LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127960.D

Acqg On : 27 Apr 2022 22:18
Operator : CG\JU

Sample : N2482-11

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

Signal : TIC: BF127960.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.640 53 60 69 rVB4 27799 77204 1.97% 0.139%
2 3.746 242 248 254 rVB 47582 75610 1.04% 0.137%
3 4.046 294 299 304 rVB 1046922 1325296 18.31% 2.393%
4 4.457 365 369 376 rBV 365361 441297 6.10% ©.797%
5 4.875 435 440 444 rVB 186684 187660 2.59% 0.339%
6 5.163 484 489 495 rBV 151538 173049 2.39% 0.312%
7 5.428 529 534 538 rBV 4441267 4901768 67.71% 8.850%
8 5.551 547 555 558 rBV 4701764 7239346 100.00% 13.071%
9 5.787 591 595 598 rBV 2254682 1947269 26.90% 3.516%
10 6.104 645 649 652 rBV 678805 594135 8.21% 1.073%
11 6.392 694 698 701 rBV 1773684 1445157 19.96% 2.609%
12 6.451 705 708 711 rBV 181169 165182 2.28% 0.298%
13 6.487 711 714 717 rVB 1380783 1070628 14.79% 1.933%
14 6.528 717 721 723 rBV 1243835 1251910 17.29%  2.260%
15 6.545 723 724 732 rVB 957032 813496 11.24%  1.469%
16 6.616 732 736 739 rBV 1340129 1074067 14.84% 1.939%
17 6.728 751 755 756 rBV 214206 178753  2.47% 0.323%
18 6.757 756 760 763 rVB 5332619 5124265 70.78% 9.252%
19 6.851 773 776 780 rBV 229376 333780 4.61% 0.603%
20 6.928 786 789 792 rBV 708150 605411 8.36% 1.093%
21 6.987 795 799 802 rBV 2503040 2040241 28.18% 3.684%
22 7.110 817 820 823 rVB 1161654 904289 12.49% 1.633%
23 7.175 827 831 839 rVB2 436727 420420 5.81% 0.759%
24 7.245 839 843 845 rBV 518955 465579 6.43% 0.841%
25 7.263 845 846 852 rVB 121166 83971 1.16% ©0.152%
26 7.316 852 855 864 rVB 215474 228741 3.16% 0.413%
27 7.387 864 867 870 rBV 411599 405694 5.60% ©.733%
28 7.41e 870 871 875 rVB 281676 221695 3.06% 0.400%
29 7.463 875 880 882 rBV 1000221 912838 12.61% 1.648%
30 7.498 882 886 889 rVB 2560083 2555252 35.30% 4.614%
31 7.610 901 905 908 rVV 282905 244527  3.38% 0.442%
32 7.692 915 919 921 rBV 489288 394238 5.45% 0.712%
33 7.722 921 924 927 rVB 556051 452057 6.24% 0.816%
34 7.881 945 951 956 rBV 436517 377327 5.21% 0.681%
35 7.945 956 962 966 rBV 1000760 849055 11.73%  1.533%

36 8.210 998 1007 1009 rBV 885972 937081 12.94% 1.692%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127960.D

Acqg On : 27 Apr 2022 22:18
Operator : CG\JU

Sample : N2482-11

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-BF042222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.234 1009 1011 1017 rVB 1151333 992216 13.71% 1.792%
38 8.486 1038 1054 1060 rBV6 59190 156907 2.17% 0.283%
39 8.545 1060 1064 1069 rBV2 54715 77974 1.08% 0.141%
40 8.928 1125 1129 1131 rBV 230857 216578 2.99% 0.391%
41  9.022 1141 1145 1149 rVB 282643 255277 3.53% 0.461%
42 9.210 1172 1177 1180 rBV3 69158 116509 1.61% 0.210%
43 9.292 1185 1191 1194 rBV 3955359 3983451 55.03% 7.192%
44  9.386 1204 1207 1216 rVB 792161 933210 12.89% 1.685%
45  9.969 1300 1306 1309 rBV 1062488 931998 12.87% 1.683%
46 10.380 1372 1376 1380 rVB 183667 157827 2.18% 0.285%
47 10.675 1422 1426 1428 rBV 154705 139391 1.93% 0.252%
48 10.763 1436 1441 1444 rBV 2390035 2098335 28.99% 3.789%
49 11.463 1556 1560 1563 rBV 1007177 823646 11.38% 1.487%
50 13.051 1825 1830 1833 rBV 3283220 2820807 38.96% 5.093%
51 14.104 2006 2009 2018 rBV 541622 520932 7.20% 0.941%

