LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128382.D

Acqg On : 21 May 2022 00:04
Operator : CG\JU

Sample : N2943-18

Misc :

ALS Vvial : 17 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-BF052022.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128382.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.499 30 36 46 rVB3 266724 691622  2.55% 0.393%
2 2.722 66 74 83 rVB3 175208 410650 1.52% 0.233%
3 2.987 114 119 127 rVB 384095 713616 2.63% 0.405%
4 3.604 218 224 230 rVWW 373299 607305 2.24%  0.345%
5 3.687 230 238 248 rVvVv3 185698 393447 1.45% 0.223%
6 3.928 273 279 284 rVWV 2243527 3281556 12.11% 1.862%
7 3.981 284 288 292 rVWW 437701 579635 2.14% 0.329%
8 4.369 348 354 358 rBV 571778 766250 2.83% 0.435%
9 4.451 363 368 372 rVV 565092 712833 2.63% 0.405%
10 4.604 387 394 399 rBv2 328119 446416 1.65% 0.253%
11 5.363 514 523 526 rBV 7638071 13271835 48.97% 7.533%
12 5.493 533 545 550 rBV 8582389 27102553 100.00% 15.382%
13 5.728 578 585 588 rBV 6820537 9243237 34.10% 5.246%
14 6.028 631 636 639 rBV 1571708 1507744 5.56% 0.856%
15 6.316 681 685 689 rVB 2863486 2964187 10.94% 1.682%
16 6.392 692 698 700 rBV 5937373 7705854 28.43% 4.374%
17 6.422 700 703 706 rVB 5282825 5185796 19.13% @ 2.943%
18 6.469 706 711 714 rVB 4092306 4253532 15.69% 2.414%
19 6.504 714 717 720 rBV 918774 808712 2.98% 0.459%
20 6.551 720 725 728 rVB 5608389 5864103 21.64%  3.328%
21 6.710 740 752 754 rBV 8053510 15628983 57.67% 8.870%
22 6.863 774 778 780 rBV 648408 584781 2.16% 0.332%
23  6.887 780 782 784 rVW 424130 440477 1.63% 0.250%
24  6.928 784 789 792 rVV 5494116 6702877 24.73%  3.804%
25 7.045 804 809 812 rVB 5392955 5732834 21.15% 3.254%
26 7.098 815 818 820 rVV 1154440 1087761 4.01% 0.617%
27 7.128 820 823 827 rVB2 1362482 1401043 5.17% 0.795%
28 7.175 827 831 833 rBV 2240113 2140437 7.90% 1.215%
29 7.245 839 843 846 rBvV 991775 808993 2.98% 0.459%
30 7.316 851 855 857 rBV 1604501 1572594 5.80% ©0.893%
31 7.345 857 860 863 rVB 1350862 1286067 4.75% 0.730%
32 7.392 863 868 870 rBV 3182183 3185364 11.75% 1.808%
33 7.428 870 874 878 rVB2 3141576 3640011 13.43% 2.066%
34 7.534 889 892 895 rBV 994967 932446 3.44% 0.529%
35 7.622 900 907 909 rBV 1861257 1720162 6.35% 0.976%

36 7.651 909 912 915 rVB 2585118 2182718 8.05% 1.239%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128382.D

Acqg On : 21 May 2022 00:04
Operator : CG\JU

Sample : N2943-18

Misc :

