LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BG@54779.D

Acqg On : 29 Aug 2022 19:34
Operator : CG/JU

Sample : N4376-03

Misc :

ALS Vvial : 15 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_ G\Methods\8270-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54779.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.782 78 84 93 rVvB3 107579 184604 2.74%  0.249%
2 4.040 121 128 133 rW3 51216 96078 1.43% 0.130%
3 4.270 160 167 182 rBV 430734 774529 11.49% 1.045%
4 4.516 203 209 214 rBV 66029 104222 1.55% 0.141%
5 4.581 214 220 223 rBV2 67280 110143 1.63% 0.149%
6 5.627 390 398 404 rBV 3508261 5915023 87.76% 7.982%
7 5.692 404 409 414 rVWW 386579 640556 9.50% 0.864%
8 5.780 414 424 438 rVB 2779108 6739862 100.00%  9.095%
9 6.138 477 485 495 rVB 2331060 3910964 58.03% 5.278%
106 6.620 557 567 577 rBV 326991 549031 8.15% ©.741%
11 7.113 643 651 662 rBV 810575 1318241 19.56% 1.779%
12 7.225 662 670 675 rVV 1032433 1711333 25.39% 2.309%
13 7.284 675 680 687 rVV2 1094476 1957939 29.05% 2.642%
14 7.360 687 693 705 rVB 806925 1329306 19.72% 1.794%
15 7.531 714 722 729 rBV 1010190 1713572 25.42% 2.312%
16 7.795 753 767 775 rVB 3578395 6189430 91.83% 8.352%
17 8.042 806 809 815 rVB 42253 67565 1.00% 0.091%
18 8.147 820 827 838 rBV2 160419 370589 5.50% 0.500%
19 8.265 838 847 855 rBV 1390830 2450261 36.35% 3.306%
20 8.418 866 873 878 rBV3 58069 123939 1.84% 0.167%
21 8.529 884 892 899 rBV 1369166 2372149 35.20% 3.201%
22 8.635 904 910 915 rVvVv 189005 303828 4.51% 0.410%
23 8.694 915 920 927 rVB 269438 449218 6.67% 0.606%
24 8.788 929 936 942 rBV2 416884 748674 11.11% 1.010%
25 8.841 942 945 953 rVB 47575 72869 1.08% ©.098%
26 8.952 955 964 975 rBV 145255 259076  3.84% 0.350%
27 9.105 983 990 994 rBV 277130 491851 7.30% 0.664%
28 9.152 994 998 1006 rVV 263863 587159 8.71% ©.792%
29 9.258 1006 1016 1022 rVV2 677800 1548486 22.98% 2.090%
30 9.328 1022 1028 1042 rVB2 659469 1667141 24.74% 2.250%
31 9.593 1065 1073 1080 rBvV2 140029 278844  4.14% 0.376%
32 9.781 1094 1105 1110 rBV 324940 556029 8.25% 0.750%
33 9.845 1110 1116 1122 rVB 372163 631959 9.38% 0.853%
34 9.957 1132 1135 1142 rVB2 44913 71458 1.06% 0.096%
35 10.157 1161 1169 1173 rBV3 60186 135164 2.01% 0.182%
36 10.210 1173 1178 1190 rVB 356788 670489 9.95%  ©.905%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BG@54779.D

Acqg On : 29 Aug 2022 19:34
Operator : CG/JU

Sample : N4376-03

Misc :