52 15.615 2261 2266 2275 rBV2 491394 640756 8.85% 1.157%

Sum of corrected areas: 55384102
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127960.D

Acqg On : 27 Apr 2022 22:18
Operator : CG\JU

Sample : N2482-11

Misc

ALS vial : 16 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: BF127960.D\data.ms
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Abundance TIC: BF127960.D\data.ms
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Abundance TIC: BF127960.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127960.D

Acqg On : 27 Apr 2022 22:18
Operator : CG\JU

Sample : N2482-11

Misc

ALS vial : 16 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 14
R.T. EstConc Area Relative to ISTD R.T.
4.457 14.58 ng 441297 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone 84 C5H80 000120-92-3 90
2 2-Hexene 84 C6H12 000592-43-8 50
3 2(5H)-Furanone 84 C4H402 000497-23-4 47
4 2(3H)-Furanone 84 C4H402 020825-71-2 46
5 2H-Pyran, 3,4-dihydro- 84 C5H80 000110-87-2 42
Abundance Scan 369 (4.457 min): BF127960.D\data.ms (-365) (-) m/z 55.00 100.00%
55.0
5000 411 84.0 ﬁ
o ARARaREEREEEEARE
‘ ‘ . 4.20 4.40 4.60 4.80
OFrrrrrrperrr b epedhe  L90 h2040 /7 ga.e5  45.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1577: Cyclopentanone
55.0
28.0
5000 L B I L A BN L
41.0 84.0 4.20 4.40 4.60 4.80
m/z 41.10  39.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1638: 2-Hexene
55.0
4.20 4.40 4.60 4.80
42.0 m/z 56.10  31.46%
5000 84.0
29.0 69.0
obtso LWl
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1521: 2(5H)-Furanone R ERREEEESEY s
55.0 4.20 4.40 4.60 4.80
m/z 39.05 18.75%
84.0
5000
27.0 39.0 ‘
U N R SN NS—
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 : BF127960.D

Acqg On : 27 Apr 2022 22:18
Operator : CG\JU

Sample : N2482-11

Misc

ALS vial : 16 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 4 p-Xylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.787 64.33 ng 1947276  1,4-Dichlorobenzene-d4 6.928

Hit# of 4 Tentative ID MW MolForm CASH# Qual
1 p-Xylene 106 C8H10 000106-42-3 97
2 o-Xylene 106 C8H10 000095-47-6 97
3 Benzene, 1,3-dimethyl- 106 C8H1e 000108-38-3 97
4 Ethylbenzene 106 C8H1e 000100-41-4 91
Abundance Scan 595 (5.787 min): BF127960.D\data.ms (-591) (-) m/z 91.05 100.00%
91.0
5000 106.1

‘\\\\‘\\\\‘\\\\’\\\\‘\\

39.0 511 ggq 770 5.40 5.60 5.80 6.00 6.20
o"HH‘m“_‘HM‘wNH‘m“!MW“JWJWW_ m/z 106.05  42.84%

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

Abundance #5725: p-Xylene

91.0
106.0
5000 [T [T T[T T[T rrrrT

5.40 5.60 5.80 6.00 6.20
m/z 105.10 17.48%

39.0 51.0 65.0 77.0 ‘
P R
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5727: 0-Xylene
91.0 A
[T T T T T T
5.40 5.60 5.80 6.00 6.20
5000 106.0 m/z 77 .05 12.99%
7o 0 90 50 7
O\‘H\‘\‘\Hi‘\\H}1‘\\\‘1‘\\\‘H\1‘HH“EH\‘\‘M‘\‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5749: Benzene,l,3—dimethyl— L RN R R
91.0 5.40 5.60 5.80 6.00 6.20
m/z 51.10 10.71%
5000 106.0
39.0 77.
7o T s !
Ot e e el e et e e
m/z--> 20 30 40 50 60 70 80 90 100 110 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 : BF127960.D