ALS Vvial : 17 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-BF052022.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.810 932 939 944 rVB 2152336 2331978 8.60% 1.324%
38 7.881 944 951 956 rBV 4026480 4820394 17.79% 2.736%
39 7.928 956 959 965 rvv4 378811 763614 2.82% 0.433%
40 7.981 965 968 970 rw 827136 750498 2.77% 0.426%
41  8.134 987 994 995 rVV2 924468 1304885 4.81% 0.741%
42 8.175 995 1001 1005 rVB 5526936 8108621 29.92% 4.602%
43  8.216 1005 1008 1012 rVB2 651289 598267 2.21%  0.340%
44  8.410 1039 1041 1047 rVB 481030 503402 1.86% 0.286%
45  8.522 1051 1060 1064 rVB 637226 629300 2.32% 0.357%
46 8.604 1071 1074 1078 rBV2 448473 436050 1.61% 0.247%
47  8.639 1078 1080 1085 rVB2 529493 497219 1.83% 0.282%
48 8.722 1092 1094 1100 rBV3 312284 419851 1.55% ©.238%
49 8.798 1104 1107 1111 rVB2 306366 366427 1.35% 0.208%
50 8.857 1111 1117 1120 rBV 3360014 3471465 12.81% 1.970%
51 8.957 1129 1134 1137 rVB 2888210 2586423 9.54% 1.468%
52 9.216 1173 1178 1181 rVB 3247403 2974711 10.98% 1.688%
53 9.316 1191 1195 1197 rBv2 285710 277645 1.02% 0.158%
54 9.410 1209 1211 1216 rVV 324608 347353  1.28% 0.197%
55 9.486 1219 1224 1227 rVV3 644291 884779 3.26% 0.502%
56 9.551 1232 1235 1238 rVV 897898 972813 3.59% 0.552%
57 9.581 1238 1240 1244 rVB 629708 522159 1.93% 0.296%
58 9.675 1252 1256 1261 rVB 371863 469929 1.73% 0.267%
59 9.898 1289 1294 1298 rBV 988364 897026 3.31% 0.509%
60 10.692 1425 1429 1433 rBV 1964199 1756791 6.48% 0.997%
61 11.392 1544 1548 1550 rBV 797068 685076  2.53% 0.389%
62 12.980 1813 1818 1821 rBV 2256492 2179937 8.04% 1.237%
63 14.039 1994 1998 2002 rVB 574619 496257 1.83% 0.282%
64 15.527 2246 2251 2262 rVB 449421 580796 2.14% 0.330%

Sum of corrected areas: 176192097
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128382.D

Acqg On : 21 May 2022 00:04
Operator : CG\JU

Sample : N2943-18

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF128382.D\data.ms

5.493 6.710
8000000 5.36

7000000 5.728
6.39

6000000

64§f51 6.92845

5000000

469

4000000

3000000 6.3
3.928
2000000 6.028

1000000
4.26%
2.499 707 2-987 3.604g; 9981 4604 EX:

o

\ 1
Time--> 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF128382.D\data.ms

8000000
7000000
6000000{ g 475
5000000
4000000
3000000
12.980
2000000

1000000

R ‘<4 LA = : _— S —= s s — =
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF128382.D\data.ms

8000000

7000000
6000000
5000000
4000000
3000000
2000000

1000000 14.039

15.527
A

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128382.D

Acqg On : 21 May 2022 00:04
Operator : CG\JU

Sample : N2943-18

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 Benzene, (1-methylethyl)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.028 51.57 ng 15077460  1,4-Dichlorobenzene-d4 6.863

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 Mesitylene 120 C9H12 000108-67-8 86
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 83
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 80
Abundance Scan 636 (6.028 min): BF128382.D\data.ms (-631) (-) m/z 105.10 100.00%
105.1
5000 Mﬂ
120.1 /\ JL
77.0 A REmmmEEEEEEEE R
51.0 | o10 5.80 6.00 6.20 6.40
Ot S el b m/z 126,10 25.07%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10706: Benzene, (1-methylethyl)-
105.0
5.80 6.00 6.20 6.40
120.0 o
510 770 m/z 77.05 16.80%
27.0 ‘ H 91.0
0H‘\H\‘\H‘\‘HH“‘HHi}\H‘\‘\‘H‘H\l‘\\H“\H\‘\‘{1\‘\\\\“\\\\‘\\

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

Abundance #10710: Benzene, 1,2,3-trimethyl-

105.0 JL
R A REEAL LN
5.80 6.00 6.20 6.40

5000 120.0 m/z 79.10 14.81%
39.0
77.0
63.0 ‘ 91.0
b 258 i ol bl il

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

Abundance #10692: Mesitylene ARRAREESEELS S

105.0 5.80 6.00 6.20 6.40
m/z 103.10 11.60%

5000 120.0
51.0 770 910 J\
0 27.0 | I ‘\\ | Ll H‘\ A

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.80 6.00 6.20 6.40

8270-BF052022.M Mon May 23 17:14:35 2022 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128382.D

