LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091125\
Data File : BF143710.D

Acqg On : 11 Sep 2025 17:00
Operator : RC/JU

Sample : Q3066-03

Misc :

ALS Vvial : 11  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : @ Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF091025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF143710.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.110 487 496 502 rBB2 35095 56295 8.49% 1.081%
2 5.504 557 563 568 rBvV 430456 557165 84.06% 10.701%
3 6.510 728 734 739 rBV 400595 543152 81.94% 10.432%
4 6.893 794 799 804 rBB 152883 182379 27.51%  3.503%
5 7.451 888 894 899 rBV 271807 344657 52.00% 6.620%
6 8.104 1001 1005 1012 rVB 50502 65120 9.82% 1.251%
7 8.175 1012 1017 1022 rBV 193620 235076 35.47%  4.515%
8 8.351 1041 1047 1051 rBV 22782 28370 4.28%  0.545%
9 8.416 1054 1058 1062 rBV 28137 34684 5.23% 0.666%
106 9.251 1194 1200 1205 rBV 533218 662836 100.00% 12.731%
11  9.887 1298 1308 1312 rBV 119268 157918 23.82% 3.033%
12 9.928 1312 1315 1324 rVB 194369 248377 37.47% 4.771%
13 10.134 1345 1350 1354 rVB 70816 85780 12.94% 1.648%
14 10.275 1367 1374 1376 rBV4 5017 7241 1.09% 0.139%
15 10.304 1376 1379 1382 rVB 6993 8349 1.26% 0.160%
16 10.581 1422 1426 1432 rBV2 4717 6910 1.04% 0.133%
17 10.639 1432 1436 1444 rVB 37684 48489  7.32% ©.931%
18 10.716 1444 1449 1454 rBV 273069 338397 51.05% 6.500%
19 10.845 1465 1471 1479 rBvV3 12034 21003 3.17% 0.403%
20 11.192 1526 1530 1533 rBV 10866 13013 1.96% ©.250%
21 11.281 1541 1545 1548 rBV 10586 15528 2.34% 0.298%
22 11.316 1548 1551 1556 rVB 14960 19539 2.95% 0.375%
23 11.369 1556 1560 1564 rBV 16192 24379 3.68% 0.468%
24 11.416 1564 1568 1576 rVWW 167707 236046 35.61% 4.534%
25 11.481 1576 1579 1586 rvB4 7739 12989 1.96% 0.249%
26 11.710 1615 1618 1623 rVB 8094 9510 1.43% 0.183%
27 11.798 1630 1633 1639 rvVB7 5070 6809 1.03% 0.131%
28 11.939 1652 1657 1662 rBV2 79102 109706 16.55% 2.107%
29 12.116 1684 1687 1692 rBV 9038 11288 1.70% 0.217%
30 12.398 1732 1735 1740 rBV 9665 14717 2.22% 0.283%
31 12.504 1750 1753 1758 rVB3 11290 15365 2.32% ©.295%
32 12.628 1770 1774 1784 rBV 37494 72286 10.91% 1.388%
33 12.728 1787 1791 1797 rBV3 28932 53741 8.11% 1.032%
34 12.857 1810 1813 1820 rBvV2 34832 57382 8.66% 1.102%
35 13.004 1833 1838 1846 rBV 471193 623616 94.08% 11.978%

36 14.057 2013 2017 2025 rBV 186596 278360 42.00% 5.346%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091125\
Data File : BF143710.D

Acqg On : 11 Sep 2025 17:00
Operator : RC/JU

Sample : Q3066-03

Misc

ALS Vvial : 11  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : @ Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF091025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 5206472
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091125\
Data File : BF143710.D

Acq On : 11 Sep 2025 17:00
Operator : RC/JU

Sample : Q3066-03

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@91025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF143710.D\data.ms
500000

5.504

400000 6.510

300000 7.451

200000

6.893

100000
5.110

0 L L L L L L L L L L L L L L L L L A A B

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF143710.D\data.ms
9.251 13.004

500000

400000

300000 10.716

8.175 9.928
200000 11.416

9.887

11.939 285
100000 10.134 126993
6 12;

g W
10.6
6 12.11
L e L oz 1058110845 118E05112019
e e e B e e e e L B A s e B e e e e B — —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF143710.D\data.ms

500000

14.057

400000

300000

200000

100000

O T ‘ T T ‘ T T T T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

8270-BF091025.M Fri Sep 12 07:01:00 2025 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091125\
Data File : BF143710.D