Acqg On : 27 Apr 2022 22:18
Operator : CG\JU

Sample : N2482-11

Misc

ALS vial : 16 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-methylethyl)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.104 19.63 ng 594135 1,4-Dichlorobenzene-d4 6.928

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-4-methyl- 120 CO9H12 000622-96-8 80
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 72
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 64
Abundance Scan 649 (6.104 min): BF127960.D\data.ms (-645) (-) m/z 105.10 100.00%
105.1
5000 J\ ‘M
120.1 A |
77.0 e
51.0 | 910 ‘ 5.80 6.00 6.20 6.40
O 280 840 L W m/z 120,10 25.53%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10706: Benzene, (1-methylethyl)-
105.0
5000 \\‘\\\\‘\\\\‘\\\\‘\\\\{

5.80 6.00 6.20 6.40
120.0 m/z 77.80  16.08%

51.0
200 4 | M e
L | L
\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10710: Benzene, 1,2,3-trimethyl
105.0

5.80 6.00 6.20 6.40

o

5000 120.0 m/z 79.10 14.11%
39.0 6.0 770 910
0H“""2“5“‘0"HH\HH\‘U‘HHUH‘H“M‘HH“"H“M“H\‘w“‘\””“
m/z--> 10 20 30 40 50 60 70 80 90 100110120 A
Abundance #10727: Benzene, 1-ethyl-4-methyl- e ‘J,
105.0 5.80 6.00 6.20 6.40

m/z 103.10  10.65%

5000
120.0
79.0
90 80 || ee0 ||
(A NSNS S -G | R S

m/z--> 10 20 30 40 50 60 70 80 90 100 110120 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 : BF127960.D

Acqg On : 27 Apr 2022 22:18
Operator : CG\JU

Sample : N2482-11

Misc

ALS vial : 16 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, propyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.392 47.74 ng 1445160 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 94
2 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 78
3 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
4 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 78
5 1,2-Ethanediamine, N,N'-bis(phen... 240 C16H20N2 000140-28-3 72
Abundance Scan 698 (6.392 min): BF127960.D\data.ms (-694) (-) m/z 91.05 100.00%
91.0
5000
120.1
390 ©20 6.00 6.20 6.40 6.60 6.80
0 _‘H\wmu“w“_ul‘_m‘uMw,w,w,w m/z 120.10  21.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10702: Benzene, propyl-
91.0
5000 ‘\\/\\\‘\H\f‘\\'\)\\\ﬂw‘f\uu‘u
6.00 6.20 6.40 6.60 6.80
120.0 m/z 65.00 12.00%
39-0 65.0
0 ‘\‘\\\“‘\\“\\“\‘\\\“‘\\‘!\‘\‘\\\“\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #129554: Phenethylamine, N-benzyl-p-chloro-
91.0
120.0 6.00 6.20 6.40 6.60 6.80
5000 m/z 92.10 10.47%
0 , 4;'70‘ 65‘0 | “ I | 16\40
R M mamaa o
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #88774: N-Benzyl-2-phenethylamine
91.0 6.00 6.20 6.40 6.60 6.80
m/z 78.10 6.48%
120.0
5000
65.0
0 39.0 1 165.0 209.0
e e e e e B a ma
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : BF127960.D

Acqg On : 27 Apr 2022 22:18
Operator : CG\JU

Sample : N2482-11

Misc

ALS vial : 16 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, 1-ethyl-2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.487 35.37 ng 1070630 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Mesitylene 120 C9H12 000108-67-8 91
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 714 (6.487 min): BF127960.D\data.ms (-711) (-) m/z 105.10 100.00%
105.1
5000
iyl
 RAREERE R S R
77.0 91.0
301 eao "1 % ‘ 6.20 6.40 6.60 6.80
O bt et b i m/z 120010 29.08%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
1200 6.20 6.40 6.60 6.80
m/z 77.05 12.53%
77.0 91.0
0 \\’]\_E\;\.(\)’H\‘\’\\3\%‘.\0\H“\\\\6‘:\}"\-‘(\)\‘\\\m‘\\HH\\\‘\‘11\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10691: Mesitylene
105.0
120.0
6.20 6.40 6.60 6.80
5000 m/z 91.05 12.22%
39.0 77.0 91.0
I i Nl R [
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10728: Benzene, 1-ethyl-4-methyl-
105.0 6.20 6.40 6.60 6.80
m/z 79.05 9.80%
5000
120.0
77.0 91.0
ol 180 . B0 80 ol
m/z--> 10 20 30 40 50 60 70 80 90 100110 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 : BF127960.D

