LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130038.D

Acqg On : 29 Aug 2022 17:05
Operator : CG\JU

Sample : N4355-06

Misc :

ALS vial : 8 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-BF081422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130038.D\data.ms

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

# min scan scan scan TY height area % max. total
1  2.693 64 69 77 rVB 273023 503330 1.23% 0.178%
2 3.293 164 171 178 rVB 231974 441960 1.08% 0.157%
3  3.663 228 234 239 rBV 1844907 2810488 6.87% ©.996%
4 3.716 239 243 249 rVB 398007 577140 1.41% 0.205%
5 4.151 310 317 325 rBV 573623 840300 2.05% 0.298%
6 4.240 325 332 336 rBV 565844 717272 1.75% ©.254%
7 4.940 444 451 462 rBV = 234492 475730 1.16% 0.169%
8 5.187 484 493 496 rBV 11761455 22266874 54.45% 7.892%
9 5.328 504 517 518 rBV 14009027 40895948 100.00% 14.494%
106 5.557 549 556 559 rBV 9966971 13163526 32.19% 4.665%
11 5.863 604 608 611 rVB 2365305 2137705 5.23% 0.758%
12 6.157 650 658 665 rBV 4943607 5316196 13.00% 1.884%
13  6.240 665 672 674 rBV 10428800 15544426 38.01% 5.509%
14 6.269 674 677 680 rVV 9707085 8687772 21.24% 3.079%
15 6.310 680 684 687 rVB 7820976 7841569 19.17% 2.779%
16 6.398 693 699 702 rBV2 9549120 11506435 28.14% 4.078%
17 6.557 716 726 729 rVB 14625088 29752287 72.75% 10.545%
18 6.710 749 752 754 rBV 744392 732333  1.79% 0.260%
19 6.769 757 762 765 rVB 9448846 11865720 29.01% 4.205%
20 6.887 775 782 785 rVW 8521067 9758542 23.86% 3.459%
21  6.945 789 792 794 rVW 1594601 1582724 3.87% 0.561%
22 6.975 794 797 801 rVB2 2058045 2083879 5.10% 0.739%
23 7.022 801 805 807 rBV 3918136 3608514 8.82% 1.279%
24 7.092 813 817 822 rBV 1258800 1060703 2.59% 0.376%
25 7.163 825 829 832 rBV 2357710 2754355 6.74% 0.976%
26 7.192 832 834 837 rVB 2165498 1688581 4.13% ©.598%
27 7.240 837 842 844 rBV 4546315 4913079 12.01% 1.741%
28 7.269 844 847 852 rVV2 3969473 5925435 14.49% @ 2.100%
29 7.381 863 866 869 rVvV 1429790 1237063 3.02% 0.438%
30 7.469 875 881 883 rVV 2590077 2558826 6.26% 0.907%
31 7.498 883 886 889 rVB 4074641 3391527 8.29% 1.202%
32 7.657 906 913 918 rVV 3325548 3686963 9.02% 1.307%
33 7.722 918 924 930 rVV2 6439113 7836719 19.16% 2.777%
34 7.775 930 933 938 rVW3 604135 1245039 3.04% 0.441%
35 7.822 938 941 944 rVV 1411836 1199419 2.93% 0.425%
36 7.981 953 968 969 rBV 1457463 2488376 6.08% 0.882%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130038.D

Acqg On : 29 Aug 2022 17:05
Operator : CG\JU

Sample : N4355-06

Misc :

ALS vial : 8 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-BF081422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.022 969 975 979 rVV 9654109 13953965 34.12% 4.946%
38 8.063 979 982 986 rvVvB2 873285 850093 2.08% 0.301%
39 8.257 1011 1015 1017 rBV2 521370 449558 1.10% 0.159%
40  8.363 1029 1033 1038 rVB 791502 721102 1.76% ©.256%
41 8.445 1045 1047 1050 rVwV 606756 648947 1.59% 0.230%
42 8.481 1050 1053 1060 rVvVv2 786277 868848 2.12% 0.308%
43  8.645 1077 1081 1084 rVB2 410848 510438 1.25% ©.181%
44  8.704 1084 1091 1094 rBV 6554243 6445949 15.76%  2.285%
45  8.798 1101 1107 1110 rBV 4687371 4664458 11.41% 1.653%
46 9.063 1146 1152 1155 rVB 5070049 5007128 12.24% 1.775%
47  9.251 1182 1184 1189 rVB 474890 526123 1.29% ©.186%
48 9.322 1189 1196 1201 rBV2 922268 1428612 3.49% 0.506%
49 9.392 1204 1208 1211 rVV 1401744 1541192 3.77% 0.546%
50 9.422 1211 1213 1217 rVB 1003659 817132 2.00% 0.290%
51 9.510 1225 1228 1236 rVB 553747 765548 1.87% 0.271%
52 9.733 1264 1266 1269 rVV 1242689 958602 2.34% 0.340%
53 10.533 1398 1402 1405 rBV 3518267 3155186 7.72% 1.118%
54 11.222 1516 1519 1522 rBV 1184684 1020648 2.50% ©0.362%
55 12.810 1784 1789 1792 rBV 3987988 3477137 8.50% 1.232%
56 13.869 1966 1969 1974 rBV 674752 579098 1.42% 0.205%

