LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127954.D

Acqg On : 27 Apr 2022 19:27
Operator : CG\JU

Sample : N2482-08

Misc :

ALS Vvial : 10 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-BF042222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127954.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.063 294 302 306 rBV 2985013 4216794 12.84%  3.224%
2 4.463 366 370 381 rVB3 405523 709665 2.16% 0.543%
3 5.175 484 491 501 rBV2 411761 694006 2.11% 0.531%
4 5.445 529 537 540 rBV 7257770 10239626 31.17% 7.829%
5 5.575 548 559 564 rBV 10645247 32846313 100.00% 25.115%
6 5.816 592 600 603 rBV 9598244 16309886 49.66% 12.471%
7 6.104 646 649 653 rBV 1163714 953487 2.90% 0.729%
8 6.392 695 698 702 rVB 2170687 1938613 5.90% 1.482%
9 6.469 705 711 713 rVV 6472253 7049377 21.46% 5.390%
10 6.492 713 715 719 rVB 3635134 3169571 9.65% 2.423%
11  6.539 719 723 731 rBV2 4460919 4783309 14.56% 3.657%
12 6.622 733 737 740 rVB 5008902 4586855 13.96% 3.507%
13 6.769 757 762 765 rVB 8489307 10711666 32.61% 8.190%
14 6.851 771 776 780 rBV 332568 368043 1.12% 0.281%
15 6.934 786 790 792 rBV 778112 677065 2.06% ©.518%
16 6.992 796 800 803 rVB 5286504 4809259 14.64% 3.677%
17 7.110 816 820 824 rVB 2653653 2530918 7.71% 1.935%
18 7.245 839 843 845 rBV 695395 574379 1.75% 0.439%
19 7.386 864 867 870 rBV 393087 385447 1.17% 0.295%
20 7.463 876 880 882 rBV 816764 719271  2.19% 0.550%
21 7.498 882 886 889 rVB 2675672 2597866 7.91% 1.986%
22 7.722 921 924 927 rVB 582892 457957 1.39% 0.350%
23 7.881 945 951 958 rBV 481254 429205 1.31% 0.328%
24 7.945 958 962 967 rBV 1056399 1026139 3.12% 0.785%
25 8.216 1003 1008 1009 rBV 861064 880292 2.68% 0.673%
26 8.239 1009 1012 1015 rVB 3591309 3163239 9.63% 2.419%
27 8.928 1125 1129 1131 rVB 683759 558246 1.70% 0.427%
28 9.022 1141 1145 1149 rVB 475701 463548 1.41% 0.354%
29 9.292 1184 1191 1194 rBV 4033502 3984565 12.13% 3.047%
30 9.386 1204 1207 1216 rVV 642852 763229  2.32% 0.584%
31 9.969 1301 1306 1310 rBV 1028961 916549 2.79% 0.701%
32 10.763 1433 1441 1444 rBV 1944017 1745762 5.31% 1.335%
33 11.463 1556 1560 1563 rBV 970284 800587 2.44% 0.612%
34 12.804 1784 1788 1796 rBV 849484 770307 2.35% 0.589%
35 13.051 1825 1830 1833 rBV 3051903 2734348 8.32% 2.091%
36 14.110 2006 2010 2017 rBV 598607 542874 1.65% 0.415%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127954.D

Acqg On : 27 Apr 2022 19:27
Operator : CG\JU

Sample : N2482-08

Misc

ALS Vvial : 10 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-BF042222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.615 2261 2266 2277 rBV 504209 677920 2.06% 0.518%

Sum of corrected areas: 130786183
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127954.D

Acqg On : 27 Apr 2022 19:27
Operator : CG\JU

Sample : N2482-08

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF127954.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127954.D