Acqg On : 27 Apr 2022 22:18
Operator : CG\JU

Sample : N2482-11

Misc

ALS vial : 16 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-4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.616 35.48 ng 1074070  1,4-Dichlorobenzene-d4 6.928

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 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 736 (6.616 min): BF127960.D\data.ms (-732) (-) m/z 105.05 100.00%
105.1
5000
120.1 J\ﬂ fk

AR

39.0 630 (1 9LO 6.20 6.40 6.60 6.80 7.00
oH_m_m‘HH‘mgmmw“1‘_”@‘“H_‘e“www‘ m/z 120.10  29.95%

m/z--> 10 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 91.05 12.84%
39.0 77.0 91.0
OH‘\\H‘\2\6\\?\\\\“‘\\Hi‘\‘ui‘e‘%\"\ow‘u\‘H‘HH“MH‘\Hl\‘u‘u“‘uu‘
m/z--> 10 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 77.10 12.56%
79.0 120.0
39.0 65.0 ‘ 920 |
Ot
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 7.00
m/z 79.10 11.65%
5000
120.0
77.0 91.0
0280 200 L 030 L L
m/z--> 10 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 17:13:52 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127960.D

Acqg On : 27 Apr 2022 22:18
Operator : CG\JU

Sample : N2482-11

Misc

ALS vial : 16 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 Mesitylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.757 169.28 ng 5124270 1,4-Dichlorobenzene-d4 6.928

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 C9H12 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 90
Abundance Scan 760 (6.757 min): BF127960.D\data.ms (-756) (-) m/z 105.10 100.00%
105.1
5000 120.1 J\ﬂ A /\
E  Eaman R
390 630 77"0 911 6.40 6.60 6.80 7.00
0 ",HH,HH,‘H‘Mm‘UeuH_m_HJ‘_Hw“m‘_‘s“wuu“mw m/z 120.05  39.42%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0
5000 120.0
6.40 6.60 6.80 7.00
770 m/z 77.05 14.53%
51.0 7 91.0
O \\’\\\\’\2\\7\.’0\\\\“\\\\i‘}‘\\}“Gﬂr\(\)‘\\\‘H‘\\\\“\\H‘\Ml\‘\\‘\‘\“‘\\\\‘\
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 12.21%
5000 120.0 /
39.0 77.0 910
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 10.79%
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 100110120 6.40 6.60 6.80 7.00

8270-BF042222.M Thu Apr 28 17:13:53 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127960.D

Acqg On : 27 Apr 2022 22:18
Operator : CG\JU

Sample : N2482-11

Misc

ALS vial : 16 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 10 2-Propanol, 1-(2-methoxypro... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.851 11.03 ng 333780 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxypropoxy)- 148 C7H1603 013429-07-7 78
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 72
3 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 64
4 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 64
5 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 64

Abundance Scan 776 (6.851 min): BF127960.D\data.ms (-773) (-) m/z 59.05 100.00%

59.0
5000 m
e e e
43,0 890 104.1 6.60 6.80 7.00 7.20
Obrrrrerrrrerrertlb ol 740 890 “H 1301 hy; 45.00  15.72%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #26715: 2-Propanol, 1-(2-methoxypropoxy)-
59.0
5000 L B I L L I BB L
6.60 6.80 7.00 7.20
m/z 43.05 11.14%
31.0 104.0
O H‘H\\‘H\\“‘HH‘m\‘\\‘\\\‘“\\\\?}\.\(\)‘\??"\()\H‘\‘H\’HH‘\:\L\?\’R-P\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17328: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0
FT T
6.60 6.80 7.00 7.20
5000 m/z 41.05 9.24%
1.
31.0 103.0
oL 150 750 119.0134.0
el T e T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17307: 1-Propanol, 2,2"-oxybis- R e A ARREERERS
59.0 6.60 6.80 7.00 7.20
m/z 73.05 9.19%
5000
31.0 103.0
0 15.0 1l ‘ | ‘H N 75.0
et e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.60 6.80 7.00 7.20