57 15.298 2208 2212 2224 rVB 549664 667862 1.63% 0.237%

Sum of corrected areas: 282154381
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 29 Aug 2022 17:05
: CG\JU
: N4355-06

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
BF130038.D

: 8 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130038.D

Acq On : 29 Aug 2022 17:05
Operator : CG\JU

Sample : N4355-06

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Benzene, propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.157 145.19 ng 5316200 1,4-Dichlorobenzene-d4 6.710

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 94
2 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
3 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 72
4 Phenethylamine, N-benzyl-p-chloro- 245 C15H16C1N 013622-43-0 72
5 1,2-Ethanediamine, N,N'-bis(phen... 240 C16H206N2 000140-28-3 64
Abundance Scan 658 (6.157 min): BF130038.D\data.ms (-650) (-) m/z 91.05 100.00%
91.0
120.1 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
391 920 5.80 6.00 6.20 6.40
0 H‘_HJmwumhH‘MuH‘mH_Mw_ww m/z 120.10  24.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10702: Benzene, propyl-
91.0
5000
5.80 6.00 6.20 6.40
120.0 m/z 65.80  12.54%
39.0 65.0
O \\\‘\‘\\\“‘\\“\\“\\\\“‘\\‘!\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #88774: N-Benzyl-2-phenethylamine
91.0
120.0 5.80 6.00 6.20 6.40
5000 m/z 92.10 11.37%
65.0
0 39.0 o 165.0 209.0
A B o o S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28981: Ethanol, 2-[(phenylmethyl)amino]-
91.0 5.80 6.00 6.20 6.40
m/z 78.05 6.74%
5000
120.0
65.0
15,0 390 1510
R A o e e e  AARARE R R
m/z--> 20 40 60 80 100 120 140 160 180 200 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130038.D

Acq On : 29 Aug 2022 17:05
Operator : CG\JU

Sample : N4355-06

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 6 Benzene, 1-ethyl-3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.240 424.52 ng 15544400  1,4-Dichlorobenzene-d4 6.710

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 97
2 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
Abundance Scan 672 (6.240 min): BF130038.D\data.ms (-665) (-) m/z 105.05 100.00%
105.1
5000 1201
300 630 77‘-0 91"1 6.00 6.20 6.40 6.60
0‘w‘Hw‘Hw‘HﬁuuqhuWNNW‘HW‘HWJHWJNW‘AWMHW‘H m/z 120.10 36.23%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000
120.0 6.00 6.20 6.40 6.60
m/z 91.10 15.05%
77.0 91.0
39.0
OH‘\H\.‘H\‘\‘\H\“‘HH“\‘H\‘6‘%\.‘9‘\Hm‘HH“}\H‘\‘}1\‘\\‘\‘\“‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
6.00 6.20 6.40 6.60
5000 m/z 77.05 14.17%
120.0
39.0 77.0 91.0
ol 80 L 20
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 6.00 6.20 6.40 6.60
m/z 79.05 11.85%
5000
79.0 120.0
39.0 65.0
oH_H“Hm_HJ“HH‘uHwm_MHH“;‘H_‘;!wuu‘mw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130038.D

Acq On : 29 Aug 2022 17:05
Operator : CG\JU

Sample : N4355-06

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Benzene, 1l-ethyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.269 237.26 ng 8687770  1,4-Dichlorobenzene-d4 6.710