Acqg On : 27 Apr 2022 19:27
Operator : CG\JU

Sample : N2482-08

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Cyclopentanone Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
4.463  20.96 ng 709665 1,4-Dichlorobenzene-d4 6.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone 84 C5H80 000120-92-3 91
2 2-Hexene, (E)- 84 C6H12 004050-45-7 64
3 2-Hexene 84 C6H12 000592-43-8 64
4 Formamide, N-(cyanomethyl)- 84 C3H4N20 005018-27-9 58
5 2(5H)-Furanone 84 C4H402 000497-23-4 49
Abundance Scan 370 (4.463 min): BF127954.D\data.ms (-366) (-) m/z 55.00 100.00%
55.0
84.0
5000 41.0
A
‘ ‘ 4.20 4.40 4.60 4.80
Ol et 890 L 204 sz 84.@5  46.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1586: Cyclopentanone
55.0
5000 280 840 LB L R B A B R
41.0 4.20 4.40 4.60 4.80
m/z 41.05 39.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1651: 2-Hexene, (E)-
55.0 ’/\JL
A T e
4.20 4.40 4.60 4.80
5000 42.0 m/z 56.85 32.58%
84.0
29.0 69.0
ol 150
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1638: 2-Hexene SRR ¥/ FE—
55.0 4.20 4.40 4.60 4.80
m/z 39.05 19.46%
42.0
5000 840
29.0 69.0
ol 150
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127954.D

Acqg On : 27 Apr 2022 19:27
Operator : CG\JU

Sample : N2482-08

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 12
R.T. EstConc Area Relative to ISTD R.T.
5.175 20.50 ng 694006 1,4-Dichlorobenzene-d4 6.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
2 Tetraglyme 222 C10H2205 000143-24-8 40
3 2,5,8,11-Tetraoxadodecane 178 C8H1804 000112-49-2 28
4 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 25
5 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 25
Abundance Scan 491 (5.175 min): BF127954.D\data.ms (-484) (-) m/z 43.05 100.00%
43.0
5000 ‘A
1011 L L N L BN I
Il ‘ 73.0 4.80 5.00 5.20 5.40 .
o m/z 59.10 56.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L BN B
4.80 5.00 5.20 5.40
101.0 m/z 101.10  18.28%
0 \\\‘\\‘\\“h\\\w“\\\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #100835: Tetraglyme
59.0
T
4.80 5.00 5.20 5.40
5000 m/z 58.10 13.88%
29.0 103.0
ok \\H ‘ L ‘ 133.0 177.0
“‘_““ I AL BB o o
miz--> 20 60 80 100 120 140 160 180
Abundance #53395.2}18,11JTeUa0xadodecane ‘_““H““‘H““W‘
59.0 4.80 5.00 5.20 5.40
m/z 41.05 10.98%
5000
29.0
103.0
m/z--> 20 60 80 100 120 140 160 180 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@42722\
Data File : BF127954.D

Acqg On : 27 Apr 2022 19:27
Operator : CG\JU

Sample : N2482-08

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Benzene, 1,3-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.816 481.78 ng 16309900 1,4-Dichlorobenzene-d4 6.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
2 o-Xylene 106 C8H10 000095-47-6 97
3 p-Xylene 106 C8H10 000106-42-3 97
4 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 91
5 Ethylbenzene 106 C8H10 000100-41-4 87
Abundance Scan 600 (5.816 min): BF127954.D\data.ms (-592) (-) m/z 91.05 100.00%
91.0
5000 106.1 ﬂ
R EmAREEEE S
51.0 74@ ‘ 5.40 5.60 5.80 6.00 6.20
ol 388 el TRl 1409 s 106,05 46.99%
miz-> 20 40 60 80 100 120 140
Abundance #5747: Benzene, 1,3-dimethyl-
91.0
106.0
5000 B L I LA B I

5.40 5.60 5.80 6.00 6.20
m/z 105.05 20.30%

51.0
270 | |, 749 )
O\\\‘\‘\\\‘\\w‘\“\\\‘\‘\\‘\\‘N\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140
Abundance #5719: o-Xylene
91.0
R AL aaa e
5.40 5.60 5.80 6.00 6.20
5000 106.0 m/z 77.05  14.65%
51.0
270 | | AR
-t
m/z--> 20 40 60 80 100 120 140
Abundance #5724: p-Xylene “H““‘W““W““‘
91.0 5.40 5.60 5.80 6.00 6.20

m/z 51.05 11.67%

5000 106.0
51.0
27.0
0 A P TR
S N PO S N W .. Y

m/z--> 20 40 60 80 100 120 140 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@42722\
Data File : BF127954.D