8270-BF042222.M Thu Apr 28 17:13:54 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127960.D

Acqg On : 27 Apr 2022 22:18
Operator : CG\JU

Sample : N2482-11

Misc

ALS vial : 16 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 3
R.T. EstConc Area Relative to ISTD R.T.
6.987 67.40 ng 2040240 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 799 (6.987 min): BF127960.D\data.ms (-795) (-) m/z 105.05 100.00%
105.1
5000
120.1
39.0 63.0 77‘-0 91.1 6.60 6.80 7.00 7.20 7.40
Obreprere et b ol myz 120,10 36.58%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0
5000 120.0 UL‘Auu‘uu‘uu,uu‘u
6.60 6.80 7.00 7.20 7.40
39.0 77.0 910 m/z 76.95 13.44%
63.0 ‘ ’
O \\’\\\\’2\5\.‘(\)’\\\H‘HHH“\H‘MH\\‘\i\M‘HH“‘}H\‘\Ml\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0
6.60 6.80 7.00 7.20 7.40
5000 120.0 m/z 91.10 10.89%
28.0 77.0 910
O N PR T SOV N
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0 6.60 6.80 7.00 7.20 7.40
m/z 79.05 9.33%
5000
120.0
39.0 77.0 91.0
Obregrrre 280 ittt b el e
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 6.60 6.80 7.00 7.20 7.40

8270-BF042222.M Thu Apr 28 17:13:54 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127960.D

Acqg On : 27 Apr 2022 22:18
Operator : CG\JU

Sample : N2482-11

Misc

ALS vial : 16 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 Indane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.110  29.87 ng 904289 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 94
2 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 80
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 60
4 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 53
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 49

Abundance Scan 820 (7.110 min): BF127960.D\data.ms (-817) (-) m/z 117.10 100.00%

1171
5000
91.0
39.0 63.0 770 ‘ 6.80 7.00 7.20 7.40
Ol et b i b 2OEL L myz 128,10 53.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10181: Indane
117.0
5000 \J\\‘uu‘uu,uu‘/\(\u‘
6.80 7.00 7.20 7.40
m/z 115.05 35.11%
39.0 63.0 91.0
OH‘HH‘H\‘-\(‘)HH“.\H\i‘\HM}‘\‘\\‘\7\7{(‘)\\\\“‘\\\\].‘9\4.\.\0‘\\!\“\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0
6.80 7.00 7.20 7.40
m/z 91.05 17.64%
5000 91.0
39.0 . 65.0 78.0
O 280, 92O T T a0a0 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0 6.80 7.00 7.20 7.40
m/z 63.00 8.85%
5000
91.0
39.0
58.0 77.0
0289 bl 2980
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40

8270-BF042222.M Thu Apr 28 17:13:55 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127960.D

Acqg On : 27 Apr 2022 22:18
Operator : CG\JU

Sample : N2482-11

Misc

ALS vial : 16 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, 1,3-diethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.175 13.89 ng 420420 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C1oH14 000141-93-5 96
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 95
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 95
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 91
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 83
Abundance Scan 831 (7.175 min): BF127960.D\data.ms (-827) (-) m/z 105.10 100.00%
105.1
5000 134.1
771 R R EEEE R e a s
51.0 ‘ 6.80 7.00 7.20 7.40
Obrrrrrrreepreebreir el el b myz 119.10 98.48%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17034: Benzene, 1,3-diethyl-
119.0
5000 134.0
6.80 7.00 7.20 7.40
91.0 m/z 134.05 46.72%
39.0 65.0 ‘ ‘
O \\‘H\\‘\\\‘\“H\\"‘HHi‘“\\\’H‘H‘\HU‘HH’\\H‘\‘H\’\\‘\‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
6.80 7.00 7.20 7.40
5000 134.0 m/z 91.85 29.89%
91.0
65.0
1 T P 1
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
119.0 6.80 7.00 7.20 7.40
m/z 77.10 19.02%
5000 134.0
91.0
41.0 65.0
Qb 280 i e M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40

