LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55274.D

Acqg On : 25 Oct 2022 13:19
Operator : CG/JU

Sample : N5222-07

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_ G\Methods\8270-BG102422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55274.D\data.ms

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

# min scan scan scan TY height area % max. total
1 4.363 175 183 197 rBV 1050377 1867831 13.93% 2.255%
2 5.738 409 417 423 rBV 3413297 5962267 44.46% 7.197%
3 5.797 423 427 433 rW 316914 521491 3.89% 0.629%
4 5.879 433 441 457 rVB 4509028 13411039 100.00% 16.188%
5 6.250 492 504 512 rVB 681160 1151508 8.59% 1.390%
6 6.737 580 587 596 rBV 260674 427039 3.18% 0.515%
7 7.237 664 672 679 rBV 544815 904960 6.75% 1.092%
8 7.342 683 690 696 rVV 1462872 2490692 18.57% 3.006%
9 7.407 696 701 707 rVV2 1405312 2294855 17.11% 2.770%
10 7.483 707 714 723 rVB 1288104 2110670 15.74% 2.548%
11  7.654 731 743 750 rBV 1197579 1972169 14.71%  2.381%
12 7.924 773 789 796 rBV 5003300 9724639 72.51% 11.738%
13 8.271 841 848 860 rVvB2 140328 311691 2.32% 0.376%
14 8.388 860 868 875 rVV 2042250 3550137 26.47% 4.285%
15 8.653 905 913 921 rBV 1902244 3341326 24.91% 4.033%
16 8.764 925 932 936 rVW 209688 349102 2.60% 0.421%
17 8.817 936 941 950 rVWW 406937 676051 5.04% 0.816%
18 8.911 950 957 962 rVWW 417494 715108 5.33% 0.863%
19 9.081 980 986 996 rvB2 153818 308118 2.30% 0.372%
20 9.228 1005 1011 1016 rVV 409704 668040 4.98%  0.806%
21  9.281 1016 1020 1028 rVV 325559 538836 4.02% 0.650%
22 9.387 1028 1038 1043 rVV2 667816 1259472 9.39% 1.520%
23 9.463 1043 1051 1060 rVB2 611656 1800588 13.43% 2.173%
24 9.716 1088 1094 1109 rVB 172636 348835 2.60% 0.421%
25 9.910 1120 1127 1132 rBV 409753 674582 5.03% 0.814%
26 9.969 1132 1137 1144 rVB 557595 930951 6.94% 1.124%
27 10.274 1181 1189 1194 rBV6 65628 157367 1.17% 0.190%
28 10.339 1194 1200 1211 rVB 509696 901566 6.72%  1.088%
29 10.492 1211 1226 1234 rBV2 1014175 2052423 15.30% 2.477%
30 10.597 1239 1244 1249 rW 72302 167609 1.25% 0.202%
31 10.668 1252 1256 1261 rVB 79200 137299 1.02% 0.166%
32 10.727 1261 1266 1271 rBV 84326 149627 1.12% 0.181%
33 10.785 1271 1276 1282 rVB 104360 179936 1.34% 0.217%
34 11.015 1310 1315 1318 rBV3 86036 155346 1.16% 0.188%
35 11.073 1318 1325 1327 rVV2 129213 324365 2.42% 0.392%
36 11.109 1327 1331 1333 rVW 186658 354824  2.65% 0.428%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55274.D