ALS Vvial : 15 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_ G\Methods\8270-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.363 1190 1204 1212 rBV2 852650 1717093 25.48% 2.317%
38 10.427 1212 1215 1219 rVV2 53497 94200 1.40% 0.127%
39 10.474 1219 1223 1227 rVW2 44300 105617 1.57% 0.143%
40 10.539 1231 1234 1239 rVV3 47234 84731 1.26% 0.114%
41 10.603 1239 1245 1250 rVV 186239 332006 4.93% 0.448%
42 10.662 1250 1255 1264 rVB 52592 92363 1.37% 0.125%
43 10.974 1295 1308 1311 rVV2 211551 621567 9.22% 0.839%
44 11.032 1311 1318 1324 rVVW 1663514 3231726 47.95% 4.361%
45 11.079 1324 1326 1333 rVB 83058 116086 1.72% 0.157%
46 11.150 1333 1338 1341 rBV 50871 91287 1.35% 0.123%
47 11.555 1401 1407 1412 rBV4 55246 129943 1.93% 0.175%
48 11.632 1415 1420 1433 rVB2 74615 178154 2.64%  0.240%
49 11.878 1456 1462 1468 rVB 93290 160872 2.39% 0.217%
50 12.072 1483 1495 1503 rVB3 90035 186920 2.77% 0.252%
51 12.155 1503 1509 1522 rVB2 110318 203609 3.02% 0.275%
52 12.348 1536 1542 1549 rVB2 92081 173102 2.57% 0.234%
53 12.507 1564 1569 1577 rVB3 87050 161837 2.40% 0.218%
54 12.625 1577 1589 1595 rBV 1050649 1889921 28.04% 2.550%
55 12.677 1595 1598 1604 rVB3 56883 85215 1.26% ©.115%
56 12.836 1615 1625 1635 rBV2 1028358 2038260 30.24% 2.750%
57 13.130 1670 1675 1680 rVB2 39979 73343 1.09% 0.099%
58 13.247 1690 1695 1703 rVB 88447 150701 2.24% 0.203%
59 13.406 1712 1722 1729 rVB 1501469 2422714 35.95% 3.269%
60 13.618 1749 1758 1763 rBV2 86713 198406 2.94% 0.268%
61 13.747 1769 1780 1784 rBV2 86834 194021 2.88% 0.262%
62 13.811 1784 1791 1802 rVB2 102100 292967 4.35% 0.395%
63 13.911 1803 1808 1810 rBV 91276 145833 2.16% 0.197%
64 13.952 1810 1815 1822 rVB3 247997 585957 8.69% ©.791%
65 14.099 1833 1840 1845 rBV 361562 707192 10.49%  0.954%
66 14.158 1845 1850 1859 rVB 278268 507513 7.53% 0.685%
67 14.340 1875 1881 1884 rBV 137645 222898 3.31% 0.301%
68 14.505 1900 1909 1913 rBV 82634 148411 2.20% ©0.200%
69 14.587 1920 1923 1931 rVB 69991 115742 1.72% 0.156%
70 14.746 1945 1950 1951 rBv2 76958 93475 1.39% 0.126%
71 14.781 1951 1956 1962 rVV 394109 658142 9.76%  0.888%
72 14.851 1963 1968 1973 rVB2 52364 105591 1.57% 0.142%
73 15.175 2017 2023 2029 rVB2 82894 147848 2.19% 0.200%
74 15.245 2029 2035 2040 rBV2 67399 124908 1.85% 0.169%
75 15.392 2054 2060 2065 rBV2 70354 125533 1.86% 0.169%
76 15.821 2126 2133 2138 rBV2 66678 136713 2.03% 0.184%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BG@54779.D

Acqg On : 29 Aug 2022 19:34
Operator : CG/JU

Sample : N4376-03

Misc

ALS Vvial : 15 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_ G\Methods\8270-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 15.950 2151 2155 2165 rVB5 48374 113580 1.69% ©0.153%
78 16.267 2202 2209 2217 rBV 1206819 1904085 28.25% 2.569%
79 16.873 2308 2312 2324 rVB3 32731 80104 1.19% ©.108%
80 17.525 2417 2423 2428 rBV 472521 736898 10.93% 0.994%
81 17.566 2428 2430 2436 rVB 54800 72964 1.08% 0.098%
82 20.128 2859 2866 2873 rBV 2568425 3484706 51.70% 4.702%
83 21.426 3082 3087 3092 rBV 76091 125313 1.86% ©0.169%
84 21.814 3146 3153 3166 rVB2 461730 811464 12.04%  1.095%
85 25.180 3715 3726 3740 rVB2 274287 821983 12.20% 1.109%

Sum of corrected areas: 74105095
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BG@54779.D

Acq On : 29 Aug 2022 19:34
Operator : CG/JU

Sample : N4376-03

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG054779.D\data.ms
3500000 5.627 7.795

3000000 .
2500000 6.138

2000000

11.032

1500000
12.62%836

1000000 71 36 ]
500000 4.270 692 6620 y . . .
3.7 4584 7] % : s A110 BY®
0 Totou0 sz il 415684 - 1601 5gaRI T