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1l-ethyl-3-methyl- 120 C9H12 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 677 (6.269 min): BF130038.D\data.ms (-674) (-) m/z 105.10 100.00%
105.1
5000
120.1
770 911 6.00 6.20 6.40 6.60
0 >0 -

Ol e e e e e e m/z 120.10  34.65%

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

Abundance #10719: Benzene, 1-ethyl-2-methyl-

105.0
5000
120.0 6.00 6.20 6.40 6.60
m/z 77.05 13.75%
77.0 91.0
OH‘]\_\5\.\0‘H\‘\‘\?%‘.\()\H“\H?%\.‘?‘\Hw‘HHHH\‘\M1\‘\\‘\‘\“‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
6.00 6.20 6.40 6.60
5000 m/z 91.10 13.56%
790 120.0
39.0 65.0 ‘ Ul
Ol ety e e e e
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
m/z 79.10 11.25%
5000
120.0
390 63.0 77.0 91.0
0 SN2 K PN ) Y AR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130038.D

Acq On : 29 Aug 2022 17:05
Operator : CG\JU

Sample : N4355-06

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Mesitylene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.310 214.15 ng 7841570  1,4-Dichlorobenzene-d4 6.710

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Mesitylene 120 C9H12 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-2-methyl- 120 C9H12 000611-14-3 90
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 90
Abundance Scan 684 (6.310 min): BF130038.D\data.ms (-680) (-) m/z 105.10 100.00%
105.1
5000
391 ' 6.00 6.20 6.40 6.60
ol Aol 40 | A 2L 12610 46.47%
miz--> 50 100 150 200 250
Abundance #10695: Mesitylene
105.0
5000
6.00 6.20 6.40 6.60
m/z 77.05 13.66%
39.0
O T T ‘\ ‘\‘ “‘ “\‘7\4.}‘9 \L ‘h‘\ H‘\‘ T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
6.00 6.20 6.40 6.60
5000 m/z 119.05 12.82%
39.0
Y . N ““H_ N
miz--> 50 100 150 200 250
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 6.00 6.20 6.40 6.60
m/z 91.05 11.51%
5000
65.0
AN T SR
m/z--> 50 100 150 200 250 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130038.D

Acq On : 29 Aug 2022 17:05
Operator : CG\JU

Sample : N4355-06

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Benzene, 1,2,3-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.557 812.53 ng 29752300  1,4-Dichlorobenzene-d4 6.710

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Mesitylene 120 C9H12 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-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 726 (6.557 min): BF130038.D\data.ms (-716) (-) m/z 105.05 100.00%
106.1
5000
510 77"0 | 6.20 6.40 6.60 6.80
O bt 8280 1651y 106,05 53.62%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10692: Mesitylene
105.0
5000
6.20 6.40 6.60 6.80
m/z 119.10 15.25%
51.0 77.0
O \\\‘2\7\'\0\“ T \“‘\‘\”“\‘\\\‘H‘ T \‘\ T “\“\ \‘\““\ T \‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
6.20 6.40 6.60 6.80
5000 m/z 77.05 14.99%
39.0 77.0
ol250 b B8R Lol
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0 6.20 6.40 6.60 6.80
m/z 91.10 13.66%
5000
270 510 170 ‘
S Y PO TN ' Y N
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80

8270-BF081422.M Tue Aug 30 13:12:12 2022 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130038.D

Acq On : 29 Aug 2022 17:05
Operator : CG\JU

Sample : N4355-06

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Benzene, 1,2,4-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.769 324.05 ng 11865760  1,4-Dichlorobenzene-d4 6.710

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 762 (6.769 min): BF130038.D\data.ms (-757) (-) m/z 105.10 100.00%
106.1
5000 120.1
390 630 77‘-0 91.0 6.40 6.60 6.80 7.00
Obrrprrerprrrerrepereiierpe el bbb - m/z 120010 43.28%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 6.40 6.60 6.80 7.00
m/z 77.05 13.27%
77.0 91.0
O \\‘:L\\s\.\o‘\\\‘\‘\\g\\g"(\)\\\“\\\\?%\.‘9‘\\\M“\H\“MH‘\Ml\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0
6.40 6.60 6.80 7.00
5000 120.0 m/z 106.05 9.99%
28.0 77.0 91.0
51.0 :
0 \\:‘Lﬂ"\q‘\u‘\‘\\\\“,‘u\\}‘1‘\\\‘M\‘\\\m‘\\\w“\\HHM\W‘M“‘HH_
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 6.40 6.60 6.80 7.00
m/z 79.05 9.95%
120.0
5000
39.0 77.0 91.0
0 ""‘:w‘HM_‘H‘,m"ihu‘ﬁ?ﬁ?"‘“:“"‘w“Hw‘:lwuu“w_
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\BF082922\
Data File : BF130038.D