Acqg On : 25 Oct 2022 13:19
Operator : CG/JU

Sample : N5222-07

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_ G\Methods\8270-BG102422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.161 1333 1340 1346 rVV 2373061 4725566 35.24% 5.704%
38 11.273 1353 1359 1368 rVB2 207058 413806 3.09%  ©.499%
39 11.778 1437 1445 1455 rVB4 98305 325009 2.42% 0.392%
40 12.002 1477 1483 1489 rBvV3 98858 181225 1.35% 0.219%
41 12.190 1508 1515 1524 rBv4 77667 180359 1.34% 0.218%
42 12.272 1524 1529 1542 rVB4 76848 192291 1.43% 0.232%
43 12.460 1553 1561 1568 rVB 291179 542908 4.05% ©.655%
44 12.736 1602 1608 1614 rVB 745510 1184456 8.83% 1.430%
45 12.953 1636 1645 1654 rvVv 467383 861896 6.43% 1.040%
46 13.083 1655 1667 1679 rVV2 349608 1011856 7.54% 1.221%
47 13.206 1683 1688 1696 rVV 81666 157482 1.17% 0.190%
48 13.353 1710 1713 1720 rVB2 88780 147259 1.10% 0.178%
49 13.512 1733 1740 1747 rVB 1338548 2064199 15.39% 2.492%
50 13.664 1759 1766 1772 rBV 117696 254583 1.90% 0.307%
51 14.052 1828 1832 1838 rVB2 106161 180567 1.35% 0.218%
52 14.881 1963 1973 1981 rBV 320548 528125 3.94% 0.637%
53 16.361 2218 2225 2238 rBV 991651 1590688 11.86% 1.920%
54 17.613 2432 2438 2444 rBV 399831 625619 4.66% ©.755%
55 18.470 2579 2584 2590 rBV 85733 142917 1.07% 0.173%
56 20.192 2870 2877 2883 rBV 2415650 3150817 23.49%  3.803%
57 21.890 3159 3166 3179 rVB2 420676 741073 5.53% 0.895%

58 25.280 3732 3743 3758 rVB2 245931 750476 5.60% ©0.906%

Sum of corrected areas: 82845536
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55274.D

Acq On : 25 Oct 2022 13:19
Operator : CG/JU

Sample : N5222-07

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
AbLgb%adS:(?o TIC: 8(30)5254274.D\data.ms
5.879
4000000
5.73
3000000
11.161
8.3
2000000 Bess
4.363 354
1000000
6250 ‘ :
891 :
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\L \\\‘\\\\‘\\\‘\ I \\ \\\\\\‘ r—r‘\\\\‘\\\\‘\\\‘\\\/T'J‘\"\\\\’\K‘\\\\‘
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abusrbdo%bcgo TIC: BG055274.D\data.ms
4000000
3000000
20.192
2000000
13.512
1000000 16.361
14.881 17.613 21.890
.6644.052 ) [\ 18.470
O i e B L e . s ey e e L B e
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
AbLgb%adS:(?o TIC: BG055274.D\data.ms
4000000
3000000
2000000
1000000
25.280
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 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\BG102522\
Data File : BG@55274.D

Acq On : 25 Oct 2022 13:19
Operator : CG/JU

Sample : N5222-07

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 2 Ethylbenzene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.738 382.57 ng 5962270 1,4-Dichlorobenzene-d4 8.271

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethylbenzene 106 C8H10 000100-41-4 94
2 o-Xylene 106 C8H10 000095-47-6 94
3 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 91
4 p-Xylene 106 C8H10 000106-42-3 91
5 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H1@ 002175-91-9 87
Abundance Scan 417 (5.738 min): BG055274.D\data.ms (-409) (-) m/z 91.00 100.00%
91.0
5000
‘W‘H“H‘W‘H‘_“w
260 51‘0 65‘0 78.0 5.40 5.60 5.80 6.00
Ol 8 el b njz 106.00  37.18%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110
Abundance #5732: Ethylbenzene
91.0
5000
106.0 5.40 5.60 5.80 6.00
510 m/z 50.95 13.47%
27.0 "~ 65.0 78.0
O H\l‘\()\\\%ﬂ\o\‘H\‘\‘HH"HH“H\‘\‘\‘H‘\HH“\\H‘l\\\‘\‘\‘\‘\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #5729: 0-Xylene
91.0
T )
5.40 5.60 5.80 6.00
5000 106.0 m/z 65.00 12.39%
51.0 77.0
20 | Lo |
Ol rrrprrerprrerresrprretrere i O8Ol
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #5750: Benzene, 1,3-dimethyl-  EBEEAEE TR
91.0 5.40 5.60 5.80 6.00
106.0 m/z 77.00 11.70%
5000
39.0 63.0 77.0
0 H‘_‘H‘H‘w‘H‘_HJV‘HHM‘WHN‘_‘MM‘H‘M‘WJH\_‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110 5.40 5.60 5.80 6.00