Time--> 350 4.00 450 500 550 6.00 6.50 7.00 750 8.00 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Abundance TIC: BG054779.D\data.ms
3500000

3000000
20.128

2500000
2000000

1500000 13.406

16.267
1000000

17.525 21.814

500000

16.873 17566 21.426

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG054779.D\data.ms
3500000

3000000

2500000

2000000

1500000

1000000

500000 25.180

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BG@54779.D

Acq On : 29 Aug 2022 19:34
Operator : CG/JU

Sample : N4376-03

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 3 Benzene, 1,3-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.780 363.74 ng 6739860 1,4-Dichlorobenzene-d4 8.153

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 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H1@ 002175-91-9 91
5 Ethylbenzene 106 C8H10 000100-41-4 83
Abundance Scan 424 (5.780 min): BG054779.D\data.ms (-414) (-) m/z 91.10 100.00%
91.1
5000

51‘0 74 1 1 5.40 5.60 5.80 6.00 6.20
om‘m“_Jlu_m,wlwmw_m,??’lﬁp‘ m/z 106.10  51.72%

m/z--> 20 40 100 120 140

Abundance #5749.Benzene,13-dkneﬂwh

91.0
5000
5.40 5.60 5.80 6.00 6.20
390 m/z 105.10  26.29%
A T
O\\\‘\‘\\\“\\w‘\“‘\\\\"\\L\“‘\‘\\\‘\\\\’\\\\
miz—-> 20 40 60 80 100 120 140
Abundance #5724 p-Xylene
91.0
“H‘W‘H“H‘W‘H“
5.40 5.60 5.80 6.00 6.20
5000 m/z 77.10 15.78%
51.0
270 |, g 74R | 1970
o1t
miz--> 20 40 60 80 100 120 140
Abundance #5719: o-Xylene R AR RaE R
91.0 5.40 5.60 5.80 6.00 6.20
m/z 51.05 13.98%
5000
51.0
N A I S V0 W
m/z--> 20 40 60 80 100 120 140 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BG@54779.D

Acq On : 29 Aug 2022 19:34
Operator : CG/JU

Sample : N4376-03

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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, propyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.113  71.14 ng 1318240 1,4-Dichlorobenzene-d4 8.153

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 94
2 1,2-Ethanediamine, N,N'-bis(phen... 240 C16H20N2 000140-28-3 72
3 1-(Benzylamino)propan-2-ol 165 C10OH15NO 1000486-84-7 59
4 Benzenepropionic acid, 4-benzyloxy- 256 C16H1603 050463-48-4 47
5 Benzaldehyde, 4-(phenylmethoxy)- 212 C14H1202 004397-53-9 47

Abundance Scan 651 (7.113 min): BG054779.D\data.ms (-643) (-) m/z 91.10 100.00%

91.1
5000
120.1
390 ©°1 6.80 7.00 7.20 7.40
0“‘“‘“NV‘NH‘MM‘JH‘Mj“m“p“““‘u““ m/z 120.10  23.27%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10702: Benzene, propyl-
91.0
5000 \\\‘\\\\‘\\\\‘\\\\’\\\\‘
6.80 7.00 7.20 7.40
120.0 m/z 65.10 11.32%
39.0 65.0
O\\\\‘\‘\\\“‘\\“\\“\\\\“\\‘\\‘\‘\\\“\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #123891: 1,2-Ethanediamine, N,N'-bis(phenylmethyl)-
91.0
 EAEEEEEE RS SRR
6.80 7.00 7.20 7.40
5000 120.0 m/z 92.10  10.92%
65.0
Y T S N T L
m/z--> 20 40 60 80 100 120 140 160 /\
Abundance #40483: 1-(Benzylamino)propan-2-ol e RN masTESE T,
91.0 6.80 7.00 7.20 7.40
m/z 78.10 6.54%
5000
120.0
150 390 650 \
m/z--> 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BG@54779.D

Acq On : 29 Aug 2022 19:34
Operator : CG/JU

Sample : N4376-03

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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-3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.225 92.36 ng 1711330  1,4-Dichlorobenzene-d4 8.153

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 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 670 (7.225 min): BG054779.D\data.ms (-662) (-) m/z 105.10 100.00%
105.1
5000
R E e BAREREEEE
39.0 | 7.00 7.20 7.40 7.60
: (
OO Mot 2804 7 120,10 32.64%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 L B I L I LN B