Acq On : 29 Aug 2022 17:05
Operator : CG\JU

Sample : N4355-06

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 1Indane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.887 266.51 ng 9758540  1,4-Dichlorobenzene-d4 6.710

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 81
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 74
4 Benzene, l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 72
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64

Abundance Scan 782 (6.887 min): BF130038.D\data.ms (-775) (-) m/z 117.05 100.00%

117.1
5000
91.0
39.0 63.0 .. ‘ 6.60 6.80 7.00 7.20
Obrrprrrrprrrrprretprr b st et m/z 118,18 57.57%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10181: Indane
11v.0
5000
6.60 6.80 7.00 7.20
m/z 115.10  34.96%
300 630 91.0
0l 150 oy 170 N !
H‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10192: Benzene, 2-propenyl-
117.0
6.60 6.80 7.00 7.20
m/z 91.05 18.65%
5000 910 /
39.0 65.0
0‘W‘H‘_H‘_‘mp‘HHMN‘mkwmwh‘uﬁlu‘uu‘_‘uw‘u‘uu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0 6.60 6.80 7.00 7.20
m/z 63.00 8.80%
5000 91.0
390 65.0
) NS SR W N N S | S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130038.D

Acq On : 29 Aug 2022 17:05
Operator : CG\JU

Sample : N4355-06

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Benzene, 1,3-diethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.945 43.22 ng 1582720  1,4-Dichlorobenzene-d4 6.710

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 96
2 Benzene, 1,2-diethyl- 134 CleHi4 000135-01-3 96
3 Benzene, 1,4-diethyl- 134 CleHi4 000105-05-5 95
4 Benzene, 1l-ethyl-3,5-dimethyl- 134 CleHi4 000934-74-7 87
5 o-Cymene 134 C10H14 000527-84-4 81
Abundance Scan 792 (6.945 min): BF130038.D\data.ms (-789) (-) m/z 119.10 100.00%
119.1
5000 134.1
91.0
51.0 76‘ ‘ 6.60 6.80 7.00 7.20
ol 388 el PO ML L w2 105,05 99.89%
miz--> 20 40 60 80 100 120 140
Abundance #17034: Benzene, 1,3-diethyl-
119.0
5000 134.0
6.60 6.80 7.00 7.20
91.0 m/z 134.05 45.86%
39.0 65.0 ‘
O+ ‘\‘\‘\ T “\ \““\”“\“\ T \‘H‘ T “H‘\ \M T \‘\ T
miz—-> 20 40 60 80 100 120 140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
6.60 6.80 7.00 7.20
5000 134.0 m/z 91.00  29.30%
91.0
39.0 65.0
XN e P T N
miz--> 20 40 60 80 100 120 140
Abundance #17027: Benzene, 1,4-diethyl-
119.0 6.60 6.80 7.00 7.20
m/z 77.00 19.22%
5000 134.0
91.0
41.0
o150 o A R0 Ll
m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130038.D

Acq On : 29 Aug 2022 17:05
Operator : CG\JU

Sample : N4355-06

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Benzene, 1-methyl-3-propyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
6.975 56.91 ng 2083880 1,4-Dichlorobenzene-d4 6.710

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-3-propyl- 134 CleH14 001074-43-7 91
2 Benzene, 1-methyl-4-propyl- 134 CleHi4 001074-55-1 91
3 Benzene, 1-methyl-2-propyl- 134 CleHi4 001074-17-5 90
4 Benzene, (1-methylpropyl)- 134 C1eH14 000135-98-8 72
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 72
Abundance Scan 797 (6.975 min): BF130038.D\data.ms (-794) (-) m/z 105.10 100.00%
105.
5000
134.1
77.0 6.60 6.80 7.00 7.20
390 574, |y p
ot e m/z 134.05 22.90%
miz--> 20 40 60 80 100 120 140
Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0
5000
6.60 6.80 7.00 7.20
134.0 m/z 106.05  14.25%
39.0 77.0
O LI ‘ \‘\ T \“‘\ \5\5\'0“\‘\ T \“‘[ T \H T “1‘\ \‘\“‘ T \‘\ ‘ T
m/z--> 20 40 60 80 100 120 140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
6.60 6.80 7.00 7.20
5000 ITI/Z 77 .00 11.41%
134.0
77.0
ol 20 80 el
miz--> 20 40 60 80 100 120 140
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0 6.60 6.80 7.00 7.20
m/z 91.05 10.15%
5000
134.0
77.0
ola80 30 e20 T L
m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130038.D

