LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51525\
Data File : BF142409.D

Acqg On : 15 May 2025 23:31
Operator : RC/JU

Sample : Q2014-01

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF050525.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF142409.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.799 94 103 111 rVB 115231 198187 4.96% 0©.597%
2 5.110 489 496 503 rVB 245409 365485 9.14% 1.100%
3 5.510 558 564 572 rBV 1534682 2053227 51.36% 6.181%
4 6.451 713 724 729 rBV 350799 478671 11.97% 1.441%
5 6.528 729 737 745 rVWW 1260522 2192752 54.85% 6.601%
6 6.710 760 768 770 rBV 834861 1224912 30.64% 3.687%
7 6.734 770 772 776 rVWW 1116760 1313072 32.84% 3.953%
8 6.769 776 778 782 rVB 92011 92297 2.31% 0.278%
9 6.834 782 789 794 rBV 1803300 2540150 63.54% 7.647%
10 6.904 796 801 805 rBV 713676 948744 23.73%  2.856%
11 6.981 809 814 818 rVV 361550 500025 12.51% 1.505%
12 7.045 818 825 835 rVB 1730099 2645755 66.18% 7.965%
13 7.222 851 855 862 rBV 89788 126442 3.16% 0.381%
14 7.298 862 868 873 rBV 1024053 1315795 32.91% 3.961%
15 7.463 888 896 899 rBV 1032775 1490177 37.27% 4.486%
16 7.498 899 902 906 rVB 317679 393500 9.84% 1.185%
17 7.633 919 925 929 rBV 212565 314068 7.86% 0.945%
18 7.698 933 936 942 rVB2 167811 261639 6.54% 0.788%
19 7.857 956 963 965 rBV2 64558 113588 2.84% 0.342%
20 7.922 971 974 976 rBvV 106864 119657 2.99% 0.360%
21  7.951 976 979 983 rVB 306644 354765 8.87% 1.068%
22 8.092 999 1003 1006 rBV 691985 886752 22.18% 2.669%
23 8.122 1006 1008 1014 rVB5 111063 134899 3.37% 0.406%
24  8.210 1014 1023 1027 rBV2 2034989 3997807 100.00% 12.035%
25 8.304 1034 1039 1042 rBV 617278 765840 19.16%  2.305%
26  8.333 1042 1044 1051 rVv4 95767 153377 3.84% 0.462%
27 8.392 1051 1054 1063 rVB 95983 150584 3.77% 0.453%
28 8.516 1071 1075 1079 rBV2 228743 285056 7.13% ©0.858%
29 8.598 1085 1089 1096 rVB3 53513 110654 2.77% 0.333%
30 8.728 1101 1111 1113 rBV7 48261 156930 3.93% 0.472%
31 8.780 1115 1120 1127 rBV 566267 736706 18.43%  2.218%
32 8.898 1136 1140 1147 rBV3 221030 386425 9.67% 1.163%
33 8.998 1153 1157 1164 rBV4 139864 354077 8.86% 1.066%
34 9.175 1183 1187 1189 rBV 190138 237675 5.95% 0.715%
35 9.210 1189 1193 1197 rVV3 206047 350617 8.77% 1.055%
36 9.257 1197 1201 1205 rVV 1977893 2399812 60.03% 7.224%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51525\
Data File : BF142409.D

Acqg On : 15 May 2025 23:31
Operator : RC/JU

Sample : Q2014-01

Misc

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 9.339 1211 1215 1221 rBV3 308015 689942 17.26% 2.077%
38 9.663 1265 1270 1273 rBV3 566642 1045567 26.15%  3.148%

39 9.757 1283 1286 1290 rBv4 475540 591489 14.80% 1.781%
40 15.562 2269 2273 2283 rVB 426308 741379 18.54% 2.232%

Sum of corrected areas: 33218496
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51525\
Data File : BF142409.D