Acqg On : 21 May 2022 00:04
Operator : CG\JU

Sample : N2943-18

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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, propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.316 101.38 ng 2964190 1,4-Dichlorobenzene-d4 6.863

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 78
3 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
4 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 78
5 1-(Benzylamino)propan-2-ol 165 C10H15NO 1000486-84-7 72
Abundance Scan 685 (6.316 min): BF128382.D\data.ms (-681) (-) m/z 91.05 100.00%
91.0
5000
120.1
391 620 6.00 6.20 6.40 6.60
0 H‘_H‘wwu“m“‘H‘MuH‘mH_m,w,w,w m/z 120.10  21.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10702: Benzene, propyl-
91.0
5000
6.00 6.20 6.40 6.60
120.0 m/z 65.05 13.16%
39-0 65.0
0 \\\‘\‘\\\“‘\\“1\“\\\\“‘\\‘\\‘\‘\\\“\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28981: Ethanol, 2-[(phenylmethyl)amino]-
91.0
R ARAWEREEEEE
6.00 6.20 6.40 6.60
5000 m/z 92.10 11.31%
120.0
65.0
150 390 | | 1510
R A o e e A AR AR
m/z--> 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
m/z 78.05 6.92%
120.0
5000
65.0
0 390 165.0 209.0
A e B R
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128382.D

Acqg On : 21 May 2022 00:04
Operator : CG\JU

Sample : N2943-18

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.392 263.55 ng 7705850  1,4-Dichlorobenzene-d4 6.863

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 Mesitylene 120 C9H12 000108-67-8 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 698 (6.392 min): BF128382.D\data.ms (-692) (-) m/z 105.05 100.00%
105.1
5000
120.1
390 631 77"0 91"0 6.00 6.20 6.40 6.60 6.80
Oberreeprerr e el i m/z 120.05  31.35%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 6.00 6.20 6.40 6.60 6.80
m/z 91.05 15.37%
39.0 77.0 91.0
OH’H\\’2\\5\.‘9‘\\\\“‘\H\i‘{‘uﬁ%\"\ow‘\H‘H‘HH“M\\‘\‘11\‘\\‘\\“‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 77.05 15.11%
120.0
77.0 91.0
0 18.0 1 39.‘0 (‘33\0 | ‘\ M‘ i
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10695: Mesitylene
105.0 6.00 6.20 6.40 6.60 6.80
m/z 79.05 11.99%
120.0
5000
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 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\BF052022\
Data File : BF128382.D

Acqg On : 21 May 2022 00:04
Operator : CG\JU

Sample : N2943-18

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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-4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.422 177.36 ng 5185800 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 93
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 703 (6.422 min): BF128382.D\data.ms (-700) (-) m/z 105.10 100.00%
105.1
5000
120.1
301 630 77"1 91‘-1 6.00 6.20 6.40 6.60 6.80

oH_m_mwH‘,mm‘,mmm‘_Hu‘mw‘slww‘mW m/z 120.10  28.42%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #10727: Benzene, 1-ethyl-4-methyl-

105.0
5000
6.00 6.20 6.40 6.60 6.80
120.0 9
79.0 m/z 77.10 15.03%
39.0 65.0 92.0
OH‘\H\‘H\‘\‘HH"‘HH“\H\’\‘\‘H‘\HH‘\\H‘?MH‘\M1\‘\\‘\‘\“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 6.00 6.20 6.40 6.60 6.80
5000 m/z 91.10 14.06%
39.0 77.0 91.0
e R S P  OYARS Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10695: Mesitylene
105.0 6.00 6.20 6.40 6.60 6.80
m/z 79.10 11.81%
120.0
5000
39.0 77.0 91.0
0H“m‘m"wuH‘,Mmi‘wu\??f‘?mm“‘m“mw‘:H‘HH‘““HH“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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\BF052022\
Data File : BF128382.D