7.00 7.20 7.40 7.60
m/z 91.10 13.24%

39.0
O H\‘\‘\\\“‘\\‘\‘\"‘Zé\LR\‘}\‘h\\‘\““\\\\‘\\\\’\\\\‘HH‘HH‘HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
7.00 7.20 7.40 7.60
5000 ITI/Z 77.10 12.14%
\39‘-0‘ L 4 ‘\ Il Lyl
o o
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10721: Benzene, 1-ethyl-4-methyl- e RRRERE s
105.0 7.00 7.20 7.40 7.60
m/z 79.10 9.73%
5000
39.0
0HwmHLﬂWZﬁ@ﬂwhmeW‘uwuuwHWHH_HWHH“HWH R T SRR
m/z--> 20 40 60 80 100120140160180200220240260280 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BG@54779.D

Acq On : 29 Aug 2022 19:34
Operator : CG/JU

Sample : N4376-03

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 10
R.T. EstConc Area Relative to ISTD R.T.
7.360 71.74 ng 1329310 1,4-Dichlorobenzene-d4 8.153

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 95

4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91

Abundance Scan 693 (7.360 min): BG054779.D\data.ms (-687) (-) m/z 105.10 100.00%

105.1

-

5000 120.1
301  ggo 10911 7.00 7.20 7.40 7.60
o‘wHH_m_uJ‘umNw”w‘u(uw“1‘_HW‘HH_‘:quu“uwm m/z 120.10  47.90%
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10695: Mesitylene
105.0
120.0
5000

7.00 7.20 7.40 7.60
m/z 119.05 13.12%

39.0 63.0 77.0 91.0 H‘

OH‘HH‘\H‘\‘H\\“‘\H\i‘i‘\\}“\‘\.‘\\‘\i\H‘\\H‘M\H‘\Hl\‘\\ “HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
R ERRRAE RO R R RS S
120.0 7.00 7.20 7.40 7.60
5000 m/z 77.05 12.85%
39.0 77.0 91.0
R SO YT P OO
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 7.00 7.20 7.40 7.60
m/z 91.10 10.88%
120.0
5000
51.0 71.0 91.0
YRR 2 At ASPSNT SR T NS N | S | —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BG@54779.D

Acq On : 29 Aug 2022 19:34
Operator : CG/JU

Sample : N4376-03

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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, 1l-ethyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.531 92.48 ng 1713570  1,4-Dichlorobenzene-d4 8.153

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 722 (7.531 min): BG054779.D\data.ms (-714) (-) m/z 105.10 100.00%
105.1
5000
120.1
511 71 91‘-1 7.20 7.40 7.60 7.80
Oberrrrrrrrer ST it bl nz 120010 32.41%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 7.20 7.40 7.60 7.80
m/z 91.10  13.26%
39.0 77.0 91.0
O \\‘H\\‘2\5\.‘\0‘H\\“‘\\Hi‘{‘\\ﬁ%\.‘g‘H\‘H‘\\H“}H\‘\Hl\‘\\‘\‘\“‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
7.20 7.40 7.60 7.80
5000 m/z 77.10 12.77%
79.0 120.0
39.0 65.0 H
5SS R | S M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10694: Mesitylene
105.0 7.20 7.40 7.60 7.80
m/z 79.10 10.82%
120.0
5000
77.0
s )
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BG@54779.D

Acq On : 29 Aug 2022 19:34
Operator : CG/JU

Sample : N4376-03

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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, 1,2,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.795 334.03 ng 6189430 1,4-Dichlorobenzene-d4 8.153

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-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 767 (7.795 min): BG054779.D\data.ms (-753) (-) m/z 105.10 100.00%
106.1
5000 1201
51.1 i 91‘~1 | 7.40 7.60 7.80 8.00 8.20
Ol 3T ettt il gz 120010 48.50%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10692: Mesitylene
105.0
5000 120.0
7.40 7.60 7.80 8.00 8.20
m/z 77.10 15.27%
77.0 91.0
O\H‘\\\\‘\2\\7\.9\\\“\H\MPHM\‘\‘H‘\\\‘U‘\H\“HH‘\‘}1\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 7.40 7.60 7.80 8.00 8.20
5000 m/z 119.10 14.71%
39.0 77.0 91.0
obr 280 e 2 Ll
m/z--> 10 20 30 40 50 60 70 80 90 100110120 j\ f\
Abundance #10716: Benzene, 1,2,4-trimethyl- ““W“H“H‘,‘H/\H
105.0 7.40 7.60 7.80 8.00 8.20
m/z 91.10 13.58%
120.0
5000
39.0 77.0
15.0 | 630 91.0
0\H‘\H\\‘\H“\’H\”‘HHHUH} 1“‘”_”“_”‘“mu“‘11“”“““””_
m/z--> 10 20 30 40 50 60 70 80 90 100110120 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BG@54779.D

