LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110625\
Data File : BF144194.D

Acqg On : 06 Nov 2025 18:23
Operator : RC/JU

Sample : Q3552-05

Misc :

ALS Vvial : 16 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-BF110525.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF144194.D\data.ms

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

# min scan scan scan TY height area % max. total
1 2.240 4 8 22 rBV3 13703 34911 1.84% 0.238%
2 2.628 68 74 88 rvB 42589 74891 3.94% 0.510%
3 4.522 391 396 403 rVB2 22843 35992 1.89% 0.245%
4 5.087 489 492 498 rVB 17738 24091 1.27% 0.164%
5 5.181 503 508 518 rVvB 34396 51706 2.72% ©.352%
6 5.310 524 530 535 rBV 83143 121489 6.39% 0.827%
7 5.493 556 561 570 rBV 690584 928198 48.82% 6.317%
8 5.934 629 636 641 rBV2 30346 44082  2.32% 0.300%
9 6.045 650 655 659 rBv 77647 98282 5.17% 0.669%
10 6.498 727 732 748 rBV 448337 622552 32.74% 4.237%
11 6.875 791 796 801 rBV 271432 367867 19.35%  2.504%
12 6.928 801 805 813 rvB2 40691 56978 3.00% 0.388%
13 7.051 821 826 831 rVB4 13436 19461 1.02% 0.132%
14 7.369 875 880 883 rBV3 19352 31585 1.66% ©0.215%
15 7.434 883 891 901 rVW 841445 1190757 62.63% 8.104%
16 7.522 901 906 909 rBV6 10722 19517 1.03% 0.133%
17 7.592 914 918 924 rBv4 21855 33107 1.74% 0.225%
18 7.681 928 933 939 rVB 83457 132650 6.98% 0.903%
19 7.828 951 958 963 rBV7 16741 42723 2.25% 0.291%
20 7.898 966 970 973 rVv3 18963 27023 1.42% 0.184%
21 7.957 973 980 983 rVW6 22565 46774  2.46% 0.318%
22 7.987 983 985 989 rvB3 15123 19098 1.00% 0.130%
23 8.157 1005 1014 1018 rBV 314393 446446 23.48%  3.038%
24  8.286 1031 1036 1041 rVB7 16505 27643 1.45% 0.188%
25 8.492 1065 1071 1080 rBvVie 40774 126131 6.63% 0.858%
26 8.681 1099 1103 1106 rBVv4 18188 25340 1.33% 0.172%
27 8.722 1106 1110 1113 rBV 19575 32701 1.72% 0.223%
28 9.010 1155 1159 1163 rBV6 13339 25004 1.32% 0.170%
29 9.233 1191 1197 1202 rBV 1455328 1901365 100.00% 12.940%
30 9.345 1212 1216 1221 rVB3 35989 57553 3.03% 0.392%
31 9.433 1227 1231 1236 rVB 83063 109734 5.77% 0.747%
32 9.716 1275 1279 1284 rBV 70619 89354 4.70% 0.608%
33 9.833 1293 1299 1303 rBV 232777 381273 20.05% 2.595%
34 9.869 1303 1305 1308 rVV2 51380 61838 3.25% 0.421%
35 9.910 1308 1312 1317 rVB 353490 444987 23.40%  3.028%
36 10.122 1344 1348 1352 rVB7 19446 31348 1.65% 0.213%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110625\
Data File : BF144194.D

Acqg On : 06 Nov 2025 18:23
Operator : RC/JU

Sample : Q3552-05

Misc :