Acq On : 11 Sep 2025 17:00
Operator : RC/JU

Sample : Q3066-03

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@91025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.110 6.17 ng 56295 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Guanidine 59 CH5N3 000113-00-8 50
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 36
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 496 (5.110 min): BF143710.D\data.ms (-487) (-) m/z 43.10 100.00%
59.1
5000
101.1 ISNY 2 WP
83.0 4.80 5.00 5.20 5.40
e e e e e e e m/z 59.10 73.99%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R R B B
59.0 4.80 5.00 5.20 5.40
m/z 101.10  24.51%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #296: Guanidine
43.0 59.0
EAEmmEREEES SR
4.80 5.00 5.20 5.40
5000 18.0 m/z 58.00 19.53%
| 1.0
| 1l ‘ ‘ Il Il
et et e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #9477: 3-Hexanol, 4-methyl- R RRRmEESS S,
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.25%
5000 41.0
29.
‘ ‘ 87.0
aso o ome
m/z--> 10 20 30 40 50 60 70 80 90 100 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091125\
Data File : BF143710.D

Acq On : 11 Sep 2025 17:00

Operator : RC/JU

Sample : Q3066-03

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@91025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 unknown8.104 Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
8.104 5.54 ng 65120  Naphthalene-d8 8.175
Hit# of 5 Tentative ID MW MolForm CAS# Qual
11,2,5-Trithiepane 152 C4H8S3 006576-93-8 38
2 1,2,4-Trithiolane, 3,5-dimethyl- 152 C4H8S3 023654-92-4 38
3 2-Chlorobenzimidazole 152 C7H5CIN2 004857-06-1 27
4 trans-0-Dithiane-4,5-diol 152 C4H802S2 014193-38-5 25
5 8-Azaguanine 152 C4H4N60 000134-58-7 22
Abundance Scan 1005 (8.104 min): BF143710.D\data.ms (-1001) ()| [ m/z 152.00 100.00%
152.0
55.0 87.1
5000
R R R
3%‘ | ‘ | 1060 7.80 8.00 8.20 8.40
“‘,""ﬂ‘Wukﬂu‘WM“MH\“wH““““‘ L~ m/z 87.16 66.37%
m/z--> 20 40 60 80 100 120 140 160
Abundance #29615: 1,2,5-Trithiepane
152.0
5000 60.0 H‘HH‘HH,H\/}‘/\MH‘}
87.0 7.80 8.00 8.20 8.40
124.0 o
27.0 106.0 ‘ m/z 55.85  61.46%
\\\’\“}\\‘\h\\\““!\\‘\“\\!1‘\“\\\“\‘\\\‘\\ “\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #29622: 1,2,4-Trithiolane, 3,5-dimethyl-
152.0
L LA v
59.0 7.80 8.00 8.20 8.40
m/z 88.10 33.34%
5000 920 /
S L
m/z--> 20 40 60 80 100 120 140 160 A
Abundance #29752: 2-Chlorobenzimidazole ““‘H““AW“A“H‘Q
152.0 7.80 8.00 8.20 8.40
m/z 59.00 29.30%
5000
63.0 90.0
39.0 ‘ 117.0
180 Ll Mu ARSI !“ P - N S R Y A W
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091125\
Data File : BF143710.D

Acq On : 11 Sep 2025 17:00
Operator : RC/JU

Sample : Q3066-03

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@91025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 unknown8.351 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.351 2.41 ng 28370  Naphthalene-d8 8.175

Hit# of 5 Tentative ID MW MolForm CAS# Qual
11,2,4-Triazole, 3,5-dithioxo- 133 C2H3N3S2 005650-03-3 43
2 Thiazole, 4,5-dihydro-2-(methylt... 133 C4H7NS2 019975-56-5 38
3 Phenol, 4-cyclohexyl- 176 C12H160 001131-60-8 37
4 2H-1-Benzopyran-2-one, 7-methoxy- 176 C10H803 000531-59-9 32
5 2-Acetyl-5,6,7,8-tetrahydroquino... 176 C10H12N20 086461-70-3 32
Abundance Scan 1047 (8.351 min): BF143710.D\data.ms (-1041) (-) m/z 133.05 100.00%
138.1
74.0
551 176.1
5000
99.0
 Ramma e REARS
“ | 8.00 8.20 8.40 8.60
e L m/z 74.00 72.54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16698: 1,2,4-Triazole, 3,5-dithioxo-
1338.0
il
5000 L L B B LN B
740 8.00 8.20 8.40 8.60
450 102.0 m/z 55.10 63.01%
\H‘H‘\‘\N‘H\H“[\\‘M‘HH‘MH‘H{“\‘HH‘HH‘\
miz—-> 20 40 60 80 100 120 140 160 180
Abundance #16748: Thiazole, 4,5-dihydro-2-(methylthio)-
133.0
60.0 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
8.00 8.20 8.40 8.60
5000 m/z 176.10 57.56%
‘ 87.0
SN N | N A N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #50868: Phenol, 4-cyclohexyl- e
138.0 8.00 8.20 8.40 8.60
m/z 120.00  33.54%
176.0
5000 107.0
39.0 77.0
150 R8O Lo Jl‘uw“““;§?:9‘ b R A1 1 E -
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091125\
Data File : BF143710.D