Acq On : 29 Aug 2022 17:05
Operator : CG\JU

Sample : N4355-06

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 14 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
7.022 98.55 ng 3608510 1,4-Dichlorobenzene-d4 6.710
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 94
2 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94
3 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 94
4 Benzene, 1,4-diethyl- 134 CleH14 000105-05-5 91
5 Benzene, 1-ethyl-3,5-dimethyl- 134 CleH14 000934-74-7 91
Abundance Scan 805 (7.022 min): BF130038.D\data.ms (-801) (-) m/z 119.05 100.00%
119.1
300 650 | 6.60 6.80 7.00 7.20 7.40
O et e L3381 s 105 10 47.63%
m/z--> 0O 20 40 60 80 100 120 140
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000
6.60 6.80 7.00 7.20 7.40
910 m/z 134.05 42.35%
T ’ T \]_\5‘\.0‘ T ‘\ \3\9“.‘(\] T ‘“ T ‘6‘}5“.\()\ \‘H‘ T \‘\.\ “1“\ \m‘l T \“\.‘ T
miz--> 0O 20 40 60 80 100 120 140
Abundance #17063: Benzene, 1,2,3,4-tetramethyl-
119.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 91.10 40.49%
91.0
39.0 650
ol v “\“ Pt ““‘ ‘ “1 e “M ‘ ‘1“6"0“
m/z--> 0 20 40 60 80 100 120 140
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0 6.60 6.80 7.00 7.20 7.40
m/z 77.05 14.05%
5000
91.0
0 15.0 L 39\\0 L 65\0 n ‘ h“ \\“ 1 \6'0
B T A e B B o
m/z--> 0 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20 7.40

8270-BF081422.M Tue Aug 30 13:12:19 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130038.D

Acq On : 29 Aug 2022 17:05
Operator : CG\JU

Sample : N4355-06

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
7.163 75.22 ng 2754360 1,4-Dichlorobenzene-d4 6.710
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 96
2 Benzene, 2-ethyl-1,4-dimethyl- 134 CleHi4 001758-88-9 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
4 o-Cymene 134 C1eH14 000527-84-4 95
5 p-Cymene 134 CleH14 000099-87-6 95
Abundance Scan 829 (7.163 min): BF130038.D\data.ms (-825) (-) m/z 119.05 100.00%
119.1
5000
91.0
390 650 ‘ T 6.80 7.00 7.20 7.40
0 el el W R m/z 134,05 30.59%
m/z--> 0O 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
6.80 7.00 7.20 7.40
91.0 m/z 91.e5 21.77%
65.0 ‘
0+ T \1\5\.0‘ = \3\9“‘(\) \“i‘\ “i‘\ T \‘H‘ T “H“\ \Ml T ?—\3?‘0\
miz--> 0O 20 40 60 80 100 120 140
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0
6.80 7.00 7.20 7.40
5000 m/z 105.10 14.10%
91.0
150 | 33? L 6?0 L) 18P0
T e oy et ST
m/z--> 0 20 40 60 80 100 120 140
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 6.80 7.00 7.20 7.40
m/z 120.10 11.43%
5000
91.0 ‘
ol 50 MO DL 0
m/z--> 0 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40

8270-BF081422.M Tue Aug 30 13:12:19 2022 Page: 14



Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\

BF130038.D

: 29 Aug 2022 17:05
: CG\JU
: N4355-06

: 8 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 Benzene, 1-methyl-3-(1-meth... Concentration Rank 16
R.T EstConc Area Relative to ISTD R.T.
7.192 46.12 ng 1688580 1,4-Dichlorobenzene-d4 6.710