Acq On : 29 Aug 2022 19:34
Operator : CG/JU

Sample : N4376-03

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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, 1,2,4-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.265 132.24 ng 2450260 1,4-Dichlorobenzene-d4 8.153
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 94
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 847 (8.265 min): BG054779.D\data.ms (-838) (-) m/z 105.10 100.00%

105.1
5000 120.1
R A RERRE TS
51.0 77.1 8.00 8.20 8.40 8.60
0 Hw_mw“uH‘M‘mw‘m,”“J‘WH“w_NWM,uwww m/z 120.10 41.73%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10692: Mesitylene
105.0
5000 1200 L L R B L LN LR

8.00 8.20 8.40 8.60
m/z 77.10 12.93%

77.0
51.0
O H‘\\H‘%\7\.‘()\\\\‘\H\i‘}‘\\}“\‘\‘\\’\\\‘U‘\\H“\H\‘\‘}1\‘H‘\‘\"‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
R RRERRE SRR s LA
8.00 8.20 8.40 8.60
m/z 119.05 10.80%
5000 120.0 /
39.0 77.0
0brt2 0 el Sl el
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 8.00 8.20 8.40 8.60
m/z 91.10 10.69%
5000 120.0
28.0 51.0 77.0
0 ‘WmW“!‘m“hm}‘c‘u“M‘,HMmw“mmw‘WMM‘,‘WWHW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BG@54779.D

Acq On : 29 Aug 2022 19:34
Operator : CG/JU

Sample : N4376-03

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 1Indane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.529 128.02 ng 2372150  1,4-Dichlorobenzene-d4 8.153

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Deltacyclene 118 C9H1e 007785-10-6 74
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 64
4 Benzene, l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 60
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 53

Abundance Scan 892 (8.529 min): BG054779.D\data.ms (-884) (-) m/z 117.10 100.00%

1171
5000
91.0
391 580 474 ‘ 8.20 8.40 8.60 8.80
Ol el AOL U sz 118,10 53.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10181: Indane
117.0
5000 UL L B I B B
8.20 8.40 8.60 8.80
m/z 115.10 34.50%
390 630 91.0
OH‘\H\‘\H‘.\O‘H\\“.\\Hi‘\\\l‘\“\.‘\\‘\?Z(‘O\\\\“\\\\]19\4.\.\()‘\\!\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10184: Deltacyclene
117.0
8.20 8.40 8.60 8.80
5000 m/z 91.05 16.64%
390 91.0
65.0 750 ‘
o\w5¥°\w\ww1%0w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0 8.20 8.40 8.60 8.80
m/z 58.00 8.15%
5000 91.0
39.0 . 65.0 78.0
O 280, 2O T d0s0 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BG@54779.D

Acq On : 29 Aug 2022 19:34
Operator : CG/JU

Sample : N4376-03

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 1-Propyne, 3-phenyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.694 24.24 ng 449218 1,4-Dichlorobenzene-d4 8.153

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Propyne, 3-phenyl- 116 C9H8 010147-11-2 90
2 Indene 116 C9H8 000095-13-6 90
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 90

4 3-Methylphenylacetylene 116 C9H8 000766-82-5 60
5 Benzene, 1-ethynyl-4-methyl- 116 C9H8 000766-97-2 53

Abundance Scan 920 (8.694 min): BG054779.D\data.ms (-915) (-) m/z 105.10 100.00%

105.
5000
134.1
391 630 77.0 910 8.40 8.60 8.80 9.00
A N O NV M = S N B =y E F o e P

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9545: 1-Propyne, 3-phenyl-
115.0
5000