Acqg On : 15 May 2025 23:31

Operator : RC/JU

Sample : Q2014-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

Abundance TIC: BF142409.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51525\
Data File : BF142409.D

Acqg On : 15 May 2025 23:31
Operator : RC/JU

Sample : Q2014-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.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 n-Propyl acetate Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
2.799 4.18 ng 198187 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 Isopropyl acetate 102 C5H1002 000108-21-4 38
3 Isobutylamine 73 C4H11N 000078-81-9 7
4 1-Butanamine 73 C4H11N 000109-73-9 5
5 Acetic acid, 2-fluoroethyl ester 106 C4H7F02 1000367-87-9 4

Abundance  Scan 103 (2.799 min): BF142409.D\data.ms (-94) (-) m/z 43.00 100.00%

43.0
5000
61.0 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
73.0 2.40 2.60 2.80 3.00 3.20
el b 870 m/z 6l.08 25.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4778: n-Propyl acetate
43.0
5000 B e e e e e e
2.40 2.60 2.80 3.00 3.20
61.0 m/z 73.00 11.17%
270 A
L ‘ .
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4786: Isopropyl acetate
43.0
AN § E—
2.40 2.60 2.80 3.00 3.20
5000 m/z 42.10 10.69%
61.0
87.0
15.0 27.0
bl AL 1010
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #860: Isobutylamine R A e
30.0 2.40 2.60 2.80 3.00 3.20
m/z 41.05 8.62%
5000
6.0 73.0
mlz--> 10 20 30 40 50 60 70 80 90 100 110 2.40 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51525\
Data File : BF142409.D

Acqg On : 15 May 2025 23:31
Operator : RC/JU

Sample : Q2014-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.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 10
R.T. EstConc Area Relative to ISTD R.T.
5.110 7.70 ng 365485 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 10

5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9
Abundance Scan 496 (5.110 min): BF142409.D\data.ms (-489) (-) m/z 43.10 100.00%

431
59.0
5000
101.1
‘ 831 4.80 5.00 5.20 5.40

et S L m/z 59.05  53.45%

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 T T T
59.0 4.80 5.00 5.20 5.40
15.0 101.0 m/z 101.10  16.66%
\\\‘\f‘\.f‘\\f‘:?‘?‘\.(\)\\“u{\\‘\\}\‘\\\\‘\\\\8‘:\3‘\-(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
R A mamaE R
4.80 5.00 5.20 5.40
5000 m/z 58.10  15.98%
41.0
290 101.0
erprrrrperbbeee bl 739 880 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4156: 1-Propen-2-ol, acetate AmEmmER N RS
43.0 4.80 5.00 5.20 5.40
m/z 41.05 8.88%
5000
58.0
150 270 72.0 100.0
e e e e e e e B EARRESEESEES
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51525\
Data File : BF142409.D

Acqg On : 15 May 2025 23:31
Operator : RC/JU

Sample : Q2014-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.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-Propanol, 1-(2-methoxy-1-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.710 25.82 ng 1224910 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 80
2 2-Propanol, 1-(2-ethoxypropoxy)- 162 C8H1803 010143-32-5 64
3 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 53
4 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 50
5 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 50

Abundance Scan 768 (6.710 mm) BF142409.D\data.ms (-760) (-) m/z 59.10 100.00%

59.1
5000
a1, 103.1
‘ 7 1 6.40 6.60 6.80 7.00
Ol 7B 204 4510 se.83%
miz--> 20 40 60 80 100 120 140
Abundance  #26722: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000 T T T T T
103.0 6.40 6.60 6.80 7.00
m/z 103.10 31.88%
\\\’\\‘\\“H\\\\‘i\\? \.9\\\\‘1\\\‘1\:3\()\.9‘1\4\9\.0\
miz—-> 60 80 100 120 140
Abundance #38407.2—PropanoL 1-(2-ethoxypropoxy)-
59.0
A
6.40 6.60 6.80 7.00
5000 m/z 73.05  25.37%
31.0
103.0
8O L F0 L soters
m/z--> 20 40 60 80 100 120 140
Abundance #17307: 1-Propanol, 2,2'-oxybis-
59.0 6.40 6.60 6.80 7.00
m/z 41.05 25.08%
5000
31.0 103.0
o o
“‘,“““““““,‘“““““““““ AR R RERE SR
m/z--> 20 60 80 100 120 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51525\
Data File : BF142409.D