Acqg On : 27 Apr 2022 19:27
Operator : CG\JU

Sample : N2482-08

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Benzene, (1-methylethyl)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.104  28.17 ng 953487 1,4-Dichlorobenzene-d4 6.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 80
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 80
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 80
Abundance Scan 649 (6.104 min): BF127954.D\data.ms (-646) (-) m/z 105.10 100.00%
105.1
5000 A AM
77.0 120.1 u‘uu‘u)\u‘uu‘uu’
51.0 911 5.80 6.00 6.20 6.40
Ol 30 el o bl b m/z 120,10 24.33%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10706: Benzene, (1-methylethyl)-
105.0
5000 \\‘\\\\‘\\}\\\‘\\\\j‘\\\\\’
5.80 6.00 6.20 6.40
120.0 o
510 770 m/z 77.05 17.38%
27.0 ‘ H 91.0
O H‘HH‘H\‘\‘\H\“‘HH“H\‘\‘\‘H‘\Hl‘\\\\“\H\‘\‘{1\‘\\\\“\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0
A
5.80 6.00 6.20 6.40
5000 120.0 m/z 79.05 15.32%
39.0
77.0
63.0 ‘ 91.0
Obrrrrr 250 A il e bl
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 J\
Abundance #10724: Benzene, 1-ethyl-2-methyl- R EEmmERT RS
105.0 5.80 6.00 6.20 6.40

m/z 103.10  11.28%

5000
120.0
0 77.0 91.0 ‘
51.
0 27.0 | 1, L Hm ‘ ‘ | I A A

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 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@42722\
Data File : BF127954.D

Acqg On : 27 Apr 2022 19:27
Operator : CG\JU

Sample : N2482-08

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Benzene, propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.392 57.27 ng 1938610 1,4-Dichlorobenzene-d4 6.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 94
2 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 72
3 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 72
4 1,2-Ethanediamine, N,N'-bis(phen... 240 C16H20N2 000140-28-3 64
5 Benzyl(2-chloroethyl)amine 169 C9H12CIN 042074-16-8 64
Abundance Scan 698 (6.392 min): BF127954.D\data.ms (-695) (-) m/z 91.10 100.00%
91.1
5000
120.1
390 020 6.00 6.20 6.40 6.60 6.80
Ol uhwu‘mhm‘wm o m/z 120.10  21.01%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10702: Benzene, propyl-
91.0
5000 ‘\\/\\\‘\\\\}‘\\\\\’\\\\‘\\
6.00 6.20 6.40 6.60 6.80
120.0 m/z 65.00 12.34%
390 650
O\\\‘\‘\\\“‘\\“\\“\‘\\\“‘\\‘!\‘\‘\\\“\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #28981: Ethanol, 2-[(phenylmethyl)amino]-
91.0

6.00 6.20 6.40 6.60 6.80

5000 m/z 92.85 11.02%
120.0
65.0
15'0 39\.0 | \‘ | | ‘ il 1510
B
miz--> 20 40 60 80 100 120 140 160
Abundance #129554: Phenethylamine, N-benzyl-p-chloro- e A
91.0 6.00 6.20 6.40 6.60 6.80
m/z 78.10 6.68%
120.0
5000
N T e A
m/z--> 20 40 60 80 100 120 140 160 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127954.D

Acqg On : 27 Apr 2022 19:27
Operator : CG\JU

Sample : N2482-08

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Benzene, 1-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.469 208.23 ng 7049380 1,4-Dichlorobenzene-d4 6.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 711 (6.469 min): BF127954.D\data.ms (-705) (-) m/z 105.05 100.00%
105.1
5000
120.1 A
 AARAmEELY EEmas R
300 631 77"0 91"0 6.20 6.40 6.60 6.80
Obrrrrerrrrredper s b el il m/z 126,10 31.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 M
120.0 6.20 6.40 6.60 6.80
m/z 91.05 15.04%
39.0 77.0 91.0
OH‘\H\‘\2\6\‘.\(‘)\\H"‘\H\i‘{‘u\‘e’%\.‘?\‘\u‘}“\\H“MH‘\H1\‘\\‘\\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
6.20 6.40 6.60 6.80
5000 m/z 77.05 14.85%
120.0
77.0 91.0
39.0
Oy b e M b b
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 6.20 6.40 6.60 6.80
m/z 79.05 11.73%
120.0
5000
39.0 77.0 91.0
0H‘lu;wwwH‘,Mmi‘mﬁ%ﬁ(‘)wm:‘_M‘mw‘:lwuu“mW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127954.D

Acqg On : 27 Apr 2022 19:27
Operator : CG\JU

Sample : N2482-08

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Benzene, 1-ethyl-4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.492 93.63 ng 31695760  1,4-Dichlorobenzene-d4 6.934
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 715 (6.492 min): BF127954.D\data.ms (-713) (-) m/z 105.10 100.00%
106.1
5000
120.1