8270-BF042222.M Thu Apr 28 17:13:56 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127960.D

Acqg On : 27 Apr 2022 22:18
Operator : CG\JU

Sample : N2482-11

Misc

ALS vial : 16 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 14 Benzene, 1,2-diethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.245 15.38 ng 465579  1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 97
2 Benzene, 1,2-diethyl- 134 C1leH14 000135-01-3 97
3 Benzene, 1,4-diethyl- 134 CleH14 000105-05-5 95
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 94
Abundance Scan 843 (7.245 min): BF127960.D\data.ms (-839) (-) m/z 119.10 100.00%
119.1
5000 91.0 134.1 ”
39.0 65.0 ‘ 7.00 7.20 7.40 7.60
Obrrereprrrereeerseier el el bz 105,10 68.75%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17034: Benzene, 1,3-diethyl-
119.0
5000 1340 \\\\‘\\\\AT\\\\‘\\\\’\\\
7.00 7.20 7.40 7.60
91.0 m/z 134.05 47.51%
39.0 65.0 ‘
0 \\’\\\\‘\H‘\“\\H“‘\H\i‘“u”\‘\‘i‘u‘H\‘U‘\H\“M\\‘1”!\‘Hwiluu‘u‘u‘\u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
7.00 7.20 7.40 7.60
5000 134.0 m/z 91.85 44.67%
91.0
39.0 65.0
LTy O Y O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
119.0 7.00 7.20 7.40 7.60
m/z 77.05 17.55%
5000 134.0
91.0
41.0 65.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.00 7.20 7.40 7.60

8270-BF042222.M Thu Apr 28 17:13:57 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127960.D

Acqg On : 27 Apr 2022 22:18
Operator : CG\JU

Sample : N2482-11

Misc

ALS vial : 16 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, 2-ethyl-1,4-dimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
7.387 13.40 ng 405694  1,4-Dichlorobenzene-d4 6.928
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 (7.387 min): BF127960.D\data.ms (-864) (-) m/z 119.05 100.00%
119.1
5000
134.1
91.1
39.1 65.0 ‘ | 7.00 7.20 7.40 7.60 7.80
0\\‘u\\‘u\\‘u\\“‘u\\i‘m\\‘\‘1‘1\‘\u‘\”‘\uw‘1u\‘1‘1\‘\‘u‘c‘c“\m‘u‘u‘m m/z 134.05 31.49%
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 91.10  20.95%
39.0 65.0 ‘
OH‘:LHS\'\O‘H\‘\‘H\\“‘H\\NU\H‘i“\‘\\‘HiU‘\H\“1‘\\\HH‘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 105.10 14.39%
91.0 134.0
39.0 65.0 ‘
0‘“1”5(‘0‘”m‘m““H‘q‘m"‘“\“"‘H‘l“‘Hw‘1H"1‘1‘1‘W‘MHHMH_H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: 0o-Cymene
119.0 7.00 7.20 7.40 7.60 7.80
m/z 77.05 11.46%
5000
134.0
91.0
41.0 65.0 ‘
0H‘HH‘H\‘\‘HH“‘H\\“H\w‘\‘\‘\\‘\HM“\H\‘1‘\\\‘\W\\‘Hw?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 17:13:58 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127960.D

Acqg On : 27 Apr 2022 22:18
Operator : CG\JU

Sample : N2482-11

Misc

ALS vial : 16 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 16 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
7.692 8.41 ng 394238 Naphthalene-d8 8.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1loH14 000488-23-3 95
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 91
Abundance Scan 919 (7.692 min): BF127960.D\data.ms (-915) (-) m/z 119.10 100.00%
119.1
5000 134.1 q
91.0
390 650 7.40 7.60 7.80 8.00
O bbbt et il i m/z 134,05 41.10%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0
7.40 7.60 7.80 8.00
91.0 m/z 91.05 18.92%
65.0
O H‘:L\?HO‘H\‘\‘HH"‘HH“\‘H\’\‘\‘\\‘\H‘\‘H\\"\\H‘\‘\‘H’H‘\‘\lHH‘\‘\‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
134.0 7.40 7.60 7.80 8.00
5000 ’ m/z 120.10 9.77%
91.0
\ e 630 | | O T
Ot et et e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 J\“
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- A e R R
119.0 7.40 7.60 7.80 8.00
m/z 77.00 8.98%
5000 134.0
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.40 7.60 7.80 8.00