Acqg On : 15 May 2025 23:31
Operator : RC/JU

Sample : Q2014-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.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 Ethane, 1-ethoxy-1-methoxy- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.734  27.68 ng 1313070 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 72
2 Ethane, 1-ethoxy-1-methoxy- 104 C5H1202 010471-14-4 64
3 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 59
4 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 59
5 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 50
Abundance Scan 772 (6.734 min): BF142409.D\data.ms (-770) (-) m/z 59.10 100.00%
59.1
5000
41, 103.1
“ 751 6.40 6.60 6.80 7.00
et e o b o | m/z 45.10 59.32%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #26719: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000 T T T T T
6.40 6.60 6.80 7.00
103.0 o
41. m/z 103.10  29.79%
15-0![7f.0”.
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5402: Ethane, 1-ethoxy-1-methoxy-
59.0
A
6.40 6.60 6.80 7.00
5000 m/z 41.10  25.74%
29.0 89.0
“o | Mo |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #17307: 1-Propanol, 2,2'-oxybis- RN N e Al
59.0 6.40 6.60 6.80 7.00
m/z 73.10  25.51%
5000
31.0 103.0
15.0 \“ \‘H‘ i 75.0
R A RRAaamaaad Lonaat e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51525\
Data File : BF142409.D

Acqg On : 15 May 2025 23:31
Operator : RC/JU

Sample : Q2014-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.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 2-Propanol, 1-(2-methoxypro... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.834 53.55 ng 2540150 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxypropoxy)- 148 C7H1603 013429-07-7 83
2 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 72
3 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 72

4 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 56
5 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 56

Abundance Scan 789 (6.834 min): BF142409.D\data.ms (-782) (-) m/z 59.10 100.00%

59.1
5000 i
43,0 751 104.1 6.60 6.80 7.00 7.20
Obrrprerrereer bl 781900 CE T 1300 hyz 45.05  15.54%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #26713: 2-Propanol, 1-(2-methoxypropoxy)-
59.0
5000 LB B e e B
6.60 6.80 7.00 7.20
m/z 43.05 10.81%
31.0
104.
H‘1\§\.\0‘\\\‘\“‘\H\‘m\‘\\‘\\\‘H\H\‘\‘\\'\‘H\\‘\\\\‘0\‘1\2\\\\’\\1\3\’0\.\0\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #17321: Dipropylene glycol (isomer 3)
59.0
e RN s e
6.60 6.80 7.00 7.20
5000 m/z 41.10 9.80%
31.0 103.0
150 ol i 120
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #17322: Dipropylene glycol (isomer 2) — T
59.0 6.60 6.80 7.00 7.20
m/z 73.05 9.33%
5000
31.0 103.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51525\
Data File : BF142409.D

Acqg On : 15 May 2025 23:31
Operator : RC/JU

Sample : Q2014-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.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 o0-Cymene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.981 10.54 ng 500025 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 p-Cymene 134 C1oH14 000099-87-6 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 94
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 91
5 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 C10H14 003479-89-8 91
Abundance Scan 814 (6.981 min): BF142409.D\data.ms (-809) (-) m/z 119.10 100.00%
119.1
5000
91.1 134.1

R RmEE e B

390  65.0 ‘ 6.60 6.80 7.00 7.20 7.40
0“_Hw‘HWHHWHHwuuwuw‘Huu‘qmu‘muwhhkuwuuwu‘ m/z 134.05  26.94%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #16998: o-Cymene