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 95
2 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
3 Benzene, 2-ethyl-1,3-dimethyl- 134 CleH14 002870-04-4 94
4 o-Cymene 134 CleH14 000527-84-4 94
5 p-Cymene 134 CleH14 000099-87-6 94
Abundance Scan 834 (7.192 min): BF130038.D\data.ms (-832) (-) m/z 119.10 100.00%
119.1
5000
91.0
39.0 65.0 | ‘ U 135.1 6.80 7.00 7.20 7.40 7.60o
ottt il m/z 134.05 26.51%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000
6.80 7.00 7.20 7.40 7.60
91.0 m/z 91.05 15.53%
0 T \1\5\.0‘ T \Lwlﬂrwow y \”‘6‘\5"\0\ \‘”‘ T \‘V\ “1‘\ \‘\w T 130
miz--> 0 20 40 60 80 100 120 140
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
6.80 7.00 7.20 7.40 7.60
5000 m/z 120.10 9.22%
91.0
0 15.0 . 39\\0 1 6§0 L ‘ 1l M“ 13\\5'0
A o
m/z--> 0 20 40 60 80 100 120 140
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0 6.80 7.00 7.20 7.40 7.60
m/z 117.10 8.27%
5000
91.0
NN P B PR )
m/z--> 0 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40 7.60

8270-BF081422.M Tue Aug 30 13:12:20 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130038.D

Acq On : 29 Aug 2022 17:05
Operator : CG\JU

Sample : N4355-06

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.657 29.63 ng 3686960  Naphthalene-d8 7.987

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 90
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 90
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
4 Indan, 1-methyl- 132 C1leH12 000767-58-8 81
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 80
Abundance Scan 913 (7.657 min): BF130038.D\data.ms (-906) (-) m/z 117.05 100.00%
117.1
5000 1320
510 g 91‘-0 ‘ 7.40 7.60 7.80 8.00
O 380 b P20l mz 132,00 37.65%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000 L L L I L L BN B I
132.0 7.40 7.60 7.80 8.00
m/z 115.10 27.19%
390  gso 910 ‘ ‘
0 \\‘HM‘H\1“\\\\}‘\HH\‘r“rH\\‘\i‘\‘}‘\H\“\H\‘W\\‘\\H‘\H‘“‘\‘H\‘HH‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
7.40 7.60 7.80 8.00
5000 132.0 m/z 131.00 21.89%
39.0 65.0 91.0 ‘
0 \\‘m\‘\\\1“\\\\}‘1‘\\\H‘H\\‘\u‘}‘\uw‘\u\‘Mu\‘\\H‘m‘l‘p‘m‘uwu
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #16106: 3-Phenylbut-1-ene
117.0 7.40 7.60 7.80 8.00
m/z 91.05 14.33%
5000
91.0 132.0
390 650 ‘
0 "‘m““"“_"‘}‘MH“‘e“‘“m‘l“‘HH‘mw‘:‘wuH_m‘ S ARRRRRREE
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 7.40 7.60 7.80 8.00

8270-BF081422.M Tue Aug 30 13:12:21 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130038.D

Acq On : 29 Aug 2022 17:05

Operator : CG\JU

Sample : N4355-06

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 13

R.T EstConc Area Relative to ISTD R.T.
7722 e2.99ng 7836720 Naphthalene-ds 7.987
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 CleWl2 002039-89-6 95

2 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 87
3 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 87
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 83
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 83
Abundance Scan 924 (7.722 min): BF130038.D\data.ms (-918) (-) m/z 117.05 100.00%
117.1
5000
91.0
510 _, ‘ 134.1 7.40 7.60 7.80 8.00
Ob e 7R L Ml 26010135 00 35.04%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 \\‘\\\\‘\\\\‘\\%\"\A\‘\\\’
91.0 7.40 7.60 7.80 8.00
51.0 m/z 115.05 31.29%
27.0 '
74.
0 \\\’\‘\ T \“i‘\ \\L\““H\ \”1&\\‘} T “H‘\\ ’\\\\.’ L
miz--> 20 40 60 80 100 120 140 160
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
7.40 7.60 7.80 8.00
5000 m/z 119.05 30.68%
91.0
51.0
Y O O . AT | - N
m/z--> 20 40 60 80 100 120 140 160
Abundance #16150: Benzene, 2-ethenyl-1,3-dimethyl-
117.0 7.40 7.60 7.80 8.00
m/z 91.05 19.57%
5000
91.0
390 66.0
ol 280 L Lo by 1 a0
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00

8270-BF081422.M Tue Aug 30 13:12:21 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130038.D