 RAmEEEN LY L R

391 630 77‘-0 91.0 6.20 6.40 6.60 6.80
oH_HwHH_HJ‘mHmwm_H1“HHW‘_‘s“ww‘um_m m/z 120.10  28.02%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #10722: Benzene, 1-ethyl-2-methyl-

105.0
5000
120.0 6.20 6.40 6.60 6.80
m/z 77.05 14.08%
39.0 77.0 91.0
OH‘\H\‘2\\5\.‘9‘\H\“‘HHi‘{‘uﬁ%\.‘(\)\‘\H‘H‘HHHH\‘\‘11\‘\\‘\\“‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
6.20 6.40 6.60 6.80
5000 m/z 91.05 12.85%
790 120.0
39.0 65.0
o) SIS SO R R NS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 6.20 6.40 6.60 6.80
m/z 79.05 11.09%
120.0
5000
77.0
39.0 63.0 | 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.20 6.40 6.60 6.80

8270-BF042222.M Thu Apr 28 17:10:41 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127954.D

Acqg On : 27 Apr 2022 19:27
Operator : CG\JU

Sample : N2482-08

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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@ Mesitylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.622 135.49 ng 4586860 1,4-Dichlorobenzene-d4 6.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 737 (6.622 min): BF127954.D\data.ms (-733) (-) m/z 105.05 100.00%
105.
5000
120.1

Rmaas e R R

39.0 51.0 65.0 77"0 91‘-1 6.20 6.40 6.60 6.80 7.00
o‘wH_m“mHg‘emm‘wHJ‘_"u‘e‘w‘m‘ww‘mm m/z 120.85  29.42%

m/z--> 20 30 40 50 60 70 80 90 100 110 120

Abundance #10722: Benzene, 1-ethyl-2-methyl-

105.0
5000
120.0 6.20 6.40 6.60 6.80 7.00
m/z 77.05 15.26%
27.0 390 510 65.0 77.0 91.0
O\\‘H\‘\‘HH“‘HH“‘\\i“\‘\‘u‘\H‘H‘HHJ{H\“Hl\‘\\‘\\“‘\u\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
6.20 6.40 6.60 6.80 7.00
5000 m/z 91.10 14.14%
120.0
79.0 91.0
ol 270380810 630 || | )
R B B A RAARE
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10695: Mesitylene
105.0 6.20 6.40 6.60 6.80 7.00
m/z 79.05 13.13%
120.0
5000
270 90510 650 110 910 ||
O et e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80 7.00

8270-BF042222.M Thu Apr 28 17:10:42 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127954.D

Acqg On : 27 Apr 2022 19:27
Operator : CG\JU

Sample : N2482-08

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Benzene, 1,2,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.769 316.42 ng 10711760 1,4-Dichlorobenzene-d4 6.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 762 (6.769 min): BF127954.D\data.ms (-757) (-) m/z 105.10 100.00%
106.1
5000 120.1 ﬂm
e e
39.0 63.0 77"0 911 6.40 6.60 6.80 7.00
0 ",HH,HH,‘H‘Mm‘;MuHw”_HJ‘_Hw“m‘_‘:me“mw m/z 120.10  43.31%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10692: Mesitylene
105.0
5000 120.0
6.40 6.60 6.80 7.00
770 m/z 77.05 15.30%
51.0 7 91.0
O \\’\\\\’\2\\7\.’0\H\“HHM}‘H}“Gﬂr\(\)‘\\\‘“‘HH“HH‘\M1\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
6.40 6.60 6.80 7.00
m/z 91.10 13.02%
5000 120.0 /
39.0 77.0 91.0
0 ",1”5(9,H“\,HH“M‘H{‘;me‘%;‘?‘wme‘H‘M‘WMH“MHW
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 6.40 6.60 6.80 7.00
m/z 119.10 12.33%
120.0
5000
77.0 91.0
o150 38010640 | 7 | ||
R AR R e
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 6.40 6.60 6.80 7.00

8270-BF042222.M Thu Apr 28 17:10:43 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127954.D