119.0
5000 AR
134.0 6.60 6.80 7.00 7.20 7.400
91.0 m/z 91.10 23.72%
4\1'0 65\'0 ! L
b L | TR L 0 m |
H‘HH‘\H\‘H\\‘\\H‘H\\’\\H‘\H\‘H\\‘HH‘HH‘HH‘HH’HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16994: p-Cymene
119.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 117.10 11.23%
91.0 134.0
39.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A pJV
Abundance #17104: Benzene, 1-methyl-3-(1-methylethyl)- ‘\“/\A“w““ﬁ“‘\‘
119.0 6.60 6.80 7.00 7.20 7.40
m/z 120.10 7.71%
5000
91.0
134.0
"‘1“5(‘0“H‘;‘H‘““HHi‘u‘1,1‘1‘”"H‘l“u‘“‘1‘”‘“‘1““H‘Muu,mwm /\“HH“M,HH‘/\HWH
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51525\
Data File : BF142409.D

Acqg On : 15 May 2025 23:31
Operator : RC/JU

Sample : Q2014-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.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 7 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
7.222 2.67 ng 126442  1,4-Dichlorobenzene-d4 6.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94
2 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1leH14 001758-88-9 94
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 91
Abundance Scan 855 (7.222 min): BF142409.D\data.ms (-851) (-) m/z 119.10 100.00%
119.1
5000 91.0
39.0 65.0 135.1 6.80 7.00 7.20 7.40 7.60
\‘\\\\‘\\\\"‘\\“U\}‘H“\\‘\‘H“\‘\‘!‘\"‘\M\\m“‘\\\“\‘\ m/Z 105.10 51.26%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17072: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
6.80 7.00 7.20 7.40 7.60
910 m/z 134.05  48.06%
T \1\5\-0‘ T ‘\ \3\9‘"(\) T ‘i‘ T ‘6‘15“.\0\ \‘H‘ T \‘\.\ ,‘1“\ \Hw T \1:\3‘?‘0\
m/z--> 0 20 40 60 80 100 120 140
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl-
119.0
6.80 7.00 7.20 7.40 7.60
5000 m/z 91.05 42.17%
91.0
S I il S A I )
m/z--> 0 20 40 60 80 100 120 140
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0 6.80 7.00 7.20 7.40 7.60
m/z 77.00 13.32%
5000
91.0
SR O RO 0 | PO A U oo
mlz--> 0 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51525\
Data File : BF142409.D

Acqg On : 15 May 2025 23:31

Operator : RC/JU

Sample : Q2014-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.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 8 7-Octen-2-0l, 2,6-dimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
7.298 27.74 ng 1315800 1,4-Dichlorobenzene-d4 6.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Octen-2-0l1, 2,6-dimethyl- 156 C10H200 018479-58-8 83
2 Cyclohexane, (ethoxymethoxy)- 158 C9H1802 054699-29-5 50
3 3-Hexene, 1-(1-methoxyethoxy)-, ... 158 C9H1802 054340-96-4 50
4 1-Butene, 4-ethoxy- 100 C6H120 044611-46-3 50
5 2-Octanol, 2-methyl-6-methylene- 156 C10H200 018479-59-9 43
Abundance Scan 868 (7.298 min): BF142409.D\data.ms (-862) (-) m/z 59.05 100.00%
59.0
5000
83.0 123 1 7.00 7.20 7.40 7.60
1051
S JM ‘ “““i Al A Tmyz 43,05 21.60%
miz—-> 20 60 80 100 120 140 160
Abundance #32936: 7-Octen-2-ol, 2,6-dimethyl-
59.0
5000 T T T T T
7.00 7.20 7.40 7.60
‘ ‘ 83.0 193.0 m/z 55.05 21.36%
\\\‘\\\\“‘\\\\}\\\“H\\\10‘\9\\“\\\1\4‘1\(\)\\‘\
miz—-> 20 60 80 100 120 140 160
Abundance #35382. Cyclohexane, (ethoxymethoxy)-
59.0
P T e e e
7.00 7.20 7.40 7.60
5000 ITI/Z 41.05 15.00%
41.0 83.0
el wso o
m/z--> 20 40 60 80 100 120 140 160
Abundance #35440: 3-Hexene, 1-(1-methoxyethoxy)-, (Z)- AR R AREaN
59.0 7.00 7.20 7.40 7.60
m/z 67.05 9.07%
5000
41.0 83.0
18.0 1 127.0
H“““““w“““““‘H“““““‘_
m/z--> 20 60 80 100 120 140 160 7.00 7.20 7.40 7.60