Acq On : 11 Sep 2025 17:00
Operator : RC/JU

Sample : Q3066-03

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@91025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 unknown8.416 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.416 2.95 ng 34684 Naphthalene-d8 8.175

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (E)-1-(But-2-en-1-yl)-2-(sec-but... 176 C8H16S2 110690-24-9 46
2 (Z)-1-(But-1-en-1-yl)-2-(sec-but... 176 C8H16S2 110690-21-6 45
3 (E)-1-(But-1-en-1-yl)-2-(sec-but... 176 C8H16S2 110690-22-7 41
4 (Z)-1-(But-2-en-1-yl)-2-(sec-but... 176 C8H16S52 110690-23-8 41
5 7-Methoxy-1-tetralone 176 C11H1202 006836-19-7 25
Abundance Scan 1058 (8.416 min): BF143710.D\data.ms (- 1054) ( ) m/z 55.05 100.00%
55.0 74.0 120.0
5000
R R
102‘ | 8.00 8.20 8.40 8.60 8.80
H_m”Hw_m_w”_‘ m/z 73.95 99.30%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #51409: (E)-1-(But-2-en-1-yl)-2-(sec-butyl)disulfane
55.0
120.0
5000 176.0 ‘\\Au/\‘uu‘uu‘uu,u
8.00 8.20 8.40 8.60 8.80
200 87.0 m/z 120.00 95.79%
‘\‘\‘\ \“‘\“\ \‘1““\ \‘\ T ’ \H‘} \ T ‘ T T \““\ T \]‘-4\ T ‘ T \ ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #51406: (Z)-1-(But-1-en-1-yl)-2-(sec-butyl)disulfane
5E
120.0 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
8.00 8.20 8.40 8.60 8.80
176.0 o,
5000 m/z 176.10 94.007%
87.0
29.0 ‘
_u\”\_\u‘\ 2380
m/z--> 20 60 80 100 120 140 160 180
Abundance #51407.(E}1{Buv1—en4:yD—2{sec—mndeBuﬁane e e
55.0 120.0 8.00 8.20 8.40 8.60 8.80
m/z 75.00 58.14%
176.0
5000
87.0
29.0 ‘
_M‘H‘_H;‘ww,”mmm“““‘1“‘7-9‘_‘”“_‘ R || N
m/z--> 20 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\BF091125\
Data File : BF143710.D

Acq On : 11 Sep 2025 17:00
Operator : RC/JU

Sample : Q3066-03

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@91025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 unknownl@.134 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

10.134 6.91 ng 85780  Acenaphthene-d1e 9.928
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-[2-[2-[2-[2-[2-[2-[2-(2-Methox... 470 C21H42011 1000351-91-8 22
2 Dibutyl methoxy phosphine, sulfide 208 C9H210PS 098958-59-9 22
3 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Met... 514 C23H46012 1000351-89-8 22
4 Benzaldehyde, 2-hydroxy-3-methoxy- 152 C8H803 000148-53-8 14
5 2-Methyl-6-nitroaniline 152 C7H8N202 000570-24-1 14
Abundance Scan1350(10134num BF143710.D\data.ms (-1345) (- m/z 55.05 100.00%

55.0 87.0 152.0
208.1
5000
120.0
= =
M ‘ ‘ 10.00 10.50
H‘_H‘WHWquﬂtuumw‘uwﬂAWM‘WH‘WJM‘HH‘HH‘H‘ m/z 152.00 95.68%
m/z--> 20 40 60 80 100120140160180200 220240260

Abundance #331688: 2-[2-[2-[2-[2-[2-[2-[2-(2-Methoxyethoxy)ethoxy]e
87.0

5000 590 e S
10.00 10.50
m/z 87.00 91.80%
20l b 0, B0 21900470
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #85822: Dibutyl methoxy phosphine, sulfide
152.0
o A
10.00 10.50
5000 110.0 208.0 ITI/Z 208.10 52.61%
29.0 63.0
“WJ”JHAW””W”ﬂw‘”M‘”Mwhw%geg‘M“‘M”W‘”W‘”
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #340044: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Methoxyethoxy)etho T T
87.0 10.00 10.50

m/z 106.00  46.92%

147.
290“ L4 ‘1170 91750 2190  263¢ m\ |

m/z--> 20 40 60 80 100120140160 180 200220240260 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091125\
Data File : BF143710.D