Acqg On : 27 Apr 2022 19:27
Operator : CG\JU

Sample : N2482-08

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 2-Propanol, 1-(2-methoxy-1-... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.851 10.87 ng 368043 1,4-Dichlorobenzene-d4 6.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 83
2 2-Propanol, 1-(2-methoxypropoxy)- 148 C7H1603 013429-07-7 83
3 4,8,12,16-tetraoxaeicosan-1-o0l 306 C16H3405 1010397-63-6 72
4 2-Propanol, 1,1'-[(1-methyl-1,2-... 192 C9H2004 001638-16-0 64
5 1-Propanol, 2-(2-methoxypropoxy)- 148 C7H1603 013588-28-8 56

Abundance Scan 776 (6.851 min): BF127954.D\data.ms (-771) (-) m/z 59.05 100.00%

59.
N&éﬁ‘ééa%‘ba%“z&
104.1 : . : .
0 "W"m‘m‘m‘,u‘;“,‘Hwm}?9:0‘”H_m_mww m/z 45.10  14.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #26721: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000 AN e ARRERRL S s
6.60 6.80 7.00 7.20
m/z 43.05 10.97%
31.0
O \\\‘\‘\H\\“H‘\‘\\\“i\\}‘\’\\\J\-(‘)f.\.(\)\‘].\:a\o\.\o‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #26713: 2-Propanol, 1-(2-methoxypropoxy)-
59.0
R RN
6.60 6.80 7.00 7.20
5000 m/z 73.05 10.12%
31.0
Ob et 3300
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #206623: 4,8,12,16-tetraoxaeicosan-1-ol Aﬂ%&$‘u‘,‘u“‘u“‘u
59.0 6.60 6.80 7.00 7.20
m/z 41.10 9.88%
5000
31.0 117.0
oLl 870 | 1430 1750 21oc
e A e e e e e e R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.60 6.80 7.00 7.20

8270-BF042222.M Thu Apr 28 17:10:44 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127954.D

Acqg On : 27 Apr 2022 19:27
Operator : CG\JU

Sample : N2482-08

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
7.245 16.97 ng 574379 1,4-Dichlorobenzene-d4 6.934
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 93
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 93
3 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 90
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 90
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 90
Abundance Scan 843 (7.245 min): BF127954.D\data.ms (-839) (-) m/z 119.10 100.00%
119.1
5000
91.0
39.1 650 135.1 7.00 7.20 7.40 7.60
N N MR M S R i m/z 134.85 39.21%
miz--> 0 20 40 60 80 100 120 140
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000
7.00 7.20 7.40 7.60
m/z 105.05 37.67%
300 g5 910
T ‘ T \1\5‘\-0‘ T ‘\ T \M\ \‘i‘\ “1“'\ T \‘H‘ T \‘\ T “1“\ \m‘l T \1:\)"?‘0\
miz--> 0 20 40 60 80 100 120 140
Abundance #17072: Benzene, 4-ethyl-1,2-dimethyl-
119.0
e AN R
7.00 7.20 7.40 7.60
5000 m/z 91.05 31.14%
91.0
S o N MY I
miz--> 0 20 40 60 80 100 120 140
Abundance #17063: Benzene, 1,2,3,4-tetramethyl-
119.0 7.00 7.20 7.40 7.60
m/z 77.00 12.95%
5000
91.0
39.0 650 | 135.0
o N Y M PR “M e
m/z--> 0 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60

8270-BF042222.M Thu Apr 28 17:10:45 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127954.D

Acqg On : 27 Apr 2022 19:27
Operator : CG\JU

Sample : N2482-08

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 14 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
7.386 11.39 ng 385447 1,4-Dichlorobenzene-d4 6.934
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 o-Cymene 134 C1leH14 000527-84-4 95
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
Abundance Scan 867 (7.386 min): BF127954.D\data.ms (-864) (-) m/z 119.05 100.00%
119.1
5000
134.1
91.0
300 650 | 7.00 7.20 7.40 7.60 7.80
O et e el e m/z 134,05 30.68%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
7.00 7.20 7.40 7.60 7.80
9L.0 134.0 m/z 91.65 19.74%
39.0 65.0 ‘
O\\‘1\\5\.\0‘\\\‘\‘\H\“‘\H\NUH\‘MH‘\\i“‘HH“1‘\H‘M‘M‘\\M\luu‘u‘u‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
7.00 7.20 7.40 7.60 7.80
5000 m/z 105.05 13.74%
91.0 134.0
39.0 65.0 ‘
0"‘1”5(‘0‘”‘““H“‘uH‘i‘wm‘“1‘”“‘“1“‘m“1‘H‘1‘1‘1‘Wmuu_mw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16998: 0-Cymene R AR
119.0 7.00 7.20 7.40 7.60 7.80
m/z 77.05 10.35%
5000
134.0
91.0
41.0 65.0
0H‘H\'\‘H\‘\‘\H\“‘\\H“\HW‘\‘\‘H‘\\\‘”HH‘1‘\H‘\WH‘H‘\‘\luu‘u‘u‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.00 7.20 7.40 7.60 7.80