Acqg On : 21 May 2022 00:04
Operator : CG\JU

Sample : N2943-18

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 Mesitylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.710 534.52 ng 15629000 1,4-Dichlorobenzene-d4 6.863

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 97
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 91
Abundance Scan 752 (6.710 min): BF128382.D\data.ms (-740) (-) m/z 105.05 100.00%
105.1
5000 120.1
391 gaq 10 91‘-0 6.40 6.60 6.80 7.00

oH_m_Hwm‘MmHMeu‘mm_HJ“mn‘hH_‘m‘wm“mw m/z 120.10  44.63%

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 15.03%
51.0 7 91.0
O\\‘\\\\‘\2\\7\.‘0\\\\“\\\\i‘}‘\\}“Gﬂ.‘.\(\)‘\\\‘U‘\\H“\\H‘\Ml\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 6.40 6.60 6.80 7.00
5000 m/z 91.05 13.37%
39.0 77.0 91.0
e A AR~ N R
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 119.05 12.70%
120.0
5000
77.0 91.0
o150 380°%0640 | 7 | ||
R A B RN AT A e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128382.D

Acqg On : 21 May 2022 00:04

Operator : CG\JU

Sample : N2943-18

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 9 Benzene, 1,2,3-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
6.928 229.24 ng 6702880 1,4-Dichlorobenzene-d4 6.863
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 97
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 789 (6.928 min): BF128382.D\data.ms (-784) (-) m/z 105.10 100.00%
105.1
5000 120.1
391 ggo ot 9Ll 6.60 6.80 7.00 7.20
0“_H‘_H‘_kuuqWHmew‘Hmu‘qh‘wﬁjwuwhu‘wuu m/z 120.10 38.14%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
5000 120.0
6.60 6.80 7.00 7.20
770 m/z 77.10 14.37%
51.0 " 91.0
O H‘H\\‘%\7\.‘()\\\\“HHH}‘H}"\‘\‘H‘\H‘U‘HH“H\\‘\‘}1\’\\‘\‘\“‘\\\\‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
6.60 6.80 7.00 7.20
m/z 91.10 11.98%
5000 120.0 /
39.0 77.0 91.0
0 H%‘5(9““1‘””‘“”"{‘1““6,1“"9_”‘1“”H“m““‘!‘,Hw“‘mWm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 6.60 6.80 7.00 7.20
m/z 79.10 10.06%
5000 120.0
28.0 77.0 91.0
51.0 :
0 “‘1‘4;&9‘m‘!_‘H‘pm‘Hm,;mmmwH“‘mW‘H‘,m“m‘_m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 6.80 7.00 7.20

8270-BF052022.M Mon May 23 17:14:39 2022

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128382.D

Acqg On : 21 May 2022 00:04
Operator : CG\JU

Sample : N2943-18

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 Indane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.045 196.07 ng 5732830 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 87
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 74
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 72
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 64
Abundance Scan 809 (7.045 min): BF128382.D\data.ms (-804) (-) m/z 117.10 100.00%
1171
5000
91.1
30.1 630 . ‘ 6.80 7.00 7.20 7.40
O prrreprrrr el bl m/z 118,05 56.55%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10179: Indane
117.0
5000 \\\\‘\\\\‘\\\\‘\\\\A’/\\\\
6.80 7.00 7.20 7.40
390 &g 91.0 m/z 115.05 36.61%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10192: Benzene, 2-propenyl-
117.0
6.80 7.00 7.20 7.40
m/z 91.10 20.43%
5000 910 /
39.0 65.0
PSSO . ) O Y30
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0 6.80 7.00 7.20 7.40
m/z 63.05 10.39%
5000
91.0
39.0
58.0 77.0
Obrregrrre 280 bkl bt 2940
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 6.80 7.00 7.20 7.40

8270-BF052022.M Mon May 23 17:14:40 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128382.D