8270-BG102422.M Wed Nov 02 14:11:29 2022 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55274.D

Acq On : 25 Oct 2022 13:19
Operator : CG/JU

Sample : N5222-07

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 3 Benzene, 1,3-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.879 860.53 ng 13411000 1,4-Dichlorobenzene-d4 8.271

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 441 (5.879 min): BG055274.D\data.ms (-433) (-) m/z 91.00 100.00%
91.0
106.0
5000 M
770 \\\‘\\\\‘\\\\‘\\\\’\\\\
39.0 51.0 650 5.60 5.80 6.00 6.20

H‘H‘W‘H‘_‘H"H‘MMH‘WVW‘HW‘H‘WJH‘HMA‘H‘W m/z 106.00  53.16%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5747: Benzene, 1,3-dimethyl-
91.0
106.0
5000

5.60 5.80 6.00 6.20
m/z 105.00  26.96%

o

39.0 51.0 50 77.0 ‘
| \

0‘w%§9wgz?”‘m‘”‘MW‘HH”\”‘W‘”‘M”‘M““\”‘W
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5725: p-Xylene
91.0
R AR AR AR
106.0 5.60 5.80 6.00 6.20 ;
5000 ITI z 77.00 18.04%
39.0 510 45 770 ‘
0*w*H*w%??w*«H*WMH*HHH\HWMH*WAH*MM“\H*W
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5719: o-Xylene
91.0 5.60 5.80 6.00 6.20

m/z 50.95 14.09%

5000 1050
51.0 77.0
ol 150 27.0 330 i 6\5\0 ] \‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55274.D

Acq On : 25 Oct 2022 13:19
Operator : CG/JU

Sample : N5222-07

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 11
R.T. EstConc Area Relative to ISTD R.T.
7.237 58.07 ng 904960 1,4-Dichlorobenzene-d4 8.271

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 64
3 1-(Benzylamino)propan-2-ol 165 C10OH15NO 1000486-84-7 59
4 N-Isobutyl(phenyl)methanesulfona... 227 C11H17NO2S 144615-94-1 59
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 53

Abundance Scan 672 (7.237 min): BG055274.D\data.ms (-664) (-) m/z 91.00 100.00%

91.0
5000
120.0
39.0 6?0 | 7.00 7.20 7.40 7.60
T L S M m/z 120.00  22.32%

m/z--> 20 40 60 80 100 120 140 160
Abundance #10702: Benzene, propyl-
91.0 /\
S

5000 N L S
7.00 7.20 7.40 7.60

120.0 m/z 65.00 11.16%

390 650
0“"\‘“‘w"“‘\J“M“!‘\”“‘V““\““\“
miz--> 20 40 60 80 100 120 140 160
Abundance #123891: 1,2-Ethanediamine, N,N'-bis(phenylmethyl)-
91.0

7.00 7.20 7.40 7.60

5000 120.0 m/z 92.00  10.90%
65.0
SR~ P NP NSRS T .1 M
m/z--> 20 40 60 80 100 120 140 160
Abundance #40483: 1-(Benzylamino)propan-2-ol ‘H“‘H“‘H“‘H“‘H
91.0 7.00 7.20 7.40 7.60

m/z 78.00 6.71%

5000
120.0
150 300 650
0 | 1L “H\\ IR \‘ . il 165.0

m/z--> 200 40 60 80 100 120 140 160 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55274.D

Acq On : 25 Oct 2022 13:19
Operator : CG/JU

Sample : N5222-07

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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-3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.342 159.82 ng 2490690 1,4-Dichlorobenzene-d4 8.271

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
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, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 690 (7.342 min): BG055274.D\data.ms (-683) (-) m/z 104.95 100.00%
105.0
5000
120.0
e ANmsaR RS
390 630 77‘-0 91‘ 0 7.00 7.20 7.40 7.60

Obrrererrrre e e el bl myz 120,00 32.43%

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

Abundance #10720: Benzene, 1-ethyl-3-methyl-

105.0 A
5000 \‘\\\\/\\\\\‘\\\\’\\\\‘\
120.0 7.00 7.20 7.40 7.60

m/z 91.00 13.78%

77.0 91.0
39.0
\\‘\\]-gl‘o\\\\‘\\\1“\\\\“\\\16‘%\‘\0\‘\\\‘\“\\\\“}\\\‘\‘}1\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0