8270-BF042222.M Thu Apr 28 17:10:45 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127954.D

Acqg On : 27 Apr 2022 19:27
Operator : CG\JU

Sample : N2482-08

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
7.722 10.40 ng 457957  Naphthalene-d8 8.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
4 p-Cymene 134 C1eH14 000099-87-6 91
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 91
Abundance Scan 924 (7.722 min): BF127954.D\data.ms (-921) (-) m/z 119.10 100.00%
119.1
5000 ﬂ
91.0
390 650 7.40 7.60 7.80 8.00
bbb M 2070 7 134,05 39.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
7.40 7.60 7.80 8.00
91.0 m/z 91.05 17.74%
39.0 650
0 }\5\-‘0\‘\ T \“‘\ \“i‘\“{“u\““H‘i\‘wuw"\H“\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
7.40 7.60 7.80 8.00
5000 m/z 120.10 9.72%
150 390 65.0 o0
0 \m"\‘\\\“‘\w‘;‘\“;‘u\‘”‘\\‘\\“1‘”‘1“,‘\H“\‘mwm‘\m‘m‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17065: Benzene, 1,2,3,5-tetramethyl-
119.0 7.40 7.60 7.80 8.00
m/z 77.00 8.26%
5000
39.0 65.0 91.0
0 ‘H‘“"‘H‘u‘;““;“u““"“‘“‘1‘”‘1“,“H“‘“m‘uu‘mwm‘ R ERRAREREERS S
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00

8270-BF042222.M Thu Apr 28 17:10:46 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127954.D

Acqg On : 27 Apr 2022 19:27
Operator : CG\JU

Sample : N2482-08

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.881 9.75 ng 429205 Naphthalene-d8 8.216

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 94
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 94
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 92
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 91
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 90
Abundance Scan 951 (7.881 min): BF127954.D\data.ms (-945) (-) m/z 117.10 100.00%
117.1
5000 132.1
51.0 770 210 ‘ 7.60 7.80 8.00 8.20
b 370 b e Ml myz 132,05 38.84%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
i ol
5000 L L L I BN LR
1320 7.60 7.80 8.00 8.20
m/z 115.05 28.56%
39.0 65.0 91.0 ‘ ‘
0 \\‘Hi‘\‘HH“‘\\H}‘U\\\H‘UH‘\i‘\h‘\\H“HH‘WH‘HH‘\H‘“‘\‘H\‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16106: 3-Phenylbut-1-ene
117.0
7.60 7.80 8.00 8.20
5000 m/z 131.00 21.43%
91.0 132.0
wo s
0 H"H“‘H"“‘H}1‘”‘“‘1‘”‘ml“uu“mw‘:‘u‘mwmmmwu
m/z--> 20 30 40 50 60 70 80 90 100110120130140 M
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl- R REARAREEESEE L
117.0 7.60 7.80 8.00 8.20
m/z 91.05 15.49%
5000 132.0
39.0 65.0 91.0 ‘ ‘
0 \\‘2\\5(‘\0‘u\1“\\u}‘1‘\\\H‘HH‘u\‘1‘\\u“‘u\\‘Mm‘HH‘M‘UNMW
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 7.60 7.80 8.00 8.20

8270-BF042222.M Thu Apr 28 17:10:47 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127954.D

Acqg On : 27 Apr 2022 19:27
Operator : CG\JU

Sample : N2482-08

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.945  23.31 ng 1026140  Naphthalene-d8 8.216

