘q‘H‘_
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11075: Butanoic acid, 4-chloro- A S R
60.0 5.00 5.20 5.40 5.60
m/z 45.00 30.04%
5000
45.0
27\\"0 i HH ‘\ Ll . 8?0 105'0 122.0
e e e e e e e e EARARRmEE SN
miz--> 10 20 30 40 50 60 70 80 90 100110120 130 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70325\
Data File : BF142999.D

Acqg On : 03 Jul 2025 16:29
Operator : RC/JU

Sample : Q2463-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 Pentanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.798 14.80 ng 307774 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid 102 C5H1002 000109-52-4 90
2 Hexanoic acid 116 C6H1202 000142-62-1 64
3 Butanoic acid 88 (C4H802 000107-92-6 64
4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 40
5 .beta.-Methyl xyloside 164 C6H1205 007473-45-2 38
Abundance Scan 613 (5.798 min): BF142999.D\data.ms (-595) (-) m/z 60.00 100.00%
60.0
5000 73.0
411 e AR e
‘ ‘ ‘ ‘ 87.0 5.40 5.60 5.80 6.00 6.20
‘w“u“H‘_“M!‘H‘wmuu“w‘:w“uﬁ‘u‘w“w‘ m/z 73.00 38.86%
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4772: Pentanoic acid
60.0
5000 BRRRNEE RS R e
73.0 5.40 5.60 5.80 6.00 6.20
m/z 41.10 21.00%
270 41.0
\\‘\\\.\‘\\i“\“\\\\“‘“\‘\\‘\\M‘\ ‘\\\\‘\}\\‘\S\Z\.?\\\\‘\.\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #9148: Hexanoic acid
60.0
R R RE E
5.40 5.60 5.80 6.00 6.20
m/z 45.00 15.70%
5000 270 41.0 73.0
Il
S O O O Y-
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2274: Butanoic acid e N
60.0 5.40 5.60 5.80 6.00 6.20
m/z 55.00 13.40%
5000
270 410 730
m/z--> 10 20 30 40 50 60 70 80 90 100 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70325\
Data File : BF142999.D

Acqg On : 03 Jul 2025 16:29
Operator : RC/JU

Sample : Q2463-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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-Pentenoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
6.104 2.76 ng 57508 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentenoic acid 100 C5H802 000626-98-2 94
2 Tiglic acid 100 C5H802 000080-59-1 70
3 2-Methylcyclopropanecarboxylic acid 100 C5H802 029555-02-0 58
4 4-Pentenoic acid 100 C5H802 000591-80-0 38
5 2-Butenoic acid, 4-oxo- 100 C4H403 022418-77-5 37
Abundance Scan 665 (6.104 min): BF142999.D\data.ms (-650) (-) m/z 55.05 100.00%
55.0
5000 39.0 100.0 A M /\
R T Y. VAR Y-St S
‘ ‘ » 82.0 5.80 6.00 6.20 6.40

wH‘wH‘ml}:‘:‘J}“H‘MHH“IPHu!‘mwww m/z 100.00  49.40%

m/z--> 10 20 30 40 50 60 70 80 90 100

Abundance #4133: 2-Pentenoic acid

55.0
29.0
100.0
5000 T e
1.0 5.80 6.00 6.20 6.40
82.0 m/z 39.00 48.64%
Wl 7o )
\\‘\\\\‘\\\li‘\\\‘!‘}}\\‘“}\\\i\\\\“\‘\\\“\‘\‘\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4118: Tiglic acid
55.0
T Eama
5.80 6.00 6.20 6.40
5000 39.0 100.0 m/z 45.00  38.48%
27.
85.0

15.0 \HM‘ 710 ‘
R *‘w H H"H“‘H“H“‘H“_“‘_“w
m/z--> 10 20 30 40 50 60 70 80 90 100 M
Abundance #4220: 2-Methylcyclopropanecarboxylic acid e
55.0 5.80 6.00 6.20 6.40

m/z 54.00 31.58%

5000 29.0 100.0
82 0
| \ \ \ | 1

m/z--> 10 20 30 4 60 70 80 90 100 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70325\
Data File : BF142999.D