7.00 7.20 7.40 7.60

o

5000 m/z 77.00 13.73%
120.0
06, 39‘.0 63.0 77.0 91.0
Obrrprrrr 200 ety el sl b
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10726: Benzene, 1-ethyl-4-methyl- ““““H“““,‘H“‘
105.0 7.00 7.20 7.40 7.60

m/z 79.00 10.40%

5000
77.0 91.0 120.0
o 2o SOe40 |

m/z--> 10 20 30 40 50 60 70 80 90 100110120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55274.D

Acq On : 25 Oct 2022 13:19
Operator : CG/JU

Sample : N5222-07

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 7
R.T. EstConc Area Relative to ISTD R.T.
7.483 135.43 ng 2110670  1,4-Dichlorobenzene-d4 8.271

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 714 (7.483 min): BG055274.D\data.ms (-707) (-) m/z 105.00 100.00%
105.0
5000 120.0 n C 4 A
390 430 77"0 9L.0 | 7.20 7.40 7.60 7.80
Obrrrre e et b bl sl mz 120,00 46.56%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
5000 120.0
7.20 7.40 7.60 7.80
m/z 77.00  13.46%
7.0 910
O H‘HH‘\2\\7\.‘()\\\\“\H\MPHM\‘\‘H‘H\‘U‘\\H“\H\‘\‘}1\‘\\‘\‘\“‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 7.20 7.40 7.60 7.80
5000 m/z 119.00 13.31%
39.0 77.0 91.0
B W~ N ) N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10718: Benzene, 1,2,4-trimethyl- A R e
105.0 7.20 7.40 7.60 7.80
m/z 90.95 11.17%
120.0
5000
VA N GO R |
Ol rprrrr b preriprrre ettt e
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\BG102522\
Data File : BG@55274.D

Acq On : 25 Oct 2022 13:19
Operator : CG/JU

Sample : N5222-07

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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-ethyl-2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.654 126.55 ng 1972170  1,4-Dichlorobenzene-d4 8.271

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 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 743 (7.654 min): BG055274.D\data.ms (-731) (-) m/z 105.00 100.00%
105.0
5000
120.0
300 630 77‘-0 91‘-0 7.40 7.60 7.80 8.00

0‘W‘H‘_‘HM‘kuuﬂmuwmﬁw‘um‘uuuu‘_Mkwﬂmwu‘w m/z 120.00  32.43%

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

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

105.0
5000
120.0 7.40 7.60 7.80 8.00
m/z 77.00 13.78%
77.0 91.0
O\\‘]\_\5\.\0‘\\\‘\‘\\3\19‘.(\)\\\“\\\\6‘%\.‘\0\‘\H}“HH“{H\‘\M!\‘H‘\‘\“‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
7.40 7.60 7.80 8.00
5000 m/z 91.00 13.17%
120.0
79.0
39.0 650 | 920 ||
1 N | Rt et R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0 7.40 7.60 7.80 8.00
m/z 79.00 10.99%
5000
120.0
39.0 77.0 91.0
.. PO v R OO Y O
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55274.D

Acq On : 25 Oct 2022 13:19
Operator : CG/JU

Sample : N5222-07

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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, 1,2,4-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.924 623.99 ng 9724640 1,4-Dichlorobenzene-d4 8.271