8.40 8.60 8.80 9.00
89.0 m/z 116.10 58.64%
390 6?'0 ' |
O ’HH‘HH‘HH“HH}\H‘\M\‘H‘\}‘H‘H“”HH‘\H\‘\w \‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9542: Indene
116.0
JAND B WL V.S
8.40 8.60 8.80 9.00
5000 ITI/Z 134.05 26.46%
390 630 89.0
O,HH%%RHNMHﬂMNNNWAM_mﬂ‘uwuuwwwuuwuwu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9544: Benzene, 1-propynyl- AR SR RS
115.0 8.40 8.60 8.80 9.00
m/z 106.10 13.66%
5000
63.0 89.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BG@54779.D

Acq On : 29 Aug 2022 19:34
Operator : CG/JU

Sample : N4376-03

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 14 Benzene, 1,2-diethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.788 40.40 ng 748674  1,4-Dichlorobenzene-d4 8.153

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 97
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 96
3 Benzene, 1,4-diethyl- 134 CleHi4 000105-05-5 95
4 1,3,8-p-Menthatriene 134 CleHi4 018368-95-1 94
5 Benzene, 1-ethyl-3,5-dimethyl- 134 CleH14 000934-74-7 94
Abundance Scan 936 (8.788 min): BG054779.D\data.ms (-929) (-) m/z 119.05 100.00%
119.1
5000 91.0 134.1 T
39.1 65.1 ‘ 8.40 8.60 8.80 9.00 9.20
Oberrrrerrerrreebrreieesy et etdbere M Ml m/z 105.05  71.32%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000 1340 I L L B
910 8.40 8.60 8.80 9.00 9.20
' m/z 134.05 49.17%
65.0
O \\‘]_HH‘H\‘\“\\H“‘\H\i‘\‘\\\‘\‘\‘H‘\H‘H’\\\\“UH\‘\H1\‘\\‘}}l\\\\’\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17034: Benzene, 1,3-diethyl-
110.0 M
REmas e R
8.40 8.60 8.80 9.00 9.20
5000 1340 ITI z 91 95 46 320
39.0 9o
65.0 ‘
0‘wHH‘HM_HMMHWuHNLWHMM‘H_HWNM_JNLHWHM_‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
119.0 8.40 8.60 8.80 9.00 9.20
m/z 77.10 16.87%
5000 134.0
91.0
41. 0 65.0 L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BG@54779.D

Acq On : 29 Aug 2022 19:34
Operator : CG/JU

Sample : N4376-03

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 15 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
9.105 26.54 ng 491851  1,4-Dichlorobenzene-d4 8.153
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 96
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 95
4 Benzene, 4-ethyl-1,2-dimethyl- 134 CleHi4 000934-80-5 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 CleH14 002870-04-4 94
Abundance Scan 990 (9.105 min): BG054779.D\data.ms (-983) (-) m/z 119.10 100.00%
119.1
5000
134.1
91.0
390 651 | 8.80 9.00 9.20 9.40
Obreprrrrperrrpreerr sy ibeeeedicerbee b m/z 134,05 32.43%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
8.80 9.00 9.20 9.40
91.0 134.0 m/z 91.05 17.39%
39.0 65.0 ‘ ‘
0 \\‘1\?)\.\0‘\\\‘\‘\\H“‘\H\NUH\’MH‘\\iU‘H\\“1‘\\\HH‘M’HMHHH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16998: 0-Cymene
119.0
8.80 9.00 9.20 9.40
5000 m/z 105.10 13.48%
134.0
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- R ARBEEEEREEECEREE
119.0 8.80 9.00 9.20 9.40
m/z 117.10 9.89%
5000
91.0 134.0
39.0 65.0 ‘ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BG@54779.D

Acq On : 29 Aug 2022 19:34
Operator : CG/JU

Sample : N4376-03

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 16 o-Cymene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.152 31.69 ng 587159 1,4-Dichlorobenzene-d4 8.153

