LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37483.D

Acqg On : 12 Nov 2022 00:56
Operator : CG/JU

Sample : N5414-01

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 M\Methods\8270-BM102822.M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@37483.D\data.ms

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

# min scan scan scan TY height area % max. total

1 3.804 117 122 128 rVB2 424018 588073 1.08% 0.171%
2 3.963 141 149 152 rBV 602475 810119 1.48% 0.236%
3 5.298 369 376 385 rBV 22949239 33423531 61.18% 9.734%
4 5.381 385 390 393 rBV 1419043 1905279 3.49% ©.555%
5 5.440 393 400 402 rBV 27148996 50323690 92.11% 14.656%
6 5.798 453 461 467 rBV 793048 1157195 2.12% 0.337%
7 6.281 534 543 549 rBV 2410063 3619258 6.62% 1.054%
8 6.769 620 626 635 rBV 4977188 7401823 13.55% 2.156%
9 6.887 638 646 651 rVV 17253361 25595056 46.85% 7.454%
10 6.945 651 656 660 rVV 9241154 13123833 24.02% 3.822%
11 7.022 660 669 680 rVB 10990323 16901074 30.93% 4.922%
12 7.187 690 697 711 rVB 10561582 15261120 27.93% 4.445%
13 7.457 734 743 755 rVB2 31075194 54634466 100.00% 15.912%
14 7.804 795 802 805 rBV 934673 1496435 2.74% 0.436%
15 7.834 805 807 812 rVWW 459692 582412 1.07% ©0.170%
16 7.916 813 821 829 rVB 10109371 15577394 28.51% 4.537%
17 8.175 857 865 872 rBV 7157413 11206480 20.51% 3.264%
18 8.287 877 884 889 rBV 1893328 2738924 5.01% ©.798%
19 8.345 889 894 899 rVB 1427335 2121224 3.88% 0.618%
20 8.434 903 909 915 rBV 3623876 5515306 10.09% 1.606%
21 8.487 915 918 927 rVB3 364700 556902 1.02% 0.162%
22 8.598 927 937 942 rBV 819326 1311107 2.40% 0.382%
23 8.751 956 963 967 rBV 1919891 2882007 5.28% ©.839%
24 8.798 967 971 977 rVV 1529610 2349138 4.30% 0.684%
25 8.904 984 989 995 rVV 4133221 6368450 11.66% 1.855%
26 8.981 995 1002 1011 rVB2 3661256 6251397 11.44% 1.821%
27 9.234 1039 1045 1051 rBV 775889 1241472  2.27% ©0.362%
28 9.428 1072 1078 1083 rBV 2060299 3163185 5.79% ©0.921%
29 9.486 1083 1088 1099 rVB 2738034 4177481 7.65% 1.217%
30 9.792 1134 1140 1144 rBV2 377940 710340 1.30% 0.207%
31 9.845 1144 1149 1160 rVB 1629117 2808185 5.14% ©0.818%
32 9.998 1163 1175 1181 rBV2 3247401 5755831 10.54% 1.676%
33 10.604 1265 1278 1281 rBV2 1067437 2342457 4.29% 0.682%
34 10.651 1281 1286 1292 rVV 4069978 6933421 12.69% 2.019%
35 12.269 1549 1561 1568 rBV 849924 1437939 2.63% 0.419%

36 12.486 1591 1598 1604 rBV 1356717 2149433 3.93% 0.626%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37483.D

Acqg On : 12 Nov 2022 00:56
Operator : CG/JU

Sample : N5414-01

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 M\Methods\8270-BM102822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.069 1689 1697 1707 rBV 4972056 7228382 13.23% 2.105%
38 13.874 1828 1834 1841 rVB2 622848 962536 1.76% ©.280%
39 14.445 1923 1931 1941 rBV 1614767 2568478 4.70% 0.748%
40 14.639 1955 1964 1974 rBV3 273006 569709 1.04% 0.166%
41 15.939 2179 2185 2192 rBV 3816604 5190865 9.50% 1.512%
42 16.215 2225 2232 2238 rVB 769157 959346 1.76% ©.279%
43 17.192 2389 2398 2407 rBV 1708997 2434333 4.46% 0.709%
44 19.821 2840 2845 2856 rBV 3309538 4026262 7.37% 1.173%
45 21.380 3105 3110 3116 rBV 1920995 2482945 4.54% 0.723%