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 97
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-2-methyl- 120 C9H12 000611-14-3 91
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 90
Abundance Scan 789 (7.924 min): BG055274.D\data.ms (-773) (-) m/z 105.10 100.00%
105.1
5000 120.1
7.0
‘ 9]‘"0 ‘ 7.60 7.80 8.00 8.20
0 ‘wmww_m‘?w;‘m g0 LWl njz 120.10  49.83%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10692: Mesitylene
105.0
5000 1200
7.60 7.80 8.00 8.20
70 m/z 77.00 18.34%
51.0 ™ 91.0
O \\‘\\\\‘\2\\7\.?\\\\“H\\i‘}‘\\}“Gﬂ.‘.\(\)‘\\\‘U‘\\\\“\\\\‘\‘}1\‘\\‘\‘\“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0
7.60 7.80 8.00 8.20
5000 120.0 m/z 91.00 15.81%
28.0 77.0 91.0
0 ‘“1“'79"‘J!""“‘u"‘H:u"‘ﬁ“""“1“""“"H_‘me“mw
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0 7.60 7.80 8.00 8.20
m/z 119.10 15.67%
5000 120.0
39.0
77.0
63.0 ‘ 91.0 /\
o“_H‘ﬁﬁbwulﬁ‘HWMHMUH‘HJMH‘JH‘WMEW‘NM‘H‘_ AR M S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55274.D

Acq On : 25 Oct 2022 13:19
Operator : CG/JU

Sample : N5222-07

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 4
R.T. EstConc Area Relative to ISTD R.T.
8.388 227.80 ng 3550140 1,4-Dichlorobenzene-d4 8.271

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, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
Abundance Scan 868 (8.388 min): BG055274.D\data.ms (-860) (-) m/z 105.00 100.00%
105.0
5000 120.0
390 o 77‘-0 8.00 8.20 8.40 8.60 8.80
0"_Hw‘HwH‘MHHHwmmwu_Hﬂwuqkuwﬁlwumbuuw‘uw m/z 120.00 41.65%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10692: Mesitylene
105.0
5000 1200 | LN AL B

8.00 8.20 8.40 8.60 8.80
m/z 77.00 14.10%

77.0
51.0
O H‘H\\‘%\7\.‘()\\\\‘\H\i‘}‘\\}“\‘\‘H‘\H‘U‘HH"HH‘\M1\‘\\‘\‘\“‘\\\\‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0 j\
R A EAR
8.00 8.20 8.40 8.60 8.80
m/z 91.00 11.47%
5000 1200 /
39.0 77.0
b2 et S0 el eregherepshrprdie e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10718: Benzene, 1,2,4-trimethyl- e
105.0 8.00 8.20 8.40 8.60 8.80

m/z 119.00 10.52%

120.0
5000
77.0
0 27.0 I 5]TO il ‘\\ ‘ Al Ll
T T T T T T T T T T T e T

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55274.D

Acq On : 25 Oct 2022 13:19
Operator : CG/JU

Sample : N5222-07

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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, cyclopropyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.653 214.40 ng 3341330 1,4-Dichlorobenzene-d4 8.271

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 94
2 Indane 118 C9H1e 000496-11-7 93
3 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 81
4 Deltacyclene 118 C9H1e 007785-10-6 74
5 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 72
Abundance Scan 913 (8.653 min): BG055274.D\data.ms (-905) (-) m/z 117.00 100.00%
117.0
5000
910 LA B A L B B B
39.0 63.0 .. 8.40 8.60 8.80 9.00
Otrerpreerrreerrrredpreeeflee bbbttt el m/z 118.00 55.27%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10197: Benzene, cyclopropyl-
117.0
5000 L L L I N B
91.0 8.40 8.60 8.80 9.00
51.0 450 m/z 115.00  34.31%
O \H‘\\\\‘\2\\7\‘()\\\\“\H\HH\\‘1‘\‘\\‘\MH‘HH‘“\HH‘H\‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10179: Indane
117.0
8.40 8.60 8.80 9.00
5000 m/z 91.00 17.95%
39.0 580 91.0
| ‘ Il \M 770 \‘ ! |
Ottt bt et
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10192: Benzene, 2-propenyl-
117.0 8.40 8.60 8.80 9.00
m/z 63.00 8.86%
5000 91.0
39.0 65.0
0 H‘_‘H‘H‘w‘HJM‘HHH‘W‘H‘_‘M,H‘ﬁlu‘whu‘ulﬁ‘u‘_
m/z--> 10 20 30 40 50 60 70 80 90 100110120 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55274.D

Acq On : 25 Oct 2022 13:19
Operator : CG/JU

Sample : N5222-07

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 1Indene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.817 43.38 ng 676051 1,4-Dichlorobenzene-d4 8.271