Acq On : 11 Sep 2025 17:00
Operator : RC/JU

Sample : Q3066-03

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@91025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.639 3.90 ng 48489  Acenaphthene-d10 9.928
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzenecarbothioic acid 138 C7H60S 000098-91-9 43
3 Benzenebutanoic acid, .gamma.-ox... 192 C11H1203 025333-24-8 43
4 2-Benzoyl-4-bromo-5-methyl-1,2-o0... 281 C11H8BrNO3 1000444-92-3 43
5 1-Propanone, 3-chloro-1-phenyl- 168 C9HI9C10 000936-59-4 43
Abundance Scan 1436 (10.639 min): BF143710.D\data.ms (-1432) (- m/z 105.00 100.00%
105.0
77.1 182.1
5000
51.0 — —
152.0 ! 10.50 11.00
T R RTINS m/z 77.10 61.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — - —
10.50 11.00
51.0 m/z 182.10  56.01%
200 | 1260 1520 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz—-> 20 40 60 80 100 120 140 160 180
Abundance #19859: Benzenecarbothioic acid
105.0
—— —
77.0 10.50 11.00
5000 m/z 51.00 23.31%
51.0
280 | || 1380
R R L e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #66423: Benzenebutanoic acid, .gamma.-oxo-, methyl es| | ! —
105.0 10.50 11.00
m/z 181.10  10.36%
5000 7.0
51.0
] 1330 10 4900 |
R e e AR ARa e —
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091125\
Data File : BF143710.D

Acq On : 11 Sep 2025 17:00
Operator : RC/JU

Sample : Q3066-03

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@91025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.939 9.30 ng 109706  Phenanthrene-di0 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 74
5 Undecanoic acid 186 C11H2202 000112-37-8 53

Abundance Scan 1657 (11.939 min): BF143710.D\data.ms (-1652) (- m/z 73.10 100.00%
3.1

431 | |
5000 129.1
213.2 AN
| 157.1185.2 256.2 12.00
— m/z 60.10  94.35%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
e 2
430 730 256.0
5000 T
129.0 12.00
m/z 43.10 79.64%
\

213.0
‘ H (ﬂ 157.0185.0 ‘
]\-ﬁ‘o\\\\ HH\H\‘;‘\‘H\‘\H““\\“”h“\H\‘H‘\\H‘H‘H‘\‘Hw“HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 73.0

1£OO
5000 129.0 ITI/Z 57.05 78.63%
il | e T
1‘59‘”‘1““‘”!”“1‘1“‘”‘”H‘uu‘l‘l_”“w;‘H“H‘w“m“uH“m“mw
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #92063: Tridecanoic acid —
43.0 730 12.00

m/z 55.10  75.35%

5000 129.0
171.0
214.0
‘ HW (‘)Hw A [ ‘ ‘

15.0\‘ 1L |

T
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091125\
Data File : BF143710.D

Acq On : 11 Sep 2025 17:00
Operator : RC/JU

Sample : Q3066-03

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@91025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.727 4.55 ng 53741  Phenanthrene-die 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 8-Methylnonanoic acid 172 C10H2002 005963-14-4 50
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 50
5 n-Decanoic acid 172 C10H2002 000334-48-5 43

Abundance Scan 1791 (12.728 min): BF143710.D\data.ms (-1787) (- m/z 57.10 100.00%
57.1

1 129.1

185.2 241.2

5000

97.

T T
B 12.50 13.00
m/z 43.10  98.50%

284.

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #179089: Octadecanoic acid
73.0

S
w
o

5000 — e
12.50 13.00
m/z 55.18  91.84%

1850 410 284(

m/z--> 20 40 60 80 100120140160180200220240260280

X

Abundance #126203: Pentadecanoic acid
43.0 73.0
—— —
12.50 13.00
5000 129.0 m/z 73.10 77.61%
199.0 242.0
158.
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #46984: 8-Methylnonanoic acid L, — A 0
43.0 73.0 129.0 12.50 13.00
m/z 60.00 73.78%
5000
1720 N
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091125\
Data File : BF143710.D

Acqg On : 11 Sep 2025 17:00
Operator : RC/JU

Sample : Q3066-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091025.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|
2-Pentanone, 4-... 5.110 6.2 ng 56295 1 6.893 182379 20.0
unknown8.104 8.104 5.5 ng 65120 2 8.175 235076 20.0
unknown8.351 8.351 2.4 ng 28370 2 8.175 235076 20.0
unknown8.416 8.416 3.0 ng 34684 2 8.175 235076 20.0
unknownl@.134 10.134 6.9 ng 85780 3 9.928 248377 20.0
Benzophenone 10.639 3.9 ng 48489 3 9.928 248377 20.0
n-Hexadecanoic ... 11.939 9.3 ng 109706 4 11.416 236046 20.0
Octadecanoic acid 12.727 4.5 ng 53741 4 11.416 236046 20.0
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