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 CleH14 000527-84-4 94
2 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 93
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 91
4 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 976089-59-3 91
5 p-Cymene 134 CleH14 000099-87-6 90
Abundance Scan 998 (9.152 min): BG054779.D\data.ms (-994) (-) m/z 119.10 100.00%
119.1
5000
134.1
431 711 911 ‘ 8.80 9.00 9.20 9.40
Obreprrrrrrer et oot bt e L L sz 134,05 28.18%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: 0-Cymene
119.0
8.80 9.00 9.20 9.40
010 134.0 m/z 91.10 15.29%
41.0 65.0 ‘
O \\‘\\H‘H\‘\‘\\H“‘\H\“\\\w’\‘\‘\\‘\HM“H\\“{‘\H‘\W\\’Hwil\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
8.80 9.00 9.20 9.40
5000 m/z 71.10 10.58%
134.0
91.0
0 \\‘JT?F\O‘Hm‘\\\4\‘2‘1‘.\'\0\\‘H\M??;\O‘\u‘;“u\\‘1‘\u‘M\,H‘MHHW‘HW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl- R EamaS R s o
119.0 8.80 9.00 9.20 9.40
m/z 43.10 9.82%
5000
91.0 134.0
39.0 65.0 ‘ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BG@54779.D

Acq On : 29 Aug 2022 19:34
Operator : CG/JU

Sample : N4376-03

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 17 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
9.258 83.57 ng 1548490 1,4-Dichlorobenzene-d4 8.153
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 94
2 o-Cymene 134 C10H14 000527-84-4 94
3 Benzene, 1l-ethyl-2,4-dimethyl- 134 CleHi4 000874-41-9 93
4 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 91
5 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 87
Abundance Scan 1016 (9.258 min): BG054779.D\data.ms (-1006) (-) m/z 119.10 100.00%
119.1
5000
134.1
91.1
39.1 65.0 9.00 9.20 9.40 9.60
0“_HW‘HWHHWmHme_W‘pMMHMqmH‘Mm_hJMHWWMWH‘ m/z 134.05 29.38%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 j\/\
5000 H\/\\‘HH‘\\\/\\‘HH‘H\J
010 134.0 9.00 9.20 9.40 9.60
: m/z 117.05 21.84%
65.0 ‘
0 \\‘1\\5\.\0‘\\\‘\‘\\3\?"‘\0\\\i‘i‘\\\‘\‘i‘u‘\H‘“’\H\‘H‘H\‘m‘i\‘waluu’u‘u‘\u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: o-Cymene
119.0
R RARREEEEE T
9.00 9.20 9.40 9.60
5000 m/z 91.10 20.63%
134.0
91.0
41.0 65.0 ‘
0 \\‘HH‘H\‘\‘\\H‘\H\“\\\w‘\‘\‘H‘\H‘}"HH‘1‘\\\‘\W\\‘Hw?luu’u‘u‘\u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0 9.00 9.20 9.40 9.60
m/z 115.10 11.49%
5000
91.0 134.0
39.0 65.0 ‘ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BG@54779.D

Acq On : 29 Aug 2022 19:34
Operator : CG/JU

Sample : N4376-03

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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, 1l-ethenyl-4-ethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.2106 21.57 ng 670489  Naphthalene-d8 10.979
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 90
4 Benzene, l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 80
5 Benzene, (2-methyl-1-propenyl)- 132 C1eH12 000768-49-0 80
Abundance Scan 1178 (10.210 min): BG054779.D\data.ms (-1173) (-~ | m/z 117.10 100.00%
117.1
5000 132.1
— —
511 ., 91‘-1 ‘ ‘ 10.00 10.50
o Mo 19, Pt J“ Pl m/z 132.05  39.97%
miz--> 20 40 60 80 100 120 140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
11v.0
5000 — — /\ :
132.0 10.00 10.50
‘o 910 m/z 115.05 28.09%
O ‘2\7‘\.0\\“\ \“i. \“‘\‘ \7\4.\9’\\“\\‘”“\\“‘ \W\‘\’\\
miz—-> 20 40 60 80 100 120 140
Abundance #16106: 3-Phenylbut-1-ene
117.0 j\]\
— —
10.00 10.50
5000 m/z 131.05 21.85%
91.0 132.0
390 650 ‘
0 Ly “‘ ‘ “‘1“ “\“ ‘ 1“‘, e “‘1“ ‘ H‘ ‘ 1““‘ T
m/z--> 20 40 60 80 100 120 140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- . N
117.0 10.00 10.50
m/z 91.10 13.98%
5000 132.0
390  g59 910 ‘ ‘
Y R N R RSN O NP MY BV LY
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BG@54779.D