Acqg On : 03 Jul 2025 16:29
Operator : RC/JU

Sample : Q2463-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 Pentanoic acid, 2-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
6.228 2.03 ng 42297 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 83
2 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 78
3 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 72
4 2-Methylheptanoic acid 144 C8H1602 001188-02-9 45
5 Hexanoic acid, methyl ester 130 C7H1402 000106-70-7 40
Abundance Scan 686 (6.228 min): BF142999.D\data.ms (-675) (-) m/z 74.00 100.00%
74.0
‘ 100.9 6.00 6.20 6.40 6.60
H‘\\H‘HH’\H\i\\\\‘\‘\\\‘\\\\“‘\H‘HH’HH“HH‘HH‘HH‘HH’ m/z 43.05 47.8300
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9217: Pentanoic acid, 2-methyl-
74.0
5000 43.0 PR O T T T
6.00 6.20 6.40 6.60
m/z 41.00  29.85%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15431: Hexanoic acid, 2-methyl-
74.0
B ARRENEN R R
6.00 6.20 6.40 6.60
5000 m/z 73.00 20.67%
43.0
600
H - ‘101011501300
‘WH‘WHH“‘H_HW‘HWHH“H_H‘VHWH‘WHH_‘H_HW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4831: Butanoic acid, 2-methyl- T
74.0 6.00 6.20 6.40 6.60
m/z 87.00 19.18%
5000 57.0
41.0
@ d
m/z--> m20w4oweom80%1mﬂmmwo 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70325\
Data File : BF142999.D

Acqg On : 03 Jul 2025 16:29
Operator : RC/JU

Sample : Q2463-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 Hexanoic acid, 2-ethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.551 2.65 ng 76680  Naphthalene-d8 8.157

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 53
3 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 50

4 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 45
5 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 42

Abundance Scan 911 (7.551 min): BF142999.D\data.ms (-904) (-) m/z 73.00 100.00%

73.0
5000 41.0 571
101.0

I ‘ ‘ 7207407607.80
AR MMH‘MWuwm“‘_”w””_ m/z 88.10  80.45%

miz--> 20 60 80 100 120 140 160
Abundance #24097: Hexanoic acid, 2-ethyl-

73.0
41.0
57.0

5000 \‘\\\\‘\\\\‘\\\\‘\\\\’\
7.20 7.40 7.60 7.80

101.0

\‘ \‘

m/z 41.05 37.75%

’ \‘1 L ‘\‘ T \‘ T T \ ‘\‘\ ‘ ‘\ ‘ L T \1\{!7‘.0\ TT \1‘4.\5\.()\ T ‘ T
miz—-> 20 40 80 100 120 140 160
Abundance #35335. Heptanoic acid, 2-ethyl-
88.0

7.20 7.40 7.60 7.80

5000 m/z 57.10  35.21%
H 57.0
ST N T R 1
m/z--> 20 40 60 80 100 120 140 160 N
Abundance #9325: Butanoic acid, 2-methyl-, methyl ester R A
88.0 7.20 7.40 7.60 7.80
m/z 55.00  25.52%
57.0
5000
41.0 ‘
m/z--> 20 40 60 80 100 120 140 160 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70325\
Data File : BF142999.D

Acqg On : 03 Jul 2025 16:29
Operator : RC/JU

Sample : Q2463-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 Benzeneacetic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.416 3.38 ng 97905 Naphthalene-d8 8.157