8270-BF050525.M Fri May 16 06:46:15 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51525\
Data File : BF142409.D

Acqg On : 15 May 2025 23:31
Operator : RC/JU

Sample : Q2014-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.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 Levomenthol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.092 4.44 ng 886752  Naphthalene-d8 8.186

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Levomenthol 156 C10H200 002216-51-5 91
2 dl-Menthol 156 C10H200 000089-78-1 91
3 Cyclohexanol, 5-methyl-2-(1-meth... 156 C1@H200 001490-04-6 91
4 Cyclohexanol, 1-methyl-4-(1-meth... 156 C10H200 021129-27-1 68
5 Cyclohexanol, 5-methyl-2-(1-meth... 156 C1@H200 003623-52-7 64
Abundance Scan 1003 (8.092 min): BF142409.D\data.ms (-999) (-) m/z 71.10 100.00%
71.1
95.1
411
5000
123.1
R REEEREEE S e
‘ 7.80 8.00 8.20 8.40
Lo b 1411 1862 T oc 1o 83.10%
m/z--> 20 40 60 80 100 120 140 160
Abundance #32859: Levomenthol
71.0
41.0 98.0
5000 T T T T T
123.0 7.80 8.00 8.20 8.40
m/z 81.10 82.34%
“\\“\\‘}\\1%‘1\-(\)\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #32850: dlI-Mentho
71.0
95.0
T T
7.80 8.00 8.20 8.40
5000 m/z 41.10 63.03%
41.0 123.0
140 1L 4 \‘h‘w:“ﬂ“““w“
m/z--> 20 40 60 80 100 120 140 160
Abundance  #32986: Cyclohexanol, 5-methyl-2-(1-methylethyl)- A e
71.0 7.80 8.00 8.20 8.40
95.0 m/z 55.10 60.23%
41.0
5000
123.0
b 1L“3-° A s
miz--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40

8270-BF050525.M Fri May 16 06:46:16 2025 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51525\
Data File : BF142409.D

Acqg On : 15 May 2025 23:31
Operator : RC/JU

Sample : Q2014-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.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 unknown8.304 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.304 3.83 ng 765840  Naphthalene-d8 8.186

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 dl-Mevalonic acid lactone 130 C6H1003 000674-26-0 38
2 1,3-Dimethylbutyl isobutyrate 172 C10H2002 1000429-31-6 35
3 2,3'-Bifuran, octahydro- 142 C8H1402 073373-15-6 35
4 Butanoic acid, 2-butoxy-1-methyl... 216 C11H2004 007492-70-8 27
5 Succinic acid, 2,2-dichloroethyl... 298 C11H16C1205 1000390-71-6 27