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indene 116 C9H8 000095-13-6 94
2 Benzene, 1-propynyl- 116 C9H8 000673-32-5 94
3 3-Methylphenylacetylene 116 C9H8 000766-82-5 93
4 2-Methylphenylacetylene 116 C9H8 000766-47-2 87
5 Benzene, 1,2-propadienyl- 116 C9H8 002327-99-3 87
Abundance Scan 941 (8.817 min): BG055274.D\data.ms (-936) (-) m/z 115.00 100.00%
115.0
5000
39.0 67-0 87-0 134.0 8.40 8.60 8.80 9.00 9.20
0 rprrrprrrrpreedprerelierk ittt il b m/z 116,00 89.77%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9541 Indene
116.0
5000 DL B R R
8.40 8.60 8.80 9.00 9.20
m/z 105.00  39.48%
39.0 63.0 89.0
O\\‘\H\‘\\\\‘\H\“\\Hi‘H\‘H}‘\‘\\‘\i\\‘\\\‘\’\\\\‘\\\\’\w \‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9544: Benzene, 1-propynyl-
115.0
e
8.40 8.60 8.80 9.00 9.20
5000 m/z 62.95 13.45%
63.0 89.0
0 \\‘\:\L\8\"q\\\‘ﬁ%"?\\i‘uM‘1‘\‘\\‘\m\‘\\m‘,u\\‘HH,N\WHWHW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9550: 3-Methylphenylacetylene
115.0 8.40 8.60 8.80 9.00 9.20
m/z 88.95 13.41%
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 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55274.D

Acq On : 25 Oct 2022 13:19
Operator : CG/JU

Sample : N5222-07

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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, 1,2-diethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.911 45.89 ng 715108 1,4-Dichlorobenzene-d4 8.271

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 97
2 Benzene, 1,4-diethyl- 134 CleHi4 000105-05-5 96
3 Benzene, 1,3-diethyl- 134 CleHi4 000141-93-5 95
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 94
Abundance Scan 957 (8.911 min): BG055274.D\data.ms (-950) (-) m/z 119.00 100.00%
119.0
5000 134.0
91.0
39.0 65.0 ‘ 8.60 8.80 9.00 9.20
Obreprrrrrrrererteer bbb ey bl bt m/z 104.95 67.11%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000 134.0
910 8.60 8.80 9.00 9.20
' m/z 134.00  45.80%
39.0 65.0
O \\‘]_\\5\.\()‘\\\‘\“\\H“‘\H\NPH‘\’\‘\‘H‘\H‘H‘HH“U\HHH!\’H‘Hl\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
R
8.60 8.80 9.00 9.20
5000 134.0 m/z 91.00 35.17%
91.0
41.0 65.0
Ol 280 T 2 W
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17034: Benzene, 1,3-diethyl-
119.0 8.60 8.80 9.00 9.20
m/z 77.00 16.75%
5000 134.0
91.0
39.0 50 ‘
0 \\‘\\H‘H\‘\“\\H“‘\H\i‘“\\‘”\H‘H‘\H‘H‘H\\“1\H‘1‘!!\’\\‘1‘\luu‘u‘u‘H R R e A AREN
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55274.D

Acq On : 25 Oct 2022 13:19
Operator : CG/JU

Sample : N5222-07

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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, 2-ethyl-1,4-dimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
9.228 42.87 ng 668040 1,4-Dichlorobenzene-d4 8.271
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 CleH14 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 1011 (9.228 min): BG055274.D\data.ms (-1005) (-) m/z 119.00 100.00%
119.0
5000
134.0
91.0
390 650 || 9.00 9.20 9.40 9.60
Ob e i et el Tz 134,00 31.30%
miz--> 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
134.0 9.00 9.20 9.40 9.60
m/z 91.e0 17.71%
91.0
150 390 450 U
O\\\‘\ T \‘\ T \““\ \“U\ “\“\ T \‘H‘ T T ,‘1‘\ \‘M 1 T
miz—-> 20 40 60 80 100 120 140
Abundance #16996: o-Cymene
119.0
9.00 9.20 9.40 9.60
5000 m/z 105.00 15.06%
134.0
39.0 91.0
15.0 : 65.0
oLl \M T
m/z--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- R REEEE B S
119.0 9.00 9.20 9.40 9.60
m/z 76.95 10.26%
5000
91.0 134.0
39.0 65.0 ‘
o230 T bl “H‘ S P 1
m/z--> 20 40 60 80 100 120 140 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55274.D