ALS Vvial : 16 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-BF110525.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.292 1373 1377 1380 rBV 66439 83975  4.42% 0.572%
38 10.328 1381 1383 1388 rVB3 25623 34733 1.83% 0.236%
39 10.457 1403 1405 1413 rVB4 34104 47895 2.52% 0.326%
40 10.545 1417 1420 1423 rVB 17829 20661 1.09% 0.141%
41 10.628 1429 1434 1440 rVB 68912 101003 5.31% 0.687%
42 10.704 1442 1447 1456 rBV2 935202 1235447 64.98% 8.408%
43 10.822 1462 1467 1475 rVB 210580 308662 16.23% 2.101%
44 10.998 1492 1497 1502 rBV 72938 118536 6.23% 0.807%
45 11.292 1544 1547 1551 rBV 23705 28586 1.50% ©.195%
46 11.404 1561 1566 1573 rBV 299612 390619 20.54% 2.658%
47 11.563 1589 1593 1598 rVB2 42205 52096 2.74% ©.355%
48 11.686 1611 1614 1619 rBV 25460 42032  2.21% ©.286%
49 11.927 1651 1655 1660 rBV 90437 138160 7.27% 0.940%
50 12.057 1673 1677 1682 rBV 78086 113622 5.98% ©.773%

51 12.886 1812 1818 1828 rBV 1107474 1629402 85.70% 11.089%
52 12.992 1831 1836 1842 rVV 1216667 1567966 82.47% 10.671%

53 13.610 1939 1941 1947 rVB2 34536 45034  2.37%  0.306%
54 14.051 2012 2016 2023 rVB 289580 386034 20.30% 2.627%
55 14.904 2157 2161 2170 rVB2 33050 56588 2.98% ©0.385%

56 15.539 2263 2269 2279 rVB 316080 508101 26.72%  3.458%

Sum of corrected areas: 14693603
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110625\
Data File : BF144194.D

Acq On : 06 Nov 2025 18:23
Operator : RC/JU

Sample : Q3552-05

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110525.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF144194.D\data.ms
1400000
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400000
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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: BF144194.D\data.ms

b
1400000 9433 12.992

1200000 12'88‘%

1000000 10.704
800000

600000

400000 8.157

11.927057
a5 20 5%m2_oo10 | PR ° 8w £92 11,2071 96%a6 L

(O T e e B B A A S 1 1 — — — —
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: BF144194.D\data.ms

1400000

200000

1200000
1000000
800000
600000
14.051

400000 15.539

2000007 13.610
o 14.904

0 T ‘ T T ‘ T T T T ‘ T T ‘ T
Time-->  13.50 14.00 14.50 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110625\
Data File : BF144194.D

Acq On : 06 Nov 2025 18:23
Operator : RC/JU

Sample : Q3552-05

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110525.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 Hexanoic acid, 3,5,5-trimet... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.681 5.94 ng 132650  Naphthalene-d8 8.157

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 90
2 3,3-Dimethylheptanoic acid 158 C9H1802 067061-30-7 83
3 Formic acid, 4,4-dimethylpent-2-... 144 C8H1602 1000368-69-9 43
4 Hexanoyl chloride, 3,5,5-trimethyl- 176 C9H17Cl0 036727-29-4 42
5 4,4-Dimethyl-2-pentanol, chlorod... 228 C9H15C1F202 1000376-27-0 38

Abundance Scan 933 (7.681 min): BF144194.D\data.ms (-928) (-) m/z 57.10 100.00%

57.1
o s /\/\/\JLA
R EREAREREESS R
39? H 1031 1554 1432 7.40 7.60 7.80 8.00
— 1 mq bl TTTT32 L, a1.05  41.43%
m/z--> 20 40 60 80 100 120 140 160
Abundance #35399: Hexanoic acid, 3,5,5-trimethyl-
57.0
5000 L L B L B LR
83.0 7.40 7.60 7.80 8.00
m/z 83.10 39.11%
29.0 103.0 /
‘\‘ ‘\‘M 1111 | [l 12‘50 14\30
\\\‘\\\\‘\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #35349: 3,3-Dimethylheptanoic acid
57.0
e e
7.40 7.60 7.80 8.00
5000 83.0 m/z 55.05 21.30%
29 103.0
P o
L 1 1 L
e et
m/z--> 20 40 60 80 100 120 140 160
Abundance #24262: Formic acid, 4,4-dimethylpent-2-yl ester A RARasmasE RS
57.0 83.0 7.40 7.60 7.80 8.00
m/z 56.05 21.27%
- m
39‘
i \Hﬁu iy . P 1‘\%?%\0\ \ ‘1\2\959)‘ R AR mamaat
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110625\
Data File : BF144194.D