Abundance Scan 1039 (8.304 min): BF142409.D\data.ms (-1034) (-) m/z 43.10 100.00%
43.1
711
5000 115.1
T T
8.00 8.20 8.40 8.60
97.0 139.1
N w Al A Vi 3911571 sz 7110 70.10%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15202: dI-Mevalonic acid lactone
43.0
71.0
5000 L N R RN
8.00 8.20 8.40 8.60
m/z 69.10 63.56%
15.0 103.0
T \‘\ ‘ \“WH\ \“H\ T \‘M\‘ “\ \‘\‘\ “\“\ T “‘\ T } T ‘1\:3\()\\0‘ L ‘ LB
m/z--> 20 60 80 100 120 140 160
Abundance #47047: 1,3-Dimethylbutyl isobutyrate
43.0
71.0 A SRttt
8.00 8.20 8.40 8.60
5000 ITI/Z 115.05 37.51%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22659: 2,3"-Bifuran, octahydro-
71.0 8.00 8.20 8.40 8.60
m/z 41.10 25.49%
5000
43.0
97.0
H | | 124. 0142 0
H““H‘ “H“‘ e e R RmmEas e
m/z--> 80 100 120 140 160 8.00 8.20 8.40 8.60

8270-BF0O50525.M Fri May 16 06:46:17 2025 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51525\
Data File : BF142409.D

Acqg On : 15 May 2025 23:31
Operator : RC/JU

Sample : Q2014-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.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 ortho tert-Butyl cyclohexyl... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.780 3.69 ng 736706  Naphthalene-d8 8.186

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 ortho tert-Butyl cyclohexyl acetate 198 C12H2202 000088-41-5 86
2 Cyclohexanol, 2=(1,1-dimethyleth... 198 C12H2202 020298-70-8 78
3 trans-2-tert-Butylcyclohexanol, ... 302 C13H19F502 1000467-24-5 64
4 3-Hexen-1-o0l, propanoate, (Z)- 156 C9H1602 033467-74-2 59
5 cis-2-tert-Butylcyclohexanol, O-... 302 C13H19F502 1000467-24-6 53

Abundance Scan 1120 (8.780 min): BF142409.D\data.ms (-1115) (-)| [ m/z 57.10 100.00%

57.1
82.1
5000
T
123.1 8.40 8.60 8.80 9.00 9.20
O — - bbb g2 1822 sz 82.10 67.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #73642 oﬂhoten -Butyl cyclohexyl acetate
0 82.0
5000 EAREEEEEEE R E
8.40 8.60 8.80 9.00 9.20
123.0 m/z 43.10 52.94%
29.0
\\\‘\‘\‘\\“\\\ f\\‘f‘[\\\\“f\\\“‘f\\\‘\\\1\8‘:\3.\0\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #73717: Cyclohexanol, 2=(1,1-dimethylethyl)-, acetate, tr
57.0
82.0 \‘\\\\‘\\\\’\\\\‘\\\\‘\\
8.40 8.60 8.80 9.00 9.20
5000 ITI/Z 67.10 43.57%
29.0 123.0
SN O Y IO
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #201378: trans-2-tert-Butylcyclohexanol, O-pentafluoropr ST
57.0 8.40 8.60 8.80 9.00 9.20
m/z 41.10 29.30%
5000
82.0
123.0
‘29‘0‘\ b \‘ L 1470 1750 2030
I I I I B R R R D
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20

8270-BF050525.M Fri May 16 06:46:18 2025 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51525\
Data File : BF142409.D

Acqg On : 15 May 2025 23:31
Operator : RC/JU

Sample : Q2014-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.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 .gamma.-Dodecalactone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.175 8.04 ng 237675  Acenaphthene-di10 9.939