Acqg On : 21 May 2022 00:04
Operator : CG\JU

Sample : N2943-18

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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, 1,3-diethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.098 37.20 ng 1087760  1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 96
2 Benzene, 1,4-diethyl- 134 C1leH14 000105-05-5 95
3 Benzene, 1,2-diethyl- 134 CleH14 000135-01-3 94
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 87
5 1,3,8-p-Menthatriene 134 C1eH14 018368-95-1 83
Abundance Scan 818 (7.098 min): BF128382.D\data.ms (-815) (-) m/z 105.10 100.00%
105.
5000 134.1
77.0
51.0 ‘ 6.80 7.00 7.20 7.40
Obrrrrerrrerpreedberi e Al b myz 119.05  96.56%
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 43.96%
39.0 65.0 ‘ ‘
0 \\‘\H\‘\H‘\“H\\“‘\\Hi‘“\\‘i’\‘i‘u‘\HU‘\H\‘HH\‘N!\‘Hwiluu’u‘u‘\u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17027: Benzene, 1,4-diethyl-
119.0
6.80 7.00 7.20 7.40
5000 134.0 m/z 91.05  31.33%
91.0
41.0
050 b hreramiorriresibrespllerblereepdrerr
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
m/z 77.00  19.90%
5000 134.0
91.0
39.0 65.0
LTy N P |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40

8270-BF052022.M Mon May 23 17:14:41 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128382.D

Acqg On : 21 May 2022 00:04
Operator : CG\JU

Sample : N2943-18

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 Benzene, 1-methyl-3-propyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.128 47.92 ng 1401040 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 91
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 91
3 Benzene, 1-methyl-2-propyl- 134 C1eH14 001074-17-5 91
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 87
5 2-Tolyloxirane 134 C9H1e0 002783-26-8 87
Abundance Scan 823 (7.128 min): BF128382.D\data.ms (-820) (-) m/z 105.10 100.00%
105.1
5000
134.1 “AM‘/\‘,
391 77.0 | ‘ 6.80 7.00 7.20 7.40
Ot 829 WL myz 134,05 21.39%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0
5000
6.80 7.00 7.20 7.40
134.0 m/z 106.10  14.26%
39.0 77.0
O\\‘H\\‘H\‘\‘H\\“‘H\\‘\?\'\o‘\‘\‘\\‘\H‘M‘\H\‘HH\‘\”!\‘H‘\‘\“HH‘H‘H‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
6.80 7.00 7.20 7.40
5000 m/z 77.05 13.13%

134.0

510 77.0
reprerrri e forrepe et eerefbere bbb
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17050: Benzene, 1-methyl-2-propyl-
5.0

10 6.80 7.00 7.20 7.40
m/z 91.10 10.35%

o

5000
134.0

77.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40

8270-BF052022.M Mon May 23 17:14:41 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128382.D

Acqg On : 21 May 2022 00:04
Operator : CG\JU

Sample : N2943-18

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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, 1,4-diethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.175 73.20 ng 2140440 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 95
2 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 94
Abundance Scan 831 (7.175 min): BF128382.D\data.ms (-827) (-) m/z 119.10 100.00%
119.1
5000 91.0 / ﬂ
39.1 65.0 ‘ 135.1 6.80 7.00 7.20 7.40
0l et T myz 105,05 59.16%
miz--> 0 20 40 60 80 100 120 140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000 LI L L L AL BN B
91.0 6.80 7.00 7.20 7.40
m/z 134.00 42.26%
41.0 65.0 ‘ ‘ 135.0
0 \‘\\\\‘\‘\‘\\“‘\\“\\"\‘\\\“’\\‘1‘\““\\‘1‘l\\\‘\‘\
miz--> 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
5000 m/z 91.05 37.61%
91.0
ST B AT IR 1
m/z--> 0O 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0 6.80 7.00 7.20 7.40
m/z 77.05 16.48%
5000
91.0
150 390 650 | 1350
ol vy e \“‘\ et \‘”, el \M e R
m/z--> 0 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40

8270-BF052022.M Mon May 23 17:14:42 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128382.D