8270-BF042222.M Thu Apr 28 17:13:59 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127960.D

Acqg On : 27 Apr 2022 22:18
Operator : CG\JU

Sample : N2482-11

Misc

ALS vial : 16 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, 1,2,3,5-tetramethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
7.722 9.65 ng 452057 Naphthalene-d8 8.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94
Abundance Scan 924 (7.722 min): BF127960.D\data.ms (-921) (-) m/z 119.10 100.00%
119.1
5000 134.1 W ﬁ N
91.0
390  65.0 7.40 7.60 7.80 8.00
Obrerrrrperrprreseee g ool m/z 134,05 39.65%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0
7.40 7.60 7.80 8.00
91.0 m/z 91.05 17.32%
39.0 65.0
0 H‘l\?\.\()‘\H‘\‘HH“‘\\Hi‘i‘\H’\‘M\‘\H‘“‘\H\“MH‘\WH‘\\w\l\\\\’\‘\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
134.0 7.40 7.60 7.80 8.00
5000 ' m/z 120.10 9.75%
91.0
Mo eso |
Ot el e
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 JL A jl
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- R ARARmES SR
119.0 7.40 7.60 7.80 8.00
m/z 77.05 8.73%
5000 1340
91.0
15.0 39.0 65.0 ‘
0 \\‘\\‘\\‘\H‘\‘H\\“‘\\Hi‘?‘\H’\mu‘\HM“\\\\‘\H\‘\W\\‘H‘mluu’\‘\‘u‘\u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127960.D

Acqg On : 27 Apr 2022 22:18
Operator : CG\JU

Sample : N2482-11

Misc

ALS vial : 16 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 Benzene, 1-ethenyl-4-ethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.881 8.05 ng 377327 Naphthalene-d8 8.210

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 92
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C1OH12 000824-22-6 90
4 3-Phenylbut-1-ene 132 C1OH12 000934-10-1 90
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 83
Abundance Scan 951 (7.881 min): BF127960.D\data.ms (-945) (-) m/z 117.10 100.00%
1171
5000 1321 ﬂ
51.0 750 91"0 ‘ 7.60 7.80 8.00 8.20
Obrrerreprrerperte et P2 ke Ml myz 132,05 38.64%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
11y7.0
5000
1320 7.60 7.80 8.00 8.20
o 91.0 m/z 115.10 28.11%
0H‘\\H‘%Z\.‘()HH“\\\\i‘\.\\\‘\‘{‘\\7\4\'.\9‘\\\\“‘\\\\‘M‘H’HH‘\H}“‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
7.60 7.80 8.00 8.20
5000 132.0 m/z 131.00 20.72%
390 50 910 ‘ ‘
0\\‘\\\\‘\ﬂ\‘\\u‘“\\\\}‘1‘”\‘1‘“\\‘\\\‘1‘\\\w‘\u\‘Mu\,HH‘M‘WMW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 7.60 7.80 8.00 8.20
m/z 91.05 15.73%
5000 132.0
390  gsg 910 ‘ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 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 : BF127960.D

Acqg On : 27 Apr 2022 22:18
Operator : CG\JU

Sample : N2482-11

Misc

ALS vial : 16 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 19 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.945 18.12 ng 849055 Naphthalene-d8 8.210