Acq On : 06 Nov 2025 18:23
Operator : RC/JU

Sample : Q3552-05

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110525.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 9 Diphenyl ether Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.433 4.93 ng 109734  Acenaphthene-di0 9.910

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Diphenyl ether 170 C12H1e0 000101-84-8 96
2 Spiro[cyclopropane-1,1'(4'H)-nap... 170 C12H100 033498-24-7 81
3 3-Hydroxybiphenyl 170 C12H100 000580-51-8 52
4 2-Carbonitrile-8-hydroxyquinolin... 212 C12H8N202 313965-55-8 43
5 2-(2-Cyanophenyl)oxazole 170 C10H6N20 1000281-31-2 43

Abundance Scan 1231 (9.433 min): BF144194.D\data.ms (-1227) (-) m/z 170.10 100.00%
1

170
141.0
5000
51.0 77.1
115.1

| | 9.20 9.40 9.60 9.80
e m/z 141.60  53.39%

m/z--> 20 40 60 80 100 120 140 160
Abundance #45443: Diphenyl ether
170.0
141.0
5000 51.0 770 PR TR P T
9.20 9.40 9.60 9.80
115.0 m/z 51.00  31.00%
\\\‘2\7\'0\\“‘\\‘}\“‘}“\H\h“‘\‘\‘9\5\.(‘)\\\}‘\\\\“‘\\\\‘\i‘\\‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #45477: Spiro[cyclopropane-1,1'(4'H)-naphthalen]-4'-one
141.0 170.0
R AN RRRE R
63.0 9.20 9.40 9.60 9.80
5000 115.0 m/z 77.10  30.18%
39.0 89.0
SN ' P Y NOVRIN PR AN
m/z--> 20 40 60 80 100 120 140 160
Abundance #45448: 3-Hydroxybiphenyl R ARm TS
170.0 9.20 9.40 9.60 9.80
m/z 142.05 28.78%
5000
115.0 1410
180 390 630 850 | Lo ; A
T T R I I o o R A T L e
m/z--> 20 40 60 80 100 120 140 160 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110625\
Data File : BF144194.D

Acq On : 06 Nov 2025 18:23
Operator : RC/JU

Sample : Q3552-05

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110525.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 11 Benzoic acid, p-tert-butyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.833 17.14 ng 381273  Acenaphthene-di0 9.910

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 93
2 3-tert-Butylbenzoic acid 178 C11H1402 007498-54-6 93
3 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 72
4 5'-Hydroxy-2',3',4'-trimethylace... 178 C11H1402 013667-28-2 59
5 2-Propenal, 3-(2,6,6-trimethyl-1... 178 C12H180 004951-40-0 59
Abundance Scan 1299 (9.833 min): BF144194.D\data.ms (-1293) (-) m/z 163.10 100.00%
163.1
5000
91.0 135.1
— ——
41.0 65.0 ‘ 115.1 9.50 10.00
R w]m‘“,‘u‘,‘wMms_m_‘”“‘_‘ m/z 135.85  29.09%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52526: Benzoic acid, p-tert-butyl-
163.0
5000 e ——
91.0 135.0 9.50 10.00
410 m/z 91.05 26.06%
' 115.0
\1\5\-?\‘\‘\ \“‘ \‘\“\ \??.\O\WM’ T "W\ \‘ih‘ Tt [ A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52511: 3-tert-Butylbenzoic acid
163.0
— —
9.50 10.00
m/z 41.00 14.94%
5000 135.0
115.0
45.0 65.0 Ll Lt L I .
e e B L T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52844: 6-tert-Butyl-2,4-dimethylphenol — ——
163.0 9.50 10.00
m/z 178.10 11.68%
5000 135.0
150 41.0 7o lO?.OMM Aol |
R B e e B P —
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110625\
Data File : BF144194.D