46 23.715 3501 3507 3518 rVB2 1252952 2514761 4.60% ©.732%

Sum of corrected areas: 343359054
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37483.D

Acq On : 12 Nov 2022 00:56

Operator : CG/JU

Sample : N5414-01

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37483.D

Acq On : 12 Nov 2022 00:56
Operator : CG/JU

Sample : N5414-01

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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 2 Benzene, 1,3-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.440 672.58 ng 503237060 1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3-dimethyl- 106 C8H1e@ 000108-38-3 97
2 p-Xylene 106 C8H1e 000106-42-3 97
3 o-Xylene 106 C8H1e 000095-47-6 97
4 Cyclopentene, 1-ethenyl-3-methyl... 106 C8H10 061142-07-2 91
5 Ethylbenzene 106 C8H10 000100-41-4 83
Abundance Scan 400 (5.440 min): BM037483.D\data.ms (-393) (-) m/z 91.05 100.00%
91.0
5000 M
AR R
51.0 ‘ 5.20 5.40 5.60 5.80
b bl i [ 4128.0164.9207.0 2532 355 ./ 196,10  58.68%
m/z--> 50 100 150 200 250 300 350
Abundance #5747: Benzene, 1,3-dimethyl-
91.0
5000 UL B I L I R L B
5.20 5.40 5.60 5.80
m/z 105.10  27.40%
51.0 ‘
O\\‘\‘\}“‘\‘H\““\‘\‘M\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
miz--> 50 100 150 200 250 300 350
Abundance #5726: p-Xylene
91.0
AR RRRR S
5.20 5.40 5.60 5.80
5000 m/z 77.05 15.39%
51.0
obdguddd
m/z--> 50 100 150 200 250 300 350
Abundance #5719: o-Xylene RN RREERS R
91.0 5.20 5.40 5.60 5.80
m/z 51.00 10.38%
5000
51.0 ‘
m/z--> 50 100 150 200 250 300 350 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37483.D

Acq On : 12 Nov 2022 00:56
Operator : CG/JU

Sample : N5414-01

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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 4 Benzene, propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.769 98.93 ng 7401820 1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 94
2 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 72
3 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 72
4 1,2-Ethanediamine, N,N'-bis(phen... 240 C16H20N2 000140-28-3 64
5 N-Isobutyl(phenyl)methanesulfona... 227 C11H17NO2S 144615-94-1 59
Abundance Scan 626 (6.769 min): BM037483.D\data.ms (-620) (-) m/z 91.05 100.00%
91.0
6.406.60 6.80 7.00
39.0 IZL.l . . . :

ol el 22T 1649 2070 2818 5 906 05  23.54%

miz--> 50 100 150 200 250

Abundance #10702: Benzene, propyl-

91.0
5000
6.40 6.60 6.80 7.00
m/z 65.00 11.27%
39.0 L
O T T ‘\ ‘\‘ i‘ \“\ “\ ‘\‘ “]\-2\‘ .\() T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #28981: Ethanol, 2-[(phenylmethyl)amino]-
91.0
T
6.40 6.60 6.80 7.00
5000 m/z 92.10 10.81%
015'0 \5]\.'0\‘ L \‘ 12L.0151‘0
el e
m/z--> 50 100 150 200 250
Abundance #129554: Phenethylamine, N-benzyl-p-chloro- T e e
91.0 6.40 6.60 6.80 7.00
m/z 77.95 6.29%
5000
oL 4to 1210 1640
e EaE L o AR
m/z--> 50 100 150 200 250 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37483.D