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 93
2 Propanedioic acid, phenyl- 180 C9H804 002613-89-0 78
3 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 64
4 Benzene, (2-methoxyethyl)- 136 C9H120 003558-60-9 59
5 3-0xo-4-phenylbutyronitrile 159 C10HSNO 019212-27-2 47
Abundance Scan 1058 (8.416 min): BF142999.D\data.ms (-1053) (-) m/z 91.10 100.00%
91.1
5000
136.1
65.0 e e A BRRRERE
39.0 ‘ mJ 8.00 8.20 8.40 8.60 8.80
\\\\‘\\\\“\‘\“\\“‘\\\\‘\\ \‘\\\\‘\\\\“\\\\‘\\\\‘\\ m/z 136.05 31.3400
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18695: Benzeneacetic acid
91.0
5000 ‘HH‘ZHHL‘HH,HH‘H
136.0 8008.08.08608800
65.0 m/z 92.10 17.53%
\\\\‘\\\\4‘5\\(?\\“‘\‘\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55635: Propanedioic acid, phenyl-
91.0
SN N T W W
8.00 8.20 8.40 8.60 8.80
5000 m/z 65.00 16.63%
136.0
65.0
440 ‘
‘mwJ‘lwwH‘_m_‘“_““““_‘17‘7‘9‘
m/z--> 20 40 100 120 140 160 180 /\
Abundance #18702.Benzmcacm,44nemyh : ‘H‘A‘H“_‘ﬂm“HQﬂ
91.0 8.00 8.20 8.40 8.60 8.80
m/z 39.00 8.65%
119.0
5000
390 650
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70325\
Data File : BF142999.D

Acqg On : 03 Jul 2025 16:29
Operator : RC/JU

Sample : Q2463-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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@ 2-Propanol, 1-[2-(2-methoxy... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.669 5.46 ng 158006 Naphthalene-d8 8.157

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-[2-(2-methoxy-1-me... 206 C10H2204 020324-33-8 90
2 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 64
3 Tri(propylene glycol) propyl ether 234 C12H2604 096077-04-2 59
4 Hydrazine, 1,1-dimethyl-2-pentyl- 130 C7H18N2 067398-36-1 52
5 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 50
Abundance Scan 1101 (8.669 min): BF142999.D\data.ms (-1093) (-)| [ m/z 59.85 100.00%
59.0

1171 R A SN

‘ 161.1 8.40 8.60 8.80 9.00
el 4880 | w/z 73.e5  37.10%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #82002: 2-Propanol, 1-[2-(2-methoxy-1-methylethoxy)-1-

59.0
5000 \H‘\\/\\\‘HH‘HH’\/\\\H
8.40 8.60 8.80 9.00
117.0 ITI/Z 45.05 34.09%
31-0‘ | 161.0
\\\‘\‘\“\\“H\\\\M\\1\‘8\7\.\0\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #26722: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
PO T
8.40 8.60 8.80 9.00
m/z 41.05 21.29%
5000 103.0
31.0
Hu‘uw‘w“wHm;""_wmﬂ?Q-Rm‘_m_mw
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #115774: Tri(propylene glycol) propyl ether AR EE R e
59.0 8.40 8.60 8.80 9.00
m/z 117.10 19.81%
5000
117.0 A
31.0 161.0
"w‘JHNL‘M‘mh?%pwkH‘_‘H“H‘L‘H‘H“_1‘ SMNEEYY HL VN VA
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70325\
Data File : BF142999.D

Acqg On : 03 Jul 2025 16:29
Operator : RC/JU

Sample : Q2463-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 2-Propanol, 1,1'-[(1-methyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.769 4.55 ng 131678 Naphthalene-d8 8.157

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1,1'-[(1-methyl-1,2-... 192 C9H2004 001638-16-0 64
2 2,5,8,11,14,17-Hexaoxaoctadecane 266 C12H2606 001191-87-3 64
3 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 64
4 1,4,7-Trimethyl-3,6-dioxaoctane-... 192 C9H2004 1000423-63-2 59
5 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 59

Abundance Scan 1118 (8.769 min): BF142999.D\data.ms (-1111) (-) m/z 59.05 100.00%