Acq On : 06 Nov 2025 18:23
Operator : RC/JU

Sample : Q3552-05

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110525.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 12 Diethyltoluamide Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.292 3.77 ng 83975  Acenaphthene-d1e 9.910
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Diethyltoluamide 191 C12H17NO 000134-62-3 94
2 Benzamide, 3-methyl-N-methyl-N-p... 191 C12H17NO 1000421-46-2 72
3 Benzamide, 3-methyl-N-butyl- 191 C12H17NO 1000407-41-1 68
4 Benzamide, 4-methyl-N-butyl- 191 C12H17NO 1000407-46-6 58
5 Benzamide, 3-methyl-N-isobutyl- 191 C12H17NO 1000407-41-0 52
Abundance Scan 1377 (10.292 min): BF144194.D\data.ms (-1373) (-} m/z 119.10 100.00%
119.1
5000 91.1 190.2
= =
65.0
39.0 | 162.1 10.00 10.50
Ottt e e e e m/z 190.20  44.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65679: Diethyltoluamide
119.0
5000 —r— oo
91.0 190.0 10.00 10.50
65.0 m/z 91.10 41.57%
HH‘2\‘9}‘.\0\““1\‘\i“\\\\‘HH}\‘HHl\\\\‘\\\]-\B‘%.\O\HH‘M‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance  #65774: Benzamide, 3-methyl-N-methyl-N-propyl-
119.0
— —
10.00 10.50
m/z 191.20 15.80%
5000 91.0
65.0
41.0 190.0
N NS KO SO e RO
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65722: Benzamide, 3-methyl-N-butyl- h Aoa [
119.0 10.00 10.50
m/z 65.05 12.85%
5000
91.0
65.0 148.0 191.0
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110625\
Data File : BF144194.D

Acq On : 06 Nov 2025 18:23
Operator : RC/JU

Sample : Q3552-05

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110525.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 13 Benzophenone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.628 4.54 ng 101003  Acenaphthene-die 9.910
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Glyoxylohydroximoyl chloride, 2-... 183 C8H6CINO2 004937-87-5 46
3 Benzilamide 227 C14H13NO2 004746-87-6 43
4 Acetophenone, 2-chloro- 154 C8H7Cl0 000532-27-4 43
5 2-(2-0xo-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 38
Abundance Scan 1434 (10.628 min): BF144194.D\data.ms (-1429) (- m/z 105.10 100.00%
105.1
77.0 182.1
5000
51.0
1050 1100
126.1 153.0
bt 22 R 20620 ys 182,10 67.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 et -
10.50 11.00
51.0 m/z 77.05 64.85%
21.0 \‘ | 1260 1520 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58177: Glyoxylohydroximoyl chloride, 2-phenyl-
105.0
770 1050 1100°
5000 m/z 51.00 26.10%
51.0
183.0
L | 126.0147.0 |
R R RN e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #107946: Benzilamide
105.0 1050 1100
7.0 183.0 m/z 181.05 10.81%
50001 440 J\
SNUUOH Y OO WO NOUSUOR: RSSO NNUON g O Y il 0
m/z--> 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\BF110625\
Data File : BF144194.D

Acq On : 06 Nov 2025 18:23
Operator : RC/JU

Sample : Q3552-05

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110525.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 14 2(3H)-Benzothiazolone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.822 15.80 ng 308662  Phenanthrene-die 11.404
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 95
2 Thieno[3,2-b]pyridin-7-ol 151 C7H5NOS 107818-20-2 68
3 6-Methyl-7-oxo0-4,7-dihydro-triaz... 151 C5H5N50 057250-39-2 47
4 1,2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 46
5 carbamothioic acid, N-methyl-, S... 208 C9H8N202S 1000400-57-0 38
Abundance Scan 1467 (10.822 min): BF144194.D\data.ms (-1462) (-] m/z 151.05 100.00%
151.1
96.0
1231
5000
— —
45.0 69‘0 71 10.50 11.00
bl bbb 187121030 96 00 72.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28647: 2(3H)-Benzothiazolone
151.0
96.0
123.0
5000 = ——
10.50 11.00
m/z 123.10 53.50%
450 690
\J\-\4'\(‘)\‘\\\‘H‘\‘\‘u\"h\h\}“‘\\\‘\‘\\\\‘M‘\\\‘\\1‘\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28649: Thieno[3,2-b]pyridin-7-ol
151.0
= =
10.50 11.00
5000 m/z 69.00 13.97%
96.0 1230
womo "
‘ TR RPN il |
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28599: 6-Methyl-7-oxo0-4,7-dihydro-triazolo(3,2-c)triazine — —
151.0 10.50 11.00
123.0 m/z 122.18  11.24%
67.0
5000
42.0
1980 et e
m/z--> 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\BF110625\
Data File : BF144194.D