Acqg On : 21 May 2022 00:04
Operator : CG\JU

Sample : N2943-18

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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-methyl-4-propyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.245  27.67 ng 808993  1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 95
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 94
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
4 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 90
5 2-Tolyloxirane 134 C9H1e0 002783-26-8 83
Abundance Scan 843 (7.245 min): BF128382.D\data.ms (-839) (-) m/z 105.10 100.00%
105.1
5000
134.1 A e
390 77.0 7.00 7.20 7.40 7.60
o620 || | 9
0 b e e m/z 134.05 21.97%
miz-> 20 40 60 80 100 120 140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000
7.00 7.20 7.40 7.60
134.0 m/z 77.85 11.77%
77.0
O\\\‘2\7‘\'9\“\5\17\.()\“\‘\\\M‘\\‘i\“}‘\\‘\“\\\‘\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
7.00 7.20 7.40 7.60
5000 m/z 79.05 9.56%
134.0
77.0
0150 | 390 620 T ) ‘
B L e e o B
mfz--> 20 40 60 80 100 120 140
Abundance #17039: Benzene, (1-methylpropyl)-
105.0 7.00 7.20 7.40 7.60
m/z 106.10 9.51%
5000
270 134.0
0 27.0 517'0 H ‘ | ‘
et e
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60

8270-BF052022.M Mon May 23 17:14:43 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128382.D

Acqg On : 21 May 2022 00:04
Operator : CG\JU

Sample : N2943-18

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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, 4-ethyl-1,2-dimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
7.316 53.78 ng 15725960 1,4-Dichlorobenzene-d4 6.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95
4 p-Cymene 134 C1loH14 000099-87-6 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95
Abundance Scan 855 (7.316 min): BF128382.D\data.ms (-851) (-) m/z 119.05 100.00%
119.1
5000
134.1
91.0
390 651 | 7.00 7.20 7.40 7.60
O rrprrer ool bbb m/z 134,05 30.24%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 00 7.20 7.40 7.60
910 134.0 7.007.207.40 7.
: m/z 91.05 22.22%
65.0 ‘
O\\%\5\\0‘\\\\‘\ﬁ\g‘\()\\\i‘\‘\\\‘HH‘\H‘“‘\H\‘\H\‘\H‘\\‘H‘\‘\l\\\\‘\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16998: o-Cymene
119.0
7.00 7.20 7.40 7.60
5000 m/z 105.05 14.73%
134.0
91.0
41.0 65.0
1 S PR VRS 1 R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- T ARESRTAT R R
119.0 7.00 7.20 7.40 7.60
m/z 77.05 11.16%
5000
134.0
91.0
410 650
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.00 7.20 7.40 7.60

8270-BF052022.M Mon May 23 17:14:44 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128382.D

Acqg On : 21 May 2022 00:04
Operator : CG\JU

Sample : N2943-18

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 p-Cymene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.345 43.98 ng 1286070 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 97
2 o-Cymene 134 C10H14 000527-84-4 97
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 94
4 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 Cl0H14 003479-89-8 94
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91
Abundance Scan 860 (7.345 min): BF128382.D\data.ms (-857) (-) m/z 119.10 100.00%
119.1
5000 ﬂ
134.1
91.1
39.1 65.1 ‘ ‘ 7.00 7.20 7.40 7.60
Obrrrerrprrrmmti et oottt m/z 134,05 25.79%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16995: p-Cymene
119.0
5000
7.00 7.20 7.40 7.60
91.0 134.0 m/z 91.106 17.86%
41.0 65.0
0H‘H\\‘H\"\O‘H\\“‘H\\“HH‘\‘\‘\\‘\HM“\H\“i‘H\‘\w\\‘H‘\‘il\\\\‘\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16998: o-Cymene
119.0
7.00 7.20 7.40 7.60
5000 m/z 120.10 10.28%
134.0
91.0
0H‘lusw-\o‘u\‘\‘\\\4:%\.?\“H\W‘G\?\-\O‘\HM“HHH‘H\‘\W\\‘H‘\‘\luu‘u‘u‘\u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 7.00 7.20 7.40 7.60
m/z 77.10 8.96%
5000
91.0 134.0
39.0 65.0
) S A S AR SN AR FSVRSS 1 MES
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128382.D