Acq On : 12 Nov 2022 00:56
Operator : CG/JU

Sample : N5414-01

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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, 1l-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.887 342.08 ng 25595100 1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 646 (6.887 min): BM037483.D\data.ms (-638) (-) m/z 105.05 100.00%
105.1
5000
o RRREEEEEE
650, | 6.60 6.80 7.00 7.20
ol bt L 1469 207.0 2669 326! /7 179,10  34.13%
miz--> 50 100 150 200 250 300
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
6.60 6.80 7.00 7.20
m/z 91.05 13.33%
39.0
04 \‘\ ‘\‘ i‘““\”\h\ \““‘\m\‘ LN B et B
miz--> 50 100 150 200 250 300
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
6.60 6.80 7.00 7.20
5000 m/z 77.00 12.51%
39.0
) I N ——
miz--> 50 100 150 200 250 300
Abundance #10695: Mesitylene
105.0 6.60 6.80 7.00 7.20
m/z 79.05 9.45%
5000
39.0 ‘
e —
m/z--> 50 100 150 200 250 300 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37483.D

Acq On : 12 Nov 2022 00:56
Operator : CG/JU

Sample : N5414-01

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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 6 Benzene, 1-ethyl-4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.187 203.97 ng 152611060 1,4-Dichlorobenzene-d4 7.804

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 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 697 (7.187 min): BM037483.D\data.ms (-690) (-) m/z 105.05 100.00%
105.1
5000
REaEE e
650 6.80 7.00 7.20 7.40 7.60
Ol hpod A Lk 1650 2080 266.9  385. /7 129,05  32.53%
m/z--> 50 100 150 200 250 300 350
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 BERENEEE N AR RN

6.80 7.00 7.20 7.40 7.60
m/z 77.00 12.55%

39.0
O\\‘\‘\‘i‘”“\”\hir““\m\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
BARER R R R
6.80 7.00 7.20 7.40 7.60
5000 ITI/Z 91.05 12.54%
39.0 H ‘ ‘
0\\‘\‘\“‘\“\‘\\“‘\H\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #10694: Mesitylene
105.0 6.80 7.00 7.20 7.40 7.60
m/z 79.05 10.25%
5000
m/z--> 50 100 150 200 250 300 350 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37483.D

Acq On : 12 Nov 2022 00:56

Operator : CG/JU

Sample : N5414-01

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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 Mesitylene Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.457 730.20 ng 54634500 1,4-Dichlorobenzene-d4 7.804
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-3-methyl- 120 C9H12 000620-14-4 93
5 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
Abundance Scan 743 (7.457 min): BM037483.D\data.ms (-734) (-) m/z 105.05 100.00%
105.1
I |
o RAmE e RRR R
51.0 ‘ 7.20 7.40 7.60 7.80
oLt “H‘ 14121780 2530 3411 n/z 120.16  63.29%
miz--> 50 100 150 200 250 300
Abundance #10692: Mesitylene
105.0
7.20 7.40 7.60 7.80
m/z 119.10 17.90%
51.0
O\\\‘\i‘“h\“\‘“\\“H\H‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
miz—-> 50 100 150 200 250 300
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0 /\/\
A
7.20 7.40 7.60 7.80
5000 m/z 77.05 17.00%
39.0
) N Y —
miz--> 50 100 150 200 250 300 M /\
Abundance #10718: Benzene, 1,2,4-trimethyl- R RN R
105.0 7.20 7.40 7.60 7.80
m/z 91.05 15.31%
5000
ols0 0
m/z--> 50 100 150 200 250 300 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37483.D

Acq On : 12 Nov 2022 00:56
Operator : CG/JU

Sample : N5414-01

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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 Benzene, 1,2,3-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.916 208.19 ng 155774060  1,4-Dichlorobenzene-d4 7.804

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-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 90
Abundance Scan 821 (7.916 min): BM037483.D\data.ms (-813) (-) m/z 105.10 100.00%
105.1
5000
ERmammEssEEE R
390 (10 7.60 7.80 8.00 8.20
Ol L 111340 1650 1929 2209 /7 12605  42.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10692: Mesitylene
105.0
5000 TT T T T T T[T T[T T T T [TTTT]

7.60 7.80 8.00 8.20
m/z 77.00  12.22%

77.0
51.0
O \\\‘2\7\.\()\“\\“P\h“\‘\\\‘H‘\\‘\\‘H\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
R N RAS e e A RES A
7.60 7.80 8.00 8.20
5000 m/z 119.05 10.45%
39.0 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0 7.60 7.80 8.00 8.20
m/z 91.10 10.33%
5000
270 51.0 770 ‘
) S P PR Y Y N ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37483.D