Acq On : 06 Nov 2025 18:23
Operator : RC/JU

Sample : Q3552-05

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110525.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 15 Benzene, 4-(ethylsulfonyl)-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.998 6.07 ng 118536  Phenanthrene-di0 11.404
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 4-(ethylsulfonyl)-1-met... 184 C9H1202S 007569-34-8 94
2 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 90
3 Benzenesulfonamide, N-butyl-4-me... 227 C11H17NO2S 001907-65-9 87
4 N-isobutyl-4-methylbenzenesulfon... 227 C11H17NO2S 023705-38-6 86
5 Acetic acid, 2-(4-methylphenylsu... 243 C10H13NO4S 002645-02-5 86
Abundance Scan 1497 (10.998 min): BF144194.D\data.ms (-1492) (- m/z 91.05 100.00%
91.0
155.1
184.1
5000
11.00
030 | 1201 L p12.9 270.¢ '

bty el BT 208 T m/z 155.05  67.24%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #59541: Benzene, 4-(ethylsulfonyl)-1-methyl-
91.0
155.0
5000 184.0 j\ R
11.00
m/z 184.10 53.80%
%99 530 | -
- W . | L
\‘HH’\H\‘HH‘\H\‘HH‘\H\‘HH‘\\H‘H\‘HH‘\H\‘HH‘\H\‘
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #75206: Benzenesulfonamide, N-ethyl-4-methyl-
91.0 155.0 184.0 A
s
11.00
5000 ITI/Z 65.10 28.09%
62,0
P \‘ 120.0 | L
e e e e e

m/z--> 20 40 60 80 100120140160 180 200 220 240 260

Abundance #107664: Benzenesulfonamide, N-butyl-4-methyl- —
91.0 155.0 11.00

m/z 92.05 12.43%

184.0
5000

63.0 ‘

m/z--> 20 40 60 80 100120140160 180 200 220 240 260 11.00

227.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110625\
Data File : BF144194.D

Acq On : 06 Nov 2025 18:23
Operator : RC/JU

Sample : Q3552-05

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110525.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 17 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.927 7.07 ng 138160  Phenanthrene-di0 11.404
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 68
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 1655 (11.927 min): BF144194.D\data.ms (-1651) (- m/z 43.00 100.00%

N MMM\
5000

213.2
I

m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0

5000 RN

129.0 12.00
213.0 m/z 60.85 80.85%
H (ﬂ 157 0185.0 ‘
M H‘ H\ \\u‘\ i ‘ ‘ wl | ‘

157.1185.1

256.1 12.00

[ i

m/z--> 20 40 6

80 100120140160 180200 220 240 260
Abundance #92070: Tridecanoic acid
73.0
43.0 12.‘00
5000 m/z 57.05 78.60%
129.0
1710 2140
150 i S WJMM

m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid o

43.0 73.0 12.00

m/z 41.00 76.88%

5000 129.0
199.0 2420
il

‘ H‘ 1570
150‘ m H‘H ‘ b \H ‘\H i ‘ | ‘ ‘ ‘

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\BF110625\
Data File : BF144194.D

Acq On : 06 Nov 2025 18:23
Operator : RC/JU

Sample : Q3552-05

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110525.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 18 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.057 5.82 ng 113622  Phenanthrene-di0 11.404
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3,5-di-tert-Butyl-4-hydroxypheny... 278 C17H2603 020170-32-5 94
2 6,7-Dimethoxy-4(1H)-quinazolinon... 278 C13H18N203Si  1000479-65-5 81
3 Cyanic acid, (1-methylethylidene... 278 C17H14N202 001156-51-0 64
4 5-(2,3-Difluorophenyl)-2-pyridin... 278 C14H16F2N2Si  1000504-49-4 64
5 4,6-Dinitro-1,1,3,3,5-pentamethy... 278 C14H18N204 000116-66-5 59