59.0
5000
1031 L L L B L B B
H 131.0 8.40 8.60 8.80 9.00
\\\‘\\\\"H\\\\H‘\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ m/z 73.05 25.6900
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67421: 2-Propanol, 1,1'-[(1-methyl-1,2-ethanediyl)bis(ox
59.0
5000 \‘\\\\‘\\\\‘\\\\‘\N\‘\
8.40 8.60 8.80 9.00
31.0 103.0 m/z 103.10 18.10%
il 1300 1610
\\\‘\1\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #154901: 2,5,8,11,14,17-Hexaoxaoctadecane
59.0 /\
e AMREEES S
8.40 8.60 8.80 9.00
5000 m/z 45.05 17.37%
103.0
31.0
1 L 147.0 1770  221¢
e A R RARSERENRARESEE R L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #26722: 2-Propanol, 1-(2-methoxy-1-methylethoxy)- EAREmAsEEEEESAE
59.0 8.40 8.60 8.80 9.00

m/z 41.05 13.87%

5000 103.0
31.0
‘ ‘u i 130.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70325\

Data File : BF142999.D

Acqg On : 03 Jul 2025 16:29
Operator : RC/JU

Sample : Q2463-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.M

Quant Title

TIC Library

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Indole

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
8.792 5.90 ng 170796  Naphthalene-d8 8.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indole 117 C8H7N 000120-72-9 90
2 Benzyl nitrile 117 C8H7N 000140-29-4 50
3 Benzonitrile, 2-methyl- 117 C8H7N 000529-19-1 50
4 Indolizine 117 C8H7N 000274-40-8 50
5 Benzonitrile, 3-methyl- 117 C8H7N 000620-22-4 45
Abundance Scan 1122 (8.792 min): BF142999.D\data.ms (-1119) (-) m/z 117.05 100.00%
59.1 1171
5000 90.0
A
. R RRR T
r ‘ ‘ 152.0 8.40 8.60 8.80 9.00 9.20
\\\\’\\\\“‘imw‘\w\‘N“\”\\“\|\“\“\\“}‘\\‘H‘\\\\‘\\{-\‘ m/Z 59.10 98.26%
m/z--> 20 40 60 80 100 120 140
Abundance #9734 Indole
117.0
90.0
5000 T T T S T T
8.40 8.60 8.80 9.00 9.20
63.0 m/z 90.00 42.40%
39.0 ‘
\\\\’\\\\““\\H}\“‘H\\\‘\‘}‘\\‘\\\H‘\\\\‘\\\\
miz--> 20 60 80 100 120 140
Abundance #9744: Benzyl nitrile
117.0
P
8.40 8.60 8.80 9.00 9.20
5000 90.0 m/z 89.00 34.96%
39.0 63.0
Htag‘w‘wiww‘pm‘ﬂﬂ,uﬂ““‘““H““‘
m/z--> 20 40 60 80 100 120 140 /\
Abundance #9754: Benzonitrile, 2-methyl- R e B
117.0 8.40 8.60 8.80 9.00 9.20
m/z 73.10 23.30%
5000 90.0
39.0 63.0
R H“‘ e ““1‘”‘1“1“ T “HH‘HH R S RRRIE R
miz--> 20 40 60 80 100 120 140 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70325\
Data File : BF142999.D

Acqg On : 03 Jul 2025 16:29
Operator : RC/JU

Sample : Q2463-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 unknown8.857 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.857 2.28 ng 66050 Naphthalene-d8 8.157

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropanecarboxylic acid, 3-m... 154 C9H1402 1000299-37-4 47
2 Cyclopropanecarboxylic acid,buty... 142 C8H1402 054947-39-6 45
3 3-Methyl-3-(3-hydroxy-3-methylbu... 190 C10H2203 1000432-16-8 38
4 2-Butenoic acid, 2-propenylidene... 210 C11H1404 055030-70-1 38
5 Ethyl cyclopropanecarboxylate 114 C6H1002 004606-07-9 36

Abundance Scan 1133 (8.857 min): BF142999.D\data.ms (-1129) (-) m/z 69.00 100.00%
69.0

5000
41.0

?