Acqg On : 21 May 2022 00:04
Operator : CG\JU

Sample : N2943-18

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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, 1,2,4,5-tetramethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
7.622  26.36 ng 1720160 Naphthalene-d8 8.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 o-Cymene 134 C1eH14 000527-84-4 95
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94
Abundance Scan 907 (7.622 min): BF128382.D\data.ms (-900) (-) m/z 119.05 100.00%
119.1
5000 P
91.0
390 650 1351 7.20 7.40 7.60 7.80 8.00
b il e W gz 134,00 41.97%
miz-> 20 40 60 80 100 120 140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 ‘J\\\H’H\ﬂ?‘uu‘uu’\u
7.20 7.40 7.60 7.80 8.00
m/z 91.05 19.92%
39.0 65.0 910 135.0
0 \1\5\.9\‘\ T \“‘\ \‘\‘\ “\“.\ T \‘”‘ T \‘\ T “}‘\ \‘iw T \:\?h\.‘ T
miz-> 20 40 60 80 100 120 140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 120.10 10.41%
39"0 65.0 91"0 135.0
Ot—— ﬂ“‘ﬂ“JH“Wu"““““w“ﬁﬂl“‘M [
miz--> 20 40 60 80 100 120 140
Abundance #16997: 0o-Cymene
119.0 7.20 7.40 7.60 7.80 8.00
m/z 77.05 9.47%
5000
91.0
qo o T o
Otk H“H‘\\w“H1‘\“1‘”‘1“\”‘\‘””
m/z--> 20 40 60 80 100 120 140 7.20 7.40 7.60 7.80 8.00

8270-BF052022.M Mon May 23 17:14:45 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128382.D

Acqg On : 21 May 2022 00:04
Operator : CG\JU

Sample : N2943-18

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 o-Cymene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.651  33.45 ng 2182720  Naphthalene-d8 8.145

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 96
3 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94
Abundance Scan 912 (7.651 min): BF128382.D\data.ms (-909) (-) m/z 119.10 100.00%
119.1
5000 ﬁ
91.1
391 650 1351 7.40 7.60 7.80 8.00
Ol b e e WY 7 134005 39.65%
m/z--> 20 40 60 80 100 120 140
Abundance #16998: o-Cymene
119.0
5000 }\\\H‘HJ\T’HH‘HH‘\H/
7.40 7.60 7.80 8.00
91.0 m/z 91.10 19.91%
0 \1\5\.0‘ T \\4‘:‘]‘"\0\ by \”‘6?.\0\ \‘”‘ T ‘W\ \‘\w T 13‘50 T
miz--> 20 40 60 80 100 120 140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
7.40 7.60 7.80 8.00
5000 m/z 120.10 10.38%
41.0 910 135.0
mfz--> 20 40 60 80 100 120 140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0 7.40 7.60 7.80 8.00
m/z 77.10 10.35%
5000
39‘.0 65.0 91.0 135.0
0 bty \\L\‘WH Nﬂl“‘ﬂ AR
m/z--> 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128382.D

Acqg On : 21 May 2022 00:04
Operator : CG\JU

Sample : N2943-18

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.810  35.74 ng 2331980 Naphthalene-d8 8.145

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 91
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 87
4 Benzene, (2-methyl-2-propenyl)- 132 C1OH12 003290-53-7 83
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 81
Abundance Scan 939 (7.810 min): BF128382.D\data.ms (-932) (-) m/z 117.10 100.00%
117.1
5000 N
510 ., 91"0 #3 1 7.40 7.60 7.80 8.00 8.20
ol mp‘ T “‘ E e m/z 132.00  37.19%
m/z--> 20 40 60 80 100 120 140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 ‘\\\\‘\\\\‘\\\\‘\%\\\/\‘\\
7.40 7.60 7.80 8.00 8.20
m/z 115.05 28.91%
39.0 65.0 91.0
R R ‘\\1\3'0
0 LA I B \‘U\“\ T \”\“ T \‘\\“‘\”\ T \‘\“\‘\ T
miz-> 20 40 60 80 100 120 140
Abundance #16106: 3-Phenylbut-1-ene
117.0
7.40 7.60 7.80 8.00 8.20
5000 m/z 131.00 20.78%
91.0
390 650 ‘ 1#‘30
0L H,\‘\ \ \“ \ \“1‘\“0‘\ \ 1““ \ M\“‘J‘\ \ H‘ | DA
miz--> 20 40 60 80 100 120 140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0 7.40 7.60 7.80 8.00 8.20
m/z 91.05 15.83%
5000
91.0
51.0
ob 20 T el o PO
m/z--> 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128382.D