Acq On : 29 Aug 2022 19:34
Operator : CG/JU

Sample : N4376-03

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.363 55.25 ng 1717090  Naphthalene-d8 10.979
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 86
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 70
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 70
5 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 70
Abundance Scan 1204 (10.363 min): BG054779.D\data.ms (-1190) (- | m/z 117.05 100.00%
1171
5000
91.1 134.1 — ——
. ‘ H 10.00 10.50
O w‘:m‘l“ : P‘ T “g 1L m/z 119.10  52.36%
m/z--> 20 40 80 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 k - ‘ M
91.0 10.00 10.50
51.0 m/z 132.05 36.62%
27.0 | ‘ 133.0
O\\\‘\\\\‘\\‘H“H‘ \H““}“\‘\ “\‘IHI‘\‘\\\
miz—-> 20 40 80 100 120 140
Abundance #16113. 2,4-Dimethylstyrene
117.0 /\
— —
10.00 10.50
5000 m/z 115.10 32.13%
39.0
‘ 63.0
15.0 %30
0 : ‘\‘H Ay \‘H \\m m H;‘ il “\‘ Ll —
miz--> 20 40 100 120 140
Abundance #16107.1—Phenyh1—mnene
117.0 1000 1050
m/z 91.10 22.59%
5000
91.0
0t b Tl Ll
m/z--> 20 40 60 80 100 120 140 1000 1050
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BG@54779.D

Acq On : 29 Aug 2022 19:34

Operator : CG/JU

Sample : N4376-03

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 20

R.T EstConc Area Relative to ISTD R.T.
14.099 21.49 ng 707192  Acenaphthene-di0 14.781
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97

Abundance Scan 1840 (14.099 min): BG054779.D\data.ms (-1833) (- | m/z 156.10 100.00%
156.1
5000 N
115.1 /\‘ T T ‘J\\
511 60 ‘ | H 14.00 14.50
ob o 9ed L 4asso lil s 1165 86.60%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000
14.00 14.50
115.0 m/z 155.05 32.64%
270 519 | YTLO ‘ L
0 \\\‘\‘\\\“\\“\ \“‘1‘\‘\‘ ‘\‘\‘H“\\\}‘\‘\‘\\‘\\ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #33152: Naphthalene, 2,6-dimethyl-
156.0 ﬁx
A oS A
14.00 14.50
5000 ITI/Z 115.10 18.49%
77.0 115.0
51.0
ol 200 iy L asso
m/z--> 20 60 80 100 120 140 160
Abundance #33157: Naphthalene, 1,7-dimethyl- : : :
156.0 14.00 14.50
m/z 128.00 15.70%
- dejxuj\ﬂ/v\/wﬂ\Kj\¢
77.0 115.0
oL 300 510 AsTo S )
m/z--> 20 60 80 100 120 140 160 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BG@54779.D

Acqg On : 29 Aug 2022 19:34
Operator : CG/JU

Sample : N4376-03

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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... 5.780 363.7 ng 6739860 1 8.153 370589 20.0
Benzene, propyl- 7.113 71.1 ng 1318240 1  8.153 370589 20.0
Benzene, 1l-ethy... 7.225 92.4 ng 1711336 1  8.153 370589 20.0
Mesitylene 7.360 71.7 ng 1329316 1  8.153 370589 20.0
Benzene, 1-ethy... 7.531 92.5 ng 1713576 1  8.153 370589 20.0
Benzene, 1,2,3-... 7.795 334.0 ng 6189430 1 8.153 370589 20.0
Benzene, 1,2,4-... 8.265 132.2 ng 2450260 1 8.153 370589 20.0
Indane 8.529 128.0 ng 2372156 1  8.153 370589 20.0
1-Propyne, 3-ph... 8.694 24.2 ng 449218 1  8.153 370589 20.0
Benzene, 1,2-di... 8.788 40.4 ng 748674 1  8.153 370589 20.0
Benzene, 2-ethy... 9.105 26.5 ng 491851 1 8.153 370589 20.0
o-Cymene 9.152 31.7 ng 587159 1  8.153 370589 20.0
Benzene, 4-ethy... 9.258 83.6 ng 1548496 1  8.153 370589 20.0
Benzene, l-ethe... 10.210 21.6 ng 670489 2 10.979 621567 20.0
Benzene, 2-ethe... 10.363 55.3 ng 1717090 2 10.979 621567 20.0
Naphthalene, 2,... 14.099 21.5 ng 707192 3 14.781 658142 20.0
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