87.0 103.0 o SR

‘ H | 1421 8.60 8.80 9.00 9.20
N e Y O I m/z 41.05 32.71%

miz—> 20 40 60 80 100 120 140 160
Abundance #32254: Cyclopropanecarboxylic acid, 3-methylbut-2-eny
69.0
5000 L L L L L L B I IR
41.0 8.60 8.80 9.00 9.20
m/z 39.00 21.33%
260 || | | %9 1120 13701540

‘ T .\‘ L ’ : T 1T ‘ T T ‘ T T T ‘\ ‘ T T T ‘ L ‘ L ‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #22814: Cyclopropanecarboxylic acid,butyl ester

.

69.0
41.0 8.60 8.80 9.00 9.20
5000 87.0 m/z 87.00 18.81%
| Aﬂ
miz—> 20 40 60 80 100 120 140 160 M
Abundance #64375: 3-Methyl-3-(3-hydroxy-3-methylbutoxy)butanol R RN RaE
69.0 8.60 8.80 9.00 9.20
m/z 103.00  18.46%
5000
430
87.0
145.0
| i ‘ NM 10801190 | N AVR S
miz-> 20 40 60 80 100 120 140 160 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70325\
Data File : BF142999.D

Acqg On : 03 Jul 2025 16:29
Operator : RC/JU

Sample : Q2463-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 Vanillin Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.375 3.15 ng 93524  Acenaphthene-di1e 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Vanillin 152 C8H803 000121-33-5 97
2 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 96
3 Vanillin lactoside 476 C20H28013 1000129-94-7 78
4 Benzaldehyde, 3-(chloroacetoxy)-... 228 C10H9C104 066267-38-7 59
5 2-Hydroxy-4-methoxybenzaldehyde, ... 194 C10H1004 1010352-92-0 59

Abundance Scan 1221 (9.375 min): BF142999.D\data.ms (-1217) (-) m/z 151.00 100.00%

15(1.0
5000
81.0
53.0 109.0 SNNSEES B L W — |
m ‘ 9.00 9.20 9.40 9.60
\\\‘\\H““‘H‘H“‘H‘H‘\”Hi”\‘\lu‘uu‘u‘WHH‘HH‘\H m/Z 152.00 96.8500
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29934: Vanillin
15(.0
5000 LB LA e e
9.00 9.20 9.40 9.60
53.0 1090 m/z 81.00 29.63%
f!‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30041: Benzaldehyde, 3-hydroxy-4-methoxy-
151.0
T e
9.00 9.20 9.40 9.60
5000 m/z 109.00  20.35%
81.0
53.0 123.0
‘mwJ:Mwh‘“H‘up”uHH;Hm_l‘w“”w“,w_wm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #333164: Vanillin lactoside R R RRR R R R
152.0 9.00 9.20 9.40 9.60
m/z 123.00 19.13%
5000
430 810 4090 /\
b Lo b ee L
miz--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70325\
Data File : BF142999.D

Acqg On : 03 Jul 2025 16:29
Operator : RC/JU

Sample : Q2463-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 Benzophenone Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.628 2.80 ng 83050  Acenaphthene-dile 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 58
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 52
4 Ethanone, 2-bromo-1-phenyl- 198 C8H7Bro 000070-11-1 49
5 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 47
Abundance Scan 1434 (10.628 min): BF142999.D\data.ms (-1428) (- m/z 105.00 100.00%
105.0
o 182.1
5000
51.0 — N
10.50 11.00
152.1
‘\\\\‘\\‘\\‘\\\H}“\\\\‘\‘\\\1‘2\7\.\0\‘\\‘}”\‘\\\\‘H\\\\‘\ m/Z 77 .00 62.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —— 1t
10.50 11.00
510 m/z 182.10  56.69%
210 ) 4 1260 1520 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #57931: Phenyl 4-pyridyl ketone
105.0
—— —
770 183.0 10.50 11.00
5000 51.0 m/z 51.00 26.21%
I J | 127.0 1540 |
o A A i s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30107: Benzenecarbothioic acid, S-methyl ester Pt —
105.0 10.50 11.00
m/z 181.10 8.83%
77.0
5000
51.0
152.0
L NS Y N i M — — L
mlz--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70325\
Data File : BF142999.D