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 95
3 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 93
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 92
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 89
Abundance Scan 962 (7.945 min): BF127960.D\data.ms (-956) (-) m/z 117.10 100.00%
1171
5000
132.1
91.0
39.0 65.0 ‘ ‘ ‘ 7.60 7.80 8.00 8.20
O ““M“WM‘MH‘uJM“W ‘NU“AU‘W“W“‘ m/z 119.10  45.64%
miz--> 20 40 60 80 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0
5000
91.0 7.60 7.80 8.00 8.20
51.0 m/z 132.05 35.97%
27.0 ' ‘ ‘
Ot T \‘\ T \“i‘\ \“U \““H \7\4“.18‘ it “H‘\ T \" \‘U \‘\ T
miz-> 20 40 60 80 100 120 140
Abundance #16113: 2,4-Dimethylstyrene
117.0
132.0 7.60 7.80 8.00 8.20
5000 m/z 115.10 31.37%
91.0
39.0
‘ 63.0
15.0
0 “‘,‘“‘ Hw‘ﬂh‘qmy‘”h“ﬂl“WM ‘MU‘WWu“
miz--> 20 40 60 80 100 120 140
Abundance #16150: Benzene, 2-ethenyl-1,3-dimethyl-
117.0132.0 7.60 7.80 8.00 8.20
m/z 91.05 22.72%
5000
91.0
51.0 66.0 ‘
S L R O YR N Y
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 : BF127960.D

Acqg On : 27 Apr 2022 22:18
Operator : CG\JU

Sample : N2482-11

Misc

ALS vial : 16 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 20 Phenol, 4-(1,1-dimethylprop... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.386 20.03 ng 933210  Acenaphthene-di1e 9.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 91
2 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 90
3 Phenol, m-tert-butyl- 150 C1@H140 000585-34-2 72
4 Hexestrol 270 C18H2202 000084-16-2 72
5 4,4'-(1,2-diethylethylene)diphenol 270 C18H2202 005635-50-7 72

Abundance Scan 1207 (9.386 min): BF127960.D\data.ms (-1204) (-)  m/z 135.05 100.00%

135.1
5000 107.1
R
411 77.0 164.1 9.00 9.20 9.40 9.60 9.80
bl b b 1929 7 107,10 45.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39630: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000
107.0 9.00 9.20 9.40 9.60 9.80
m/z 95.10 10.43%
410  77.0 164.0
O \\\‘\\\\“‘\\\‘\‘\‘\\\“\\‘\‘\‘\}\\‘\\\\“\\‘\\‘\‘\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27481: Phenol, p-tert-butyl-
135.0
P T
900920940960980
107.0
77.0
s 0O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27477: Phenol, m-tert-butyl-
135.0 9.00 9.20 9.40 9.60 9.80
m/z 136.00 9.86%
5000
107.0
41.0
77 0
0150 | | ! -

m/z--> 20 40 60 80 100 120 140 160 180 200 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 : BF127960.D

Acqg On : 27 Apr 2022 22:18
Operator : CG\JU

Sample : N2482-11

Misc :

ALS Vvial : 16 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 4.457 14.6 ng 441297 1 6.928 605411 20.0
p-Xylene 5.787 64.3 ng 1947270 1 6.928 605411 20.0
Benzene, (1-met... 6.104 19.6 ng 594135 1 6.928 605411 20.0
Benzene, propyl- 6.392 47.7 ng 1445160 1 6.928 605411 20.0
Benzene, 1-ethy... 6.487 35.4 ng 1070630 1 6.928 605411 20.0
Benzene, 1l-ethy... 6.616 35.5 ng 1074070 1 6.928 605411 20.0
Mesitylene 6.757 169.3 ng 5124276 1 6.928 605411 20.0
2-Propanol, 1-(... 6.851 11.0 ng 333780 1 6.928 605411 20.0
Benzene, 1,2,3-... 6.987 67.4 ng 2040240 1 6.928 605411 20.0
Indane 7.110 29.9 ng 904289 1 6.928 605411 20.0
Benzene, 1,3-di. 7.175 13.9 ng 420420 1 6.928 605411 20.0
Benzene, 1,2-di. 7.245 15.4 ng 465579 1 6.928 605411 20.0
Benzene, 2-ethy. 7.387 13.4 ng 405694 1 6.928 605411 20.0
Benzene, 1,2,4,. 7.692 8.4 ng 394238 2 8.210 937081 20.0
Benzene, 1,2,3,. 7.722 9.7 ng 452057 2 8.210 937081 20.0
Benzene, 1-ethe 7.881 8.1 ng 377327 2 8.210 937081 20.0
Benzene, 2-ethe... 7.945 18.1 ng 849055 2 8.210 937081 20.0
Phenol, 4-(1,1-... 9.386 20.0 ng 933210 3  9.969 931998 20.0
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