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Dodecalactone 198 C12H2202 002305-05-7 64
2 2(3H)-Furanone, 5-hexyldihydro- 170 C10H1802 000706-14-9 64
3 2(3H)-Furanone, 5-heptyldihydro- 184 C11H2002 000104-67-6 59
4 2,7-Octadien-4-0l, 2-methyl-6-me... 152 C10H160 014434-41-4 59
5 2(3H)-Furanone, dihydro-5-propyl- 128 C7H1202 000105-21-5 58
Abundance Scan 1187 (9.175 min): BF142409.D\data.ms (-1183) (-)| [ m/z 85.00 100.00%
85.0
5000 JnyijMAJ\ﬂN/Jﬂﬁ
i 880900920940
109.1 179.2 : : : :
‘H_‘H\MHwm‘mc‘w‘i“‘m‘w;uJMMH“1‘57:1‘””\”“‘2‘9?:? m/z 55.10 19.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #73567: .gamma.-Dodecalactone
85.0
5000 L L L L B R
8.80 9.00 9.20 9.40
29.0 55.0 m/z 41.10 18.82%
L
\\\‘\h\\“‘\\\‘!“\ih\\‘w‘\\{‘i\\\\‘\1\\‘\\\\‘\\\\‘\.\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45083: 2(3H)-Furanone, 5-hexyldihydro-
85.0
T
8.80 9.00 9.20 9.40
5000 m/z 57.10  18.44%
29.0
55.0
128.0
b s 2020
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58608: 2(3H)-Furanone, 5-heptyldihydro- T
85.0 8.80 9.00 9.20 9.40
m/z 56.10 14.41%
5000
29.0
‘ ‘55.0 128.0
SR VY YO i 1 N
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

8270-BF050525.M Fri May 16 06:46:19 2025 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51525\
Data File : BF142409.D

Acqg On : 15 May 2025 23:31
Operator : RC/JU

Sample : Q2014-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.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 1-Decanol, 2-hexyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.339 23.33 ng 689942  Acenaphthene-di10 9.939

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 58
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 58
3 Tetracontane, 3,5,24-trimethyl- 605 C43H88 055162-61-3 52
4 Carbonic acid, dodecyl prop-1-en... 270 C16H3003 1000382-90-7 52
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 52

Abundance Scan 1215 (9.339 min): BF142409.D\data.ms (-1211) (-) m/z 57.10 100.00%

57.1
5000 M
119.1 1932 AAARmmmasE TSR
}H\ 9.00 9.20 9.40 9.60
HLHHJJMAWuWque‘“H“_“w“u“u“u“_“w‘ m/z 43.10 72.71%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126384: 1-Decanol, 2-hexyl-
57.0
5000 T T T T T T T T
9.00 9.20 9.40 9.60
’ m/z 41.10 54.05%
\‘L‘Tl‘\\\\g{l\ll\l\l‘l\\\\‘z\z\f\o‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
e EaAsmmEESEEE
9.00 9.20 9.40 9.60
5000 m/z 55.10 51.34%
MHIFWBZOMO T ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #346742: Tetracontane, 3,5,24-trimethyl- e EaAsmmEESEEE
57.0 9.00 9.20 9.40 9.60
m/z 71.10 47.91%
‘ J‘ gso 238.0 505.0
e e e e A ABEEsEE T
mlz--> 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60

8270-BF050525.M Fri May 16 06:46:20 2025 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51525\
Data File : BF142409.D

Acqg On : 15 May 2025 23:31
Operator : RC/JU

Sample : Q2014-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.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 Octadecane, 1-chloro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.663 35.35 ng 1045570  Acenaphthene-d10 9.939

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 72
2 Tetratetracontane 619 C44H90 007098-22-8 64
3 Octacosane 394 C28H58 000630-02-4 58
4 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 53
5 Decane, 5-propyl- 184 C13H28 017312-62-8 52

Abundance Scan 1270 (9.663 min): BF142409.D\data.ms (-1265) (-) m/z 57.10 100.00%

57.1
5000

—— ——
m13\21 ) 9.50 10.00
R0 e m/z 43.10  82.00%
m/z-—> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #184136: Octadecane, 1-chloro-
57.0
5000 —— —
9.50 10.00

m/z 71.10 76.17%

IWlssozoso aseo
‘H\T‘\H\‘\\\\’ﬂH‘HH‘1\H‘\H\‘\\\\‘HH‘HH‘HH‘HH‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane
57.0