Acqg On : 03 Jul 2025 16:29
Operator : RC/JU

Sample : Q2463-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.928 24.33 ng 666319  Phenanthrene-di10 11.404
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 62
Abundance Scan 1655 (11.927 min): BF142999.D\data.ms (-1649) (- m/z 73.00 100.00%
43.0 ,73.0
5000 129.1 JL
213.2 5
| ‘ H‘ 157.1185.1 ‘ 256.3 12.00
N ”‘JLAme‘muj_w‘ﬂu‘yu‘_h‘_ul_ m/z 43.05 96.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
e 2
43.0 73.0 256.0
5000 T
129.0 12.00
213.0 m/z 60.00 92.54%
‘ H(ﬂ 15701850‘
’]\ﬁ.‘o\\‘}\ HH\H\Mi‘\‘HH\H““H“”h“\H\‘H‘HH‘H‘H‘\‘\\‘H‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
— ==
12.00
5000 129.0 m/z 57.05 80.55%
171.0
214.0
ol LA
m/z--> 20 40 6 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid T
43.0 73.0 12.00
m/z 55.05 78.43%
5000 129.0
199.0
i M A
1§RMHMHM‘WMNMWHWMMM‘HJMJHJH‘_HW‘HWH‘W‘ b
miz--> 20 40 60 80 100120 140 160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70325\
Data File : BF142999.D

Acqg On : 03 Jul 2025 16:29
Operator : RC/JU

Sample : Q2463-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.716  14.06 ng 385057 Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Undecanoic acid 186 C11H2202 000112-37-8 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 60

Abundance Scan 1789 (12.716 min): BF142999.D\data.ms (-1783) (- m/z 43.10 100.00%

431 73.0
5000 129.1
1852 2412

— ‘i“‘ “M\‘ ol - ‘\ \‘ aLl “\ T ““ m/z 73.00 99.25%
50

. T
284.C 12.50 13.00
m/z--> 100 150 200 250
Abundance #179089: Octadecanoic acid
1
43.0 730
5000 129. U T 7
9.0 12.50 13.00

‘ 1850 54q0 284S :
— \“ \“\‘ W “H“‘ H”‘L M L - ‘\ T “‘ R ““
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 3
43.0 73.0 256.0

5000

129.0
213.0
171.0
N ‘HH M“ \‘m\ gl ‘ “ “ “‘u\‘ “\ - ‘ “ -
m/z--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid

T
73.0 12.50 13.00

43.0 : :
5000 129.0
185.0 228.0
“ \M u‘u‘ il ‘\\m M‘H“ ML ] u ‘\ | ‘

T :
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70325\
Data File : BF142999.D