Acq On : 12 Nov 2022 00:56
Operator : CG/JU

Sample : N5414-01

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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 1Indane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.175 149.78 ng 112065060 1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 80
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 72
4 Deltacyclene 118 C9H1e 007785-10-6 72
5 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 53

Abundance Scan 865 (8.175 min): BM037483.D\data.ms (-857) (-) m/z 117.05 100.00%

117.1
5000
A AT
63.0 7.80 8.00 8.20 8.40
(
ol bbb )l 1469 1908 2820 /7 118,05  54.15%
miz--> 50 100 150 200 250
Abundance #10179: Indane
117.0
5000 L L L L LA B R
7.80 8.00 8.20 8.40
39.0 m/z 115.05 32.98%
il
O\\“\‘\”‘\“‘\”\‘\“\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0
e R manE L
7.80 8.00 8.20 8.40
5000 m/z 91.05 15.58%
39.0
‘ 78.0
S N A ——
m/z--> 50 100 150 200 250
Abundance #10197: Benzene, cyclopropyl-
117.0 7.80 8.00 8.20 8.40
m/z 62.95 8.00%
5000
51.0
otso | emoy |
m/z--> 50 100 150 200 250 7.80 8.00 8.20 8.40

8270-BM102822.M Mon Nov 14 13:28:41 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37483.D

Acq On : 12 Nov 2022 00:56
Operator : CG/JU

Sample : N5414-01

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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, 1,4-diethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.287 36.61 ng 2738920 1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 97
2 Benzene, 1,3-diethyl- 134 C1oH14 000141-93-5 97
3 Benzene, 1,2-diethyl- 134 CleHi4 000135-01-3 94
4 Benzene, 1l-ethyl-3,5-dimethyl- 134 CleHi4 000934-74-7 91
5 o-Cymene 134 C10H14 000527-84-4 81
Abundance Scan 884 (8.287 min): BM037483.D\data.ms (-877) (-) m/z 105.05 100.00%
106.1
5000
51.0 ‘ 8.00 8.20 8.40 8.60
ol bt LUl 1469 2001 2669 341 7119 05  99.96%
miz--> 50 100 150 200 250 300
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000
8.00 8.20 8.40 8.60
m/z 134.00 48.62%
410 "0
04 \“\ U.i‘ \“\M\ ‘\”“H\L“ \‘\ L e e B
miz—-> 50 100 150 200 250 300
Abundance #17034: Benzene, 1,3-diethyl-
119.0
8.00 8.20 8.40 8.60
5000 m/z 91.00 27.61%
390 77.0‘
R TWE B I O
miz--> 50 100 150 200 250 300
Abundance #17032: Benzene, 1,2-diethyl-
119.0 8.00 8.20 8.40 8.60
m/z 77.00 17.72%
5000
77.0
ol bty
m/z--> 50 100 150 200 250 300 8.00 8.20 8.40 8.60

8270-BM102822.M Mon Nov 14 13:28:49 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37483.D

Acq On : 12 Nov 2022 00:56
Operator : CG/JU

Sample : N5414-01

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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 Benzene, 1-methyl-2-propyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.345 28.35 ng 2121220 1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-2-propyl- 134 CleH14 001074-17-5 91
2 Benzene, 1-methyl-3-propyl- 134 CleHi4 001074-43-7 91
3 Benzene, 1-methyl-4-propyl- 134 CleHi4 001074-55-1 90
4 Benzene, (1-methylpropyl)- 134 C1eH14 000135-98-8 81
5 2-Tolyloxirane 134 C9H1e0 002783-26-8 80
Abundance Scan 894 (8.345 min): BM037483.D\data.ms (-889) (-) m/z 105.10 100.00%
105.1
5000
T s
39.0 136.1 : : : :

O S0 I A30L 19092210 2670 113405 26.00%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #17050: Benzene, 1-methyl-2-propyl-