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 91
3 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 87
Abundance Scan 962 (7.945 min): BF127954.D\data.ms (-958) (-) m/z 117.10 100.00%
1171
5000
132.1
. 750 ‘ ‘ 7.60 7.80 8.00 8.20
] R VI ‘H“ , ‘ b I okl m/z 132.05  34.89%
miz-> 20 40 60 100 120 140
Abundance #16149: Benzene, 2-ethenyl-l,4-d|methyl-
117.0
132.0 Aj\
5000 \‘\\\\‘\\\\‘\/\\\\"/\\\\\‘\
91.0 7.60 7.80 8.00 8.20
51.0 m/z 119.10  33.60%
27.0 | ‘ ‘
O\\\‘\\\\‘\\‘H"H‘\\“\’\\‘}\"H‘\\\"\‘U\‘\’\\
miz-> 20 40 80 100 120 140
Abundance #16106.3—PhenWbuP1—ene
117.0
7.60 7.80 8.00 8.20
5000 m/z 115.10 31.39%
91.0 132.0
390 650 ‘
‘ ‘ \‘H M‘ ‘M\ Ll \H H m‘\
e N |
miz--> 20 40 60 80 100 120 140
Abundance #16107: 1-Phenyl-1-butene
11v.0 7.60 7.80 8.00 8.20
m/z 91.10 20.09%
5000 132.0
91.0
51.0
w0 0 e | L
Ot el oty e Rl
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127954.D

Acqg On : 27 Apr 2022 19:27
Operator : CG\JU

Sample : N2482-08

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.386 16.65 ng 763229  Acenaphthene-di10 9.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 95
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 90
3 Hexestrol 270 C18H2202 000084-16-2 72
4 Hexestrol, 0O-(n-propyloxycarbonyl)- 356 C22H2804 1000487-65-1 64
5 4-Hydroxy-2-methylacetophenone 150 CSH1e02 000875-59-2 59

Abundance Scan 1207 (9.386 min): BF127954.D\data.ms (-1204) (-} m/z 135.05 100.00%

135.1
5000
T T
41.1 95.0 164.1 9.00 9.20 9.40 9.60 9.80
Ot e b L m/z 107.05  43.16%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #39631: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 ‘HH‘\AT\‘HH‘HH‘H
9.00 9.20 9.40 9.60 9.80
950 164.0 m/z 95.00 10.74%
41.0 ‘ w
OH\‘\‘\‘\\“‘\\‘\“\‘\‘\H“\\H‘N\‘\‘i‘\\\“\‘\\‘H‘HH‘HH‘HH‘HH‘\\H’HH’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #27474: Phenol, p-tert-butyl-
135.0
T R T
9.00 9.20 9.40 9.60 9.80
5000 ITI/Z 91.10 10.08%
41.0 95.0
0m“‘m"“m\‘m“"‘“MH“""“m‘uH‘mmm‘mmm,uu,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161261: Hexestrol T R
135.0 9.00 9.20 9.40 9.60 9.80
m/z 77.00 9.61%
5000
oL 430 1O | | 1650 2120  270C
T e e e e e RN ERNEE RS SN S
m/z--> 20 40 60 80 100120140160180200220240260 9.00 9.20 9.40 9.60 9.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127954.D

Acqg On : 27 Apr 2022 19:27
Operator : CG\JU

Sample : N2482-08

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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|
Cyclopentanone 4.463 21.0 ng 709665 1 6.934 677065 20.0
2-Pentanone, 4-... 5.175 20.5 ng 694006 1 6.934 677065 20.0
Benzene, 1,3-di... 5.816 481.8 ng 16309900 1 6.934 677065 20.0
Benzene, (1-met... 6.104 28.2 ng 953487 1 6.934 677065 20.0
Benzene, propyl- 6.392 57.3 ng 1938610 1 6.934 677065 20.0
Benzene, 1l-ethy... 6.469 208.2 ng 7049380 1 6.934 677065 20.0
Benzene, 1-ethy... 6.492 93.6 ng 3169570 1 6.934 677065 20.0
Mesitylene 6.622 135.5 ng 4586860 1 6.934 677065 20.0
Benzene, 1,2,3-... 6.769 316.4 ng 10711700 1 6.934 677065 20.0
2-Propanol, 1-(... 6.851 10.9 ng 368043 1 6.934 677065 20.0
Benzene, 1-ethy... 7.245 17.0 ng 574379 1 6.934 677065 20.0
Benzene, 2-ethy... 7.386 11.4 ng 385447 1 6.934 677065 20.0
Benzene, 1,2,4,... 7.722 10.4 ng 457957 2 8.216 880292 20.0
1H-Indene, 2,3-... 7.881 9.8 ng 429205 2 8.216 880292 20.0
Benzene, 2-ethe... 7.945 23.3 ng 1026140 2 8.216 880292 20.0
Phenol, 4-(1,1-... 9.386 16.6 ng 763229 3 9.969 916549 20.0
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