Abundance Scan 1677 (12.057 min): BF144194.D\data.ms (-1673) (- m/z 263.15 100.00%
268.1
5000
57.0
147.1
] 911139, | 1852 21‘92 ‘ 12.00 ]
S I POV e 8T T ST P VISP B B 57.05  30.32%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #171082: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
263.0
5000
1200
57.0 147.0 2160 m/z 278.25 22.29%
L 901190 | 1850 °7 u
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #170360: 6,7-Dimethoxy-4(1H)-quinazolinone, TMS deriv
263.0
T ‘ T A\ ‘
12.00
5000 ITI/Z 264.15 17.97%
75.0
450 | 104.0135.0 189.0219.0 L ‘L
T SRR RAaRRaanRI T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #171026: Cyanic acid, (1-methylethylidene)di-4,1-phenyle i R R
263.0 12.00
m/z 147.05 15.41%
- JMV\FA
144.0
390 700 11507 19102210
P e e ——
m/z--> 20 40 60 80 100120140160180200220240260280 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110625\
Data File : BF144194.D

Acq On : 06 Nov 2025 18:23
Operator : RC/JU

Sample : Q3552-05

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110525.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 19 Phenol, 4,4'-(1-methylethyl... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.886 84.42 ng 1629400  Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 98
2 2H,8H-Benzo[1,2-b:5,4-b"']dipyran... 228 C14H1203 000553-19-5 59
3 Diphenolic acid 286 C17H1804 000126-00-1 56
4 3-Cyano-4-ethyl-6-methylcoumarin 213 C13H11NO2 025937-11-5 53
5 1,4-Puran, 5,6-dihydro-3-[3-indo... 213 C14H15NO 1000128-72-9 42
Abundance Scan 1818 (12.886 min): BF144194.D\data.ms (-1812) (- m/z 213.15 100.00%
2138.2
5000 A\A
131 1250 13.00
65.1 165.1
0 _m‘mwmHMm‘mH_WH_m_W!‘%“‘ﬁa?www m/z 119.05 17.71%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109421: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
5000
1250 1300
119.0 m/z 228.15 17.70%
650 ‘\‘ L 16\50 ‘ ‘
‘HH‘\H\‘HH‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109203: 2H,8H-Benzo[1,2-b:5,4-bldipyran-2-one, 8,8-di
213.0
1250 1300
5000 m/z 214.20 15.95%
51.0 920 1280 1840 | ‘
Raaan T o e R R e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #181587: Diphenolic acid
218.0 1250 1300
m/z 91.10 10.22%
5000
119.0
550 ‘
m/z--> 20 40 60 80 100120140160180200220240260280 1250 1300
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110625\
Data File : BF144194.D

Acqg On : 06 Nov 2025 18:23
Operator : RC/JU

Sample : Q3552-05

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110525.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|
Hexanoic acid, ... 7.681 5.9 ng 132650 2 8.157 446446 20.0
Diphenyl ether 9.433 4.9 ng 109734 3 9.910 444987 20.0
Benzoic acid, p... 9.833 17.1 ng 381273 3 9.910 444987 20.0
Diethyltoluamide 10.292 3.8 ng 83975 3 9.910 444987 20.0
Benzophenone 10.628 4.5 ng 101003 3  9.910 444987 20.0
2(3H)-Benzothia... 10.822 15.8 ng 308662 4 11.404 390619 20.0
Benzene, 4-(eth... 10.998 6.1 ng 118536 4 11.404 390619 20.0
n-Hexadecanoic ... 11.927 7.1 ng 138160 4 11.404 390619 20.0
3,5-di-tert-But... 12.057 5.8 ng 113622 4 11.404 390619 20.0
Phenol, 4,4'-(1... 12.886 84.4 ng 1629400 5 14.051 386034 20.0
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