T
9.50 10.00

5000 m/z 55.10 47.04%
‘ Hﬂ'ﬁ;9197.0267.0337.0 463.0 561.0
U E U0 UROWELS oo Eo b S N, 20 P N
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane — —
57.0 9.50 10.00

m/z 41.10 42.29%

5000 M

] ﬂ%701970 281.0  394.0

T U
m/z--> 0 50 100150200250300350400450500550600 9.50 10.00

8270-BF050525.M Fri May 16 06:46:21 2025 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51525\
Data File : BF142409.D

Acqg On : 15 May 2025 23:31
Operator : RC/JU

Sample : Q2014-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.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 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.757  20.00 ng 591489  Acenaphthene-d10 9.939

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 93
2 2-Acetyl-3,4,5,6-tetrafluorobenz... 220 C9H4F402 1000461-12-2 50
3 Thiocoumarine, 4,4,6,7-tetramethyl- 220 C13H160S 1000128-90-2 46
4 2H-1-benzopyran-6-ol, 3,4-dihydr... 220 C14H2002 1000396-25-4 46
5 N-[4-(Ethyl-methyl-amino)-phenyl... 192 C11H16N20 099981-45-0 46

Abundance Scan 1286 (9.757 min): BF142409.D\data.ms (-1283) (-) m/z 177.20 100.00%

177.2
57.1
5000 135.1 220.2
91.1
T

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #99034: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet

177.0 920.0

50001 41.0 T T T
67.0 135.0 9.50 10.00

‘ 95.0 :
‘ T ‘\‘ TT “’ ‘\ T h\“\ ‘ \“\‘ T \H“‘\ T ‘\“\ ’ \H}H\ \“““\ T \‘ !H‘ } ‘\‘\ T ““‘\‘ TT \“‘ T ‘\ ‘!‘ T ’ \H\ TT “\ TT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #99724: 2-Acetyl-3,4,5,6-tetrafluorobenzaldehyde
177.0

—
9.50 10.00

5000 220.0 m/z 220.20 43.15%
149.0 '
99.0
420 750 ‘ 1250 1 ‘\‘ \

R S R T R S D

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #98812: Thiocoumarine, 4,4,6,7-tetramethyl- — —
177.0 9.50 10.00

m/z 135.05 42.89%

2200
5000
410 850 s10 180 70 ||

—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51525\
Data File : BF142409.D

Acqg On : 15 May 2025 23:31
Operator : RC/JU

Sample : Q2014-01

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.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|
n-Propyl acetate 2.799 4.2 ng 198187 1 6.904 948744 20.0
2-Pentanone, 4-... 5.110 7.7 ng 365485 1 6.904 948744 20.0
2-Propanol, 1-(... 6.710 25.8 ng 1224910 1 6.904 948744 20.0
Ethane, 1-ethox... 6.734 27.7 ng 1313070 1 6.904 948744 20.0
2-Propanol, 1-(... 6.834 53.5 ng 2540150 1 6.904 948744 20.0
o-Cymene 6.981 10.5 ng 500025 1 6.904 948744 20.0
Benzene, 4-ethy... 7.222 2.7 ng 126442 1 6.904 948744 20.0
7-Octen-2-01, 2... 7.298 27.7 ng 1315800 1 6.904 948744 20.0
Levomenthol 8.092 4.4 ng 886752 2 8.186 3997810 20.0
unknown8. 304 8.304 3.8 ng 765840 2 8.186 3997810 20.0
ortho tert-Buty... 8.780 3.7 ng 736706 2 8.186 3997810 20.0
.gamma. -Dodecal... 9.175 8.0 ng 237675 3 9.939 591489 20.0
1-Decanol, 2-he... 9.339 23.3 ng 689942 3  9.939 591489 20.0
Octadecane, 1-c... 9.663 35.4 ng 1045570 3 9.939 591489 20.0
2,5-Cyclohexadi... 9.757 20.0 ng 591489 3  9.939 591489 20.0
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