Acqg On : 21 May 2022 00:04
Operator : CG\JU

Sample : N2943-18

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 2,4-Dimethylstyrene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.881 73.88 ng 4820390 Naphthalene-d8 8.145

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 95
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 86
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 86
4 1-Phenyl-1-butene 132 C1eH12 000824-90-8 70
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 64
Abundance Scan 951 (7.881 min): BF128382.D\data.ms (-944) (-) m/z 117.05 100.00%
1171

—

5000
91.0 134.1
51.0 ‘ ‘ ‘ 7.60 7.80 8.00 8.20
ob e e AR Ml w2 119005 53.77%
miz--> 20 40 60 80 100 120 140
Abundance #16113: 2,4-Dimethylstyrene
117.0
5000
91.0 7.60 7.80 8.00 8.20
390 2o m/z 115.05  35.79%
20 | | e
O \\‘\‘\‘\\\‘i‘\\‘U\“‘!\\H}“‘\\‘}\“‘}‘\\\“‘\‘\H‘\“\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0

7.60 7.80 8.00 8.20
5000 m/z 132.05 33.43%

91.0
gl | i
| |
T

0 ‘H"\"“i‘”\‘}\‘\‘\m?f‘n'}& e

miz--> 20 40 60 80 100 120 140

Abundance #16168: Benzene, 1-methyl-2-(2-propenyl)- “w“‘w“‘W‘f4ﬁ“‘
117.0 7.60 7.80 8.00 8.20

m/z 91.05 25.03%

51.0

5000
91.0

390 650
I 330

EETSN O N
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20

3

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128382.D

Acqg On : 21 May 2022 00:04
Operator : CG\JU

Sample : N2943-18

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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|
Benzene, (1-met... 6.028 51.6 ng 1507740 1 6.863 584781 20.0
Benzene, propyl- 6.316 101.4 ng 2964190 1 6.863 584781 20.0
Benzene, 1-ethy... 6.392 263.6 ng 7705850 1 6.863 1584781 20.0
Benzene, 1-ethy... 6.422 177.4 ng 5185800 1 6.863 584781 20.0
Mesitylene 6.710 534.5 ng 15629000 1 6.863 584781 20.0
Benzene, 1,2,3-... 6.928 229.2 ng 6702880 1 6.863 584781 20.0
Indane 7.045 196.1 ng 5732830 1 6.863 584781 20.0
Benzene, 1,3-di... 7.098 37.2 ng 1087760 1 6.863 584781 20.0
Benzene, 1-meth... 7.128 47.9 ng 1401040 1 6.863 584781 20.0
Benzene, 1,4-di... 7.175 73.2 ng 2140440 1 6.863 584781 20.0
Benzene, 1-meth... 7.245 27.7 ng 808993 1 6.863 584781 20.0
Benzene, 4-ethy... 7.316 53.8 ng 1572590 1 6.863 584781 20.0
p-Cymene 7.345 44.0 ng 1286070 1 6.863 584781 20.0
Benzene, 1,2,4,... 7.622 26.4 ng 1720160 2  8.145 1304890 20.0
o-Cymene 7.651 33.5 ng 2182720 2 8.145 1304890 20.0
1H-Indene, 2,3-... 7.810 35.7 ng 2331980 2 8.145 1304890 20.0
2,4-Dimethylsty... 7.881 73.9 ng 4820390 2 8.145 1304890 20.0
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