105.0
5000
8.00 8.20 8.40 8.60
134.0 m/z 106.05  13.30%
O \\\‘\‘\:3\\9“"\(\)‘\\"Z%\&R\h\“‘\H“H\‘\‘\H\‘\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0
8.00 8.20 8.40 8.60
5000 m/z 77.00 12.13%
134.0
39.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0 8.00 8.20 8.40 8.60
m/z 91.00 10.71%
5000
134.0
m/z--> 20 40 60 80 100120140160180200220240260280 8.00 8.20 8.40 8.60

8270-BM102822.M Mon Nov 14 13:28:55 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37483.D

Acq On : 12 Nov 2022 00:56
Operator : CG/JU

Sample : N5414-01

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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 10
R.T. EstConc Area Relative to ISTD R.T.
8.434 73.71 ng 5515310 1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 96
2 Benzene, 1,3-diethyl- 134 C1oH14 000141-93-5 95
3 Benzene, 1,2-diethyl- 134 CleHi4 000135-01-3 94
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94
5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 91
Abundance Scan 909 (8.434 min): BM037483.D\data.ms (-903) (-) m/z 119.05 100.00%
119.1
5000
39.0 77"0 8.20 8.40 8.60 8.80
ol U] 1500 - 207.0 2669 y/; 195,05  59.41%
miz--> 50 100 150 200 250
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000 L L I L L BN N B
8.20 8.40 8.60 8.80
m/z 134.00 44.44%
410 70
O\\“\ U.i‘ \“\M\ ‘\”“H\‘M\‘\‘\\\\‘\\\\‘\\\\
miz—-> 50 100 150 200 250
Abundance #17034: Benzene, 1,3-diethyl-
119.0
8.20 8.40 8.60 8.80
5000 m/z 91.00 29.65%
390 77.0‘
= “\‘ U i‘”u“\“ ‘H‘ 1l ‘\M‘H! ‘\‘ — — —
m/z--> 50 100 150 200 250
Abundance #17032: Benzene, 1,2-diethyl-
119.0 8.20 8.40 8.60 8.80
m/z 77.00 14.93%
5000
77.0
ol b bl d
m/z--> 50 100 150 200 250 8.20 8.40 8.60 8.80

8270-BM102822.M Mon Nov 14 13:28:56 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37483.D

Acq On : 12 Nov 2022 00:56
Operator : CG/JU

Sample : N5414-01

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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-4-propyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.598 17.52 ng 1311110 1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-4-propyl- 134 CleH14 001074-55-1 94
2 Benzene, 1-methyl-2-propyl- 134 CleHi4 001074-17-5 93
3 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 90
4 Benzene, (1-methylpropyl)- 134 C1eH14 000135-98-8 81
5 2-Tolyloxirane 134 C9H1e0 002783-26-8 74
Abundance Scan 937 (8.598 min): BM037483.D\data.ms (-927) (-) m/z 105.10 100.00%
105.1
5000
39.0 ‘ ‘L 8.20 8.40 8.60 8.80 9.00
ol Ll B, 1811 2089 2509 34l ;134,00 22.97%
miz--> 50 100 150 200 250 300
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000
8.20 8.40 8.60 8.80 9.00
m/z 77.00 13.17%
0\2\7‘\.0‘\“Gﬁlﬂ‘\\““‘\h\\‘\‘\\\\‘\\\\|\\\\‘\\\\
miz—-> 50 100 150 200 250 300
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
‘V—Y_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—’_Y_F
8.20 8.40 8.60 8.80 9.00
5000 m/z 79.00 9.65%
39.0
ot
miz--> 50 100 150 200 250 300
Abundance #17626: Benzeneacetaldehyde, .alpha.-methyl- R
105.0 8.20 8.40 8.60 8.80 9.00
m/z 106.05 9.48%
5000
51.0 H ‘
S e —
m/z--> 50 100 150 200 250 300 8.20 8.40 8.60 8.80 9.00

8270-BM102822.M Mon Nov 14 13:29:01 2022 Page: 14



Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\

BM@37483.D

: 12 Nov 2022 00:56
: CG/JU
: N5414-01

: 16  Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
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 14 Benzene, 2-ethyl-1,4-dimethyl-