Acq On : 25 Oct 2022 13:19
Operator : CG/JU

Sample : N5222-07

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 19
R.T. EstConc Area Relative to ISTD R.T.
9.281 34.58 ng 538836 1,4-Dichlorobenzene-d4 8.271

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 CleH14 000527-84-4 95
2 p-Cymene 134 CleHi4 000099-87-6 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 91

Abundance Scan 1020 (9.281 min): BG055274.D\data.ms (-1016) (-) m/z 119.00 100.00%

119.0
5000
134.0
91.0

9.00 9.20 9.40 9.60

39.0 65.0 ‘ 1
O brprrer et e m/z 134,00 26.57%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: 0-Cymene

119.0

I~

5000 N AN s
9.00 9.20 9.40 9.60

91.0 134.0 m/z 91.00  16.27%

AU SOT  B
T m Ip L I
\\‘H\\‘H\\‘HH‘H\\‘H\\‘\H\‘\H\‘H\\‘H\\‘HH‘HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16995: p-Cymene
119.0

9.00 9.20 9.40 9.60

o

5000 m/z 120.00 9.60%
91.0 134.0
41.0 65.0 ‘
O rrprrrrmt bt predrrr ettt
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- “‘wz\‘w“‘w“w“‘
.0 9.00 9.20 9.40 9.60

m/z 117.00 8.87%

5000
134.0
91.0 ‘
410 650
L 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\BG102522\
Data File : BG@55274.D

Acq On : 25 Oct 2022 13:19
Operator : CG/JU

Sample : N5222-07

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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, 1,2,3,4-tetramethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
9.910 38.02 ng 674582  Naphthalene-d8 11.103
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
3 Benzene, 1,2,3,5-tetramethyl- 134 CleHi4 000527-53-7 95
4 o-Cymene 134 CleHi4 000527-84-4 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 CleH14 002870-04-4 94

Abundance Scan 1127 (9.910 min): BG055274.D\data.ms (-1120) (-) | m/z 119.00 100.00%
H.0

11
5000 134.0 k
I

91.0

390 650 ‘ | 10.00
] PR R R 1 N N B Y 2 E VY- RV E WE BT
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 134.0 /\ ——
10.00
m/z 91.00 17.02%
39.0 65.0 91.0
0 \\‘1\?\.\0‘\\\‘\‘\\H“‘\H\wu\’\‘ml\‘\HM“H\\“\\H‘\WH’HMMHH‘\‘\‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
—==
134.0 10.00
5000 ' m/z 120.00  10.25%

Abundance #17060: Benzene, 1,2,3,5-tetramethyl-
119.0 10.00

m/z 133.00 9.12%

134.0
5000
91.0
15.0 39\'0 650 | | M li /\ A ‘ »/M

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 10.00

39.0 65.0 91.0
0 "%‘5""Hm‘HH"H‘“m",m‘m“H‘mH‘““‘H‘M‘,H‘;‘;luu_“‘wu
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 \A /\
———t——