Acq On : 29 Aug 2022 17:05
Operator : CG\JU

Sample : N4355-06

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 Naphthalene, 1,6-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.322 29.81 ng 1428610  Acenaphthene-d10 9.733

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
Abundance Scan 1196 (9.322 min): BF130038.D\data.ms (-1189) (-) m/z 156.10 100.00%
156.1
5000
1151
510 /70 ‘ ;lj 9.00 9.20 9.40 9.60
Obrr bbb 960,y 3840, ) 1781 7141 00 78.56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
5000
9.00 9.20 9.40 9.60
115.0 ITI/Z 155.10 37.93%
510 /7.0
27.0
O \\\‘\\\\“\\\\‘M\‘\MU“\\‘\\’\\\‘\‘\“b\]"p\m‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0
9.00 9.20 9.40 9.60
5000 m/z 115.05 19.04%
128.0
STad M 1020] )
O sl e = Sl Ll
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33136: Naphthalene, 1,4-dimethyl- ST
156.0 9.00 9.20 9.40 9.60
m/z 128.00  16.42%
5000
115.0
o220 B0 IO L wan ] et UV
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130038.D

Acq On : 29 Aug 2022 17:05
Operator : CG\JU

Sample : N4355-06

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 20 Naphthalene, 2,3-dimethyl- Concentration Rank 18

R.T EstConc Area Relative to ISTD R.T.
9.392 32.16 ng 1541190  Acenaphthene-d10 9.733
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97

Abundance Scan 1208 (9.392 min): BF130038.D\data.ms (-1204) (-) m/z 156.10 100.00%
156.1

=
[N
4]
o

5000
510 770 ‘ 9.00 9.20 9.40 9.60 9.80
b il 280 L ‘#‘*3‘93 ‘M‘ 1802 ' m/z 141.00 92.58%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0
5000
9.00 9.20 9.40 9.60 9.80
115.0 ITI/Z 155.10 33.06%
51.0 76.0
0 ‘2\7‘\.9\“ T \“\ T “U‘\ \MU“ T T \‘1 T \“llgwlip\‘“‘“ L

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0

=

9.00 9.20 9.40 9.60 9.80
5000 m/z 115.00 21.73%

115.0
51.0 770
280 Ll

m/z--> 20 40 60 80 100 120 140 160 180

F

miz--> 20 40 60 80

Abundance #33135: Naphthalene, 1,3-dimethyl- A REamnEaREE
156.0 9.00 9.20 9.40 9.60 9.80
m/z 128.00 16.66%
5000
6.0 115.0
ol27.0 510 1% 4370
R e B e e RRAREEERIS S

100 120 140 160 180

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\BF082922\
Data File : BF130038.D

Acqg On : 29 Aug 2022 17:05
Operator : CG\JU

Sample : N4355-06

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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, propyl- 6.157 145.2 ng 5316200 1 6.710 732333 20.0
Benzene, 1l-ethy... 6.240 424.5 ng 15544400 1 6.710 732333 20.0
Benzene, 1l-ethy... 6.269 237.3 ng 8687770 1 6.710 732333 20.0
Mesitylene 6.310 214.2 ng 7841570 1 6.710 732333 20.0
Benzene, 1,2,3-... 6.557 812.5 ng 29752300 1 6.710 732333 20.0
Benzene, 1,2,4-... 6.769 324.1 ng 118657060 1 6.710 732333 20.0
Indane 6.887 266.5 ng 9758540 1 6.710 732333 20.0
Benzene, 1,3-di... 6.945 43.2 ng 1582720 1 6.710 732333 20.0
Benzene, 1-meth... 6.975 56.9 ng 2083880 1 6.710 732333 20.0
Benzene, 1l-ethy... 7.022 98.5 ng 3608510 1 6.710 732333 20.0
Benzene, 4-ethy... 7.163 75.2 ng 2754360 1 6.710 732333 20.0
Benzene, 1-meth... 7.192 46.1 ng 1688580 1 6.710 732333 20.0
1H-Indene, 2,3-... 7.657 29.6 ng 3686960 2 7.987 2488380 20.0
Benzene, 2-ethe... 7.722 63.0 ng 7836720 2 7.987 2488380 20.0
Naphthalene, 1,... 9.322 29.8 ng 14286106 3  9.733 958602 20.0
Naphthalene, 2,... 9.392 32.2 ng 1541196 3  9.733 958602 20.0
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