Concentration Rank 13

R.T EstConc Area Relative to ISTD R.T.
8.751 38.52 ng 2882010 1,4-Dichlorobenzene-d4 7.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 97
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
4 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 93
Abundance Scan 963 (8.751 min): BM037483.D\data.ms (-956) (-) m/z 119.05 100.00%
119.1
- M
e e RARBARAREY
39.0 (1 8.40 8.60 8.80 9.00
- pwh‘“ SrN 207l 2830 3411 n/z 134.00  32.92%
m/z--> 50 100 150 200 250 300 350
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
8.40 8.60 8.80 9.00
m/z 91.00 18.00%
39.0 77%
O\‘\‘\‘\“‘H\H\‘“\\‘h‘\” \H\‘\\\\‘\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #16998: 0-Cymene
119.0
8.40 8.60 8.80 9.00
5000 m/z 105.05 14.11%
410
m/z--> 50 100 150 200 250 300 350
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- H A
119.0 8.40 8.60 8.80 9.00
m/z 77.00 9.68%
5000
77.
% ﬂ L
ot L M e
m/z--> 50 100 150 200 250 300 350 8.40 8.60 8.80 9.00

8270-BM102822.M Mon Nov 14 13:29:02 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37483.D

Acq On : 12 Nov 2022 00:56
Operator : CG/JU

Sample : N5414-01

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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 o-Cymene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.798 31.40 ng 2349140  1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 CleH14 000527-84-4 97
2 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 97
3 p-Cymene 134 C10H14 000099-87-6 95
4 Benzene, 1l-ethyl-2,4-dimethyl- 134 CleHi4 000874-41-9 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 CleH14 002870-04-4 93
Abundance Scan 971 (8.798 min): BM037483.D\data.ms (-967) (-) m/z 119.10 100.00%
119.1
- M
s e A RRaRAR R
390 770 8.40 8.60 8.80 9.00 9.20
Olrreprorefe gy b b e 2090 2850 sz 134,05 28.39%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16998: 0-Cymene
119.0
5000
8.40 8.60 8.80 9.00 9.20
m/z 91.00 16.74%
41.0 77.0 |
O \\\‘\‘\\\“‘\\‘\\“"\‘H\‘H’\\i‘\‘w\\‘\‘H\‘\‘\H\‘\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
8.40 8.60 8.80 9.00 9.20
5000 m/z 120.10 9.98%
4o 70
Ol et e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16995: p-Cymene
119.0 8.40 8.60 8.80 9.00 9.20
m/z 77.00 9.01%
5000
41.0 77.0
0 \\\‘H\\\“‘\\‘\\,M‘u\“‘,\\1‘\“1‘\\‘HuH\‘\u\‘\u\,\\u‘\m‘\m‘\m‘\m,u S e e
m/z--> 20 40 60 80 100120140160180200220240260280 8.40 8.60 8.80 9.00 9.20

8270-BM102822.M Mon Nov 14 13:29:02 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37483.D

Acq On : 12 Nov 2022 00:56

Operator : CG/JU

Sample : N5414-01

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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 16 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
8.904 85.11 ng 6368450 1,4-Dichlorobenzene-d4 7.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 CleH14 000527-84-4 94
2 Benzene, 4-ethyl-1,2-dimethyl- 134 CleHi4 000934-80-5 91
3 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 91
4 p-Cymene 134 CleH14 000099-87-6 90
5 Benzene, 1-ethyl-2,4-dimethyl- 134 CleH14 000874-41-9 90
Abundance Scan 989 (8.904 min): BM037483.D\data.ms (-984) (-) m/z 119.10 100.00%
119.1
- MJ&
30.0 77.0 ‘ . 8.60 8.80 9.00 9.20
ol Ll 1910 2808 s34 05 30.20%
miz--> 50 100 150 200 250
Abundance #16997: 0-Cymene
119.0
5000
8.60 8.80 9.00 9.20
m/z 117.05 19.11%
410 77.0
0— U “”\“\‘”\ ‘\”“”\M LT B B e B I s
miz--> 50 100 150 200 250
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
A
8.60 8.80 9.00 9.20
5000 m/z 91.00 19.03%
77.0
oo 1
i O W R
m/z--> 50 100 150 200 250
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0 8.60 8.80 9.00 9.20
m/z 115.00 10.99%
5000
77.0
39.0 ‘ ‘
e WE U N
m/z--> 50 100 150 200 250 8.60 8.80 9.00 9.20