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55274.D

Acq On : 25 Oct 2022 13:19
Operator : CG/JU

Sample : N5222-07

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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, 1,2,4,5-tetramethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
9.969 52.47 ng 930951  Naphthalene-d8 11.103
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 C1oH14 000527-53-7 94
3 Benzene, 1,2,3,4-tetramethyl- 134 CleHi4 000488-23-3 94
4 Benzene, 1l-ethyl-2,4-dimethyl- 134 CleHi4 000874-41-9 94
5 o-Cymene 134 CleH14 000527-84-4 94
Abundance Scan 1137 (9.969 min): BG055274.D\data.ms (-1132) (-) m/z 119.00 100.00%
119.0
5000 134.0 KM
91.0 /\ T T T ‘ T
390 650 ‘ | 10.00
Obrprrerprrre et et e e e b m/z 134,00 40.57%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0 j\
10 00
91.0 m/z 91.00 17.32%
65.0
O H‘]_HSH()‘H\‘\‘HH“‘HH“\‘H\’\‘\‘H‘\H‘\‘HH“\\H‘\‘\‘H’HU\l\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
— ==
10.00
134.0
5000 m/z 120.00 10.14%
91.0
0‘w‘HW‘JWH‘WH‘qMH,HH‘Hhh‘uw‘uwm‘“mhyquNW‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 j\
Abundance #17064: Benzene, 1,2,3,4-tetramethyl- A e
119.0 10.00
m/z 77.00 8.75%
134.0
5000
41.0 91.0 JL
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55274.D

Acq On : 25 Oct 2022 13:19
Operator : CG/JU

Sample : N5222-07

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.339 50.82 ng 901566  Naphthalene-d8 11.103
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 94
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 93
3 3-Phenylbut-1-ene 132 C10H12 000934-10-1 91
4 Benzene, l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 87

Abundance Scan 1200 (10.339 min): BG055274.D\data.ms (-1194) (- | m/z 117.00 100.00%

11v.0
5000
— —
390 640 91‘-0 M ‘ 10.00 10.50
Ol b Ml 1L 7 132,00 39.09%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 J\
5000
1000 1050
m/z 115.00 27.26%
390 g5 910
Ot T \“\ T \““\ \“} T “‘H\ \”\“’ T \“\ T ’”1‘\ T \}\5\.’0\ I
miz--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
10.00 10.50
5000 ITI/Z 131.00 21.70%
91.0
51.0
27.0 ‘ ‘
0 “““““‘““M‘ A - ,‘MJ‘,““,“
m/z--> 20 40 60 80 100 120 140 160
Abundance #16106: 3-Phenylbut-1-ene I T
117.0 10.00 10.50
m/z 91.00 14.34%
5000
91.0
390 50 ‘ M
0 R T P W | Y A

m/z--> 20 40 60 80 100 120 140 160 1000 1050
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55274.D

Acq On : 25 Oct 2022 13:19
Operator : CG/JU

Sample : N5222-07

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.460 30.60 ng 542908 Naphthalene-d8 11.103
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 96
2 Benzene, (2-propynyloxy)- 132 C9H80 013610-02-1 81
3 Styrene 104 C8H8 000100-42-5 60
4 N-Ethylbenzimidoyl bromide 211 C9H1eBrN 041182-87-0 58
5 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 53
Abundance Scan 1561 (12.460 min): BG055274.D\data.ms (-1553) (- | m/z 132.00 100.00%
104.0 132.0
5000 78.0
51.0
P
‘ ‘ 12.50
0 “““‘uﬁ“ﬂ"ﬂ:‘ﬂu“ﬂ“N“‘w“U*“‘W‘ ‘ m/z 104.00  99.26%
miz--> 20 40 60 80 100 120 140
Abundance #16677: 1H-Inden-1-one, 2,3-dihydro-
104.0 132.0
5000
78.0 1250
51.0 m/z 103.00 56.47%
miz—-> 20 40 80 100 120 140
Abundance #16676.Benzene,(2¢wopynybxy}
131.0
104.0 AU
12.50
5000 m/z 130.95 51.64%
51.0 78.0
0
miz--> 20 40 60 80 100 120 140
Abundance #5492: Styrene
104.0 1250
m/z 78.00 39.46%
5000 78.0
51.0
0 270
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55274.D

Acq On : 25 Oct 2022 13:19
Operator : CG/JU

Sample : N5222-07

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 Benzoic acid, 2,4-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.083 38.32 ng 1011860  Acenaphthene-d10 14.881
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, 2,4-dimethyl- 150 C9H1e02 000611-01-8 97
2 Benzoic acid, 2,6-dimethyl- 150 C9H1e02 000632-46-2 91
3 Benzoic acid, 2,5-dimethyl- 150 C9H1002 000610-72-0 90
4 Benzoic acid, 2,3-dimethyl- 150 C9H1e02 000603-79-2 87
5 o-Tolylacetic acid 150 