Acqg On : 03 Jul 2025 16:29
Operator : RC/JU

Sample : Q2463-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 1Isobutyl tetracosyl ether Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.886 3.52 ng 62273  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutyl tetracosyl ether 410 C28H580 1000406-33-2 91
2 Eicosyl isobutyl ether 354 C24H500 1000406-33-0 91
3 Carbonic acid, decyl heptadecyl ... 440 C28H5603 1000383-16-6 90
4 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 87
5 Docosyl isobutyl ether 382 C26H540 1000406-33-1 87
Abundance Scan1988(13886nnn)BF142999EAdamlns(1983)( m/z 57.05 100.00%
57.0
b o
— “‘ | | ““ 14k ‘ 2080 10, 4305 69.46%
m/z--> 50 100 150 200 250 300 350
Abundance #308232: Isobutyl tetracosyl ether
57.0
5000 — —
13.50 14.00
m/z 71.05 54.97%
T ‘\ “\ i ‘\ H‘ “ “4‘r‘1 0\ 1\8\3\0‘ \22\5\ (\) 2\67\ \0\ T :\3:\36\? T
m/z--> 100 150 200 250 300 350
Abundance #264244: Eicosyl isobutyl ether
57.0
— —
13.50 14.00
5000 m/z 55.00  49.50%
, “ \“H‘FH‘ ‘\ \\4\\1 0‘1\8‘3‘0‘2\2‘4‘0\ T ‘2‘8‘0\0’ L J\/\WLL\/
m/z--> 100 150 200 250 300 350
Abundance #322282: Carbonic acid, decyl heptadecyl ester — T
57.0 13.50 14.00
m/z 85.05 37.39%
5000 141.0
‘ ‘ ‘ 239.0
) e P ane e
mlz--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70325\
Data File : BF142999.D

Acqg On : 03 Jul 2025 16:29
Operator : RC/JU

Sample : Q2463-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.892 7.08 ng 169744  Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 80
4 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
Abundance Scan 2159 (14.892 min): BF142999.D\data.ms (-2154) (- m/z 69.05 100.00%
69.0
5000
= =
\ 137.1 189.1 14.50 15.00
byl gy 18912311 2820 3413 g1 g5 51.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308258: Squalene
69.0
5000 — ==
14.50 15.00
m/z 41.05 27.31%
121.0
270, |y \\ y 141750 23102730 3410 404
\\\‘\ \\\\‘\\\\\ T \\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
— —
14.50 15.00
5000 m/z 95.10 15.03%
137.0
oyl 1910 273.0 341.0 410.
B LA s e
m/z--> 50 100 150 200 250 300 350 400
Abundance #66996: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (Z)- — —
69.0 14.50 15.00
m/z 137.05 12.75%
5000
27. ‘ 123.0
g me L
miz--> 50 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70325\
Data File : BF142999.D

Acqg On : 03 Jul 2025 16:29
Operator : RC/JU

Sample : Q2463-01

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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|
Propanoic acid,... 3.969 2.2 ng 45526 1 6.875 415994 20.0
Butanoic acid 4.816 49.4 ng 1026660 1 6.875 415994 20.0
2-Pentanone, 4-... 5.098 4.5 ng 93709 1 6.875 415994 20.0
unknown5. 369 5.369 31.0 ng 644294 1 6.875 415994 20.0
Pentanoic acid 5.798 14.8 ng 307774 1 6.875 415994 20.0
2-Pentenoic acid 6.104 2.8 ng 57508 1 6.875 415994 20.0
Pentanoic acid,... 6.228 2.0 ng 42297 1 6.875 415994 20.0
Hexanoic acid, 7.551 2.6 ng 76680 2 8.157 579306 20.0
Benzeneacetic acid 8.416 3.4 ng 97905 2  8.157 579306 20.0
2-Propanol, 1-[... 8.669 5.5 ng 158006 2 8.157 579306 20.0
2-Propanol, 1,1... 8.769 4.5 ng 131678 2 8.157 579306 20.0
Indole 8.792 5.9 ng 170796 2 8.157 579306 20.0
unknown8.857 8.857 2.3 ng 66050 2 8.157 579306 20.0
Vanillin 9.375 3.1 ng 93524 3 9.910 593736 20.0
Benzophenone 10.628 2.8 ng 83050 3 9.910 593736 20.0
n-Hexadecanoic . 11.928 24.3 ng 666319 4 11.404 547787 20.0
Octadecanoic acid 12.716 14.1 ng 385057 4 11.404 547787 20.0
Isobutyl tetrac... 13.886 3.5 ng 62273 5 14.051 354050 20.0
Squalene 14.892 7.1 ng 169744 6 15.545 479827 20.0
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