8270-BM102822.M Mon Nov 14 13:29:03 2022

Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37483.D

Acq On : 12 Nov 2022 00:56

Operator : CG/JU

Sample : N5414-01

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 18

R.T EstConc Area Relative to ISTD R.T.
9.428 27.01 ng 3163190  Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
3 Benzene, 1,2,3,4-tetramethyl- 134 CleHi4 000488-23-3 95
4 o-Cymene 134 CleHi4 000527-84-4 94
5 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 93
Abundance Scan 1078 (9.428 min): BM037483.D\data.ms (-1072) (-) m/z 119.10 100.00%
119.1
5000
39.0 77.0 9.20 9.40 9.60 9.80
ol b L 2070 2819 895,y 7 134.05  45.52%
m/z--> 50 100 150 200 250 300 350
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 HH‘/\\W\’HH‘HH‘\H
9.20 9.40 9.60 9.80
m/z 91.00 16.45%
39.0 77.0
Ot ‘\‘ i‘“\h“\“‘\ \“‘M\M \“\ AL
miz--> 50 100 150 200 250 300 350
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
R R e
9.20 9.40 9.60 9.80
5000 m/z 120.05 9.80%
270 7.0
m/z--> 50 100 150 200 250 300 350
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0 9.20 9.40 9.60 9.80
m/z 133.05 9.01%
5000
39.0 71%
) —
m/z--> 50 100 150 200 250 300 350 9.20 9.40 9.60 9.80

8270-BM102822.M Mon Nov 14 13:29:04 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37483.D

Acq On : 12 Nov 2022 00:56

Operator : CG/JU

Sample : N5414-01

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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 18 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 15

R.T EstConc Area Relative to ISTD R.T.
9.486 35.67 ng 4177480  Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
3 Benzene, 1,2,3,5-tetramethyl- 134 CleHi4 000527-53-7 96
4 o-Cymene 134 CleHi4 000527-84-4 95
5 Benzene, 1-ethyl-2,4-dimethyl- 134 CleH14 000874-41-9 94
Abundance Scan 1088 (9.486 min): BM037483.D\data.ms (-1083) (-) m/z 119.10 100.00%
119.1
5000
390 770 9.20 9.40 9.60 9.80
ol b b WL 2000 2669 ;134,05  42.57%
miz--> 50 100 150 200 250
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 \H‘/\\ﬁ\‘uu‘uu‘uu
9.20 9.40 9.60 9.80
m/z 91.00 16.46%
39.0 77.0
Ol ‘\‘ i‘” \M‘\“‘\ T |M\M‘ \“\ L B s s B B B
miz--> 50 100 150 200 250
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
e e RARARaA R
9.20 9.40 9.60 9.80
5000 m/z 120.10 9.75%
39.0 77.0
[o | IR “\ ih i ‘u‘ “ ‘M‘M“ “\‘ - — e
m/z--> 50 100 150 200 250
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0 9.20 9.40 9.60 9.80
m/z 133.05 8.49%
5000
41.0 710‘
1 N o Y I D
m/z--> 50 100 150 200 250 9.20 9.40 9.60 9.80

8270-BM102822.M Mon Nov 14

13:29:05 2022

Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37483.D

Acq On : 12 Nov 2022 00:56

Operator : CG/JU

Sample : N5414-01

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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 19 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 19

R.T EstConc Area Relative to ISTD R.T.
9.845 23.98 ng 2808190  Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
3 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 90
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 90
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 87
Abundance Scan 1149 (9.845 min): BM037483.D\data.ms (-1144) (-) m/z 117.10 100.00%
11y.1
an UL
510 ‘ 9.50 10.00
bt bl 1930 385013505 39.36%
m/z--> 50 100 150 200 250 300 350
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
11v.0
5000 — L
9.50 10.00
m/z 115.00  28.06%
39.0 779 ‘ ‘
0 \‘\“\‘ }‘”\‘“\““\ ‘\‘ ‘\m“‘\“{\‘ L e e e By
miz--> 50 100 150 200 250 300 350
Abundance #16106: 3-Phenylbut-1-ene
117.0 M
— =
9.50 10.00
5000 m/z 131.05 22.38%
39.0 77.0‘ ‘
A ;‘mh““‘wu“““uu‘u_MWH,HH_HW
m/z--> 50 100 150 200 250 300 350
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0 9.50 10.00
m/z 91.00 12.74%
5000
39.0 770
m/z--> 50 100 150 200 250 300 350 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37483.D

Acq On : 12 Nov 2022 00:56

Operator : CG/JU

Sample : N5414-01

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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 20 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 11
R.T EstConc Area Relative to ISTD R.T.
9.998 49.14 ng 5755830  Naphthalene-d8 10.604

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 92
3 2,4-Dimethylstyrene 132 C10H12 002234-20-0 90
4 Benzene, 2-butenyl- 132 Cl1leH12 001560-06-1 76
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 76
Abundance Scan 1175 (9.998 min): BM037483.D\data.ms (-1163) (-) m/z 117.10 100.00%
1171
=
390 77.0 10.00
ob e bl 8470 2069 2811 u; 919,05 48.69%
miz--> 50 100 150 200 250
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000
10.00
51.0 ‘ m/z 132.00 38.13%
01\5\0‘\ “i‘ }LM\“H\”‘??‘\Q‘M\“\ ‘“\‘\ L Bt Bt B B
miz--> 50 100 150 200 250
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
T
10.00
5000 m/z 115.00 32.39%
390 770 ‘ ‘
BTSN 6 T
miz--> 50 100 150 200 250
Abundance #16113: 2,4-Dimethylstyrene \ —1
117.0 10.00
m/z 91.00 21.31%
5000
39.0
‘ 77.0 ‘
0 ‘\‘\“ Iy UH \‘\m‘m‘h‘ I ‘\M“h‘ a e AN
m/z--> 50 100 150 200 250 10.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37483.D

Acqg On : 12 Nov 2022 00:56
Operator : CG/JU

Sample : N5414-01

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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, 1,3-di... 5.440 672.6 ng 50323700 1 7.804 1496440 20.0
Benzene, propyl- 6.769 98.9 ng 7401820 1 7.804 1496440 20.0
Benzene, 1l-ethy... 6.887 342.1 ng 25595100 1 7.804 1496440 20.0
Benzene, 1l-ethy.. 7.187 204.0 ng 15261100 1 7.804 1496440 20.0
Mesitylene 7.457 730.2 ng 54634500 1 7.804 1496440 20.0
Benzene, 1,2,3-... 7.916 208.2 ng 15577400 1 7.804 1496440 20.0
Indane 8.175 149.8 ng 11206500 1 7.804 1496440 20.0
Benzene, 1,4-di... 8.287 36.6 ng 2738920 1 7.804 1496440 20.0
Benzene, 1-meth... 8.345 28.4 ng 2121220 1  7.804 1496440 20.0
Benzene, 1,3-di... 8.434 73.7 ng 5515310 1 7.804 1496440 20.0
Benzene, 1-meth... 8.598 17.5 ng 1311116 1  7.804 1496440 20.0
Benzene, 2-ethy... 8.751 38.5 ng 2882010 1  7.804 1496440 20.0
o-Cymene 8.798 31.4 ng 2349140 1  7.804 1496440 20.0
Benzene, 4-ethy... 8.904 85.1 ng 6368450 1  7.804 1496440 20.0
Benzene, 1,2,4,... 9.428 27.0 ng 3163190 2 10.604 2342460 20.0
Benzene, 1,2,3,... 9.486 35.7 ng 4177480 2 10.604 2342460 20.0
1H-Indene, 2,3-... 9.845 24.0 ng 2808190 2 10.604 2342460 20.0
Benzene, 2-ethe... 9.998 49.1 ng 5755830 2 10.604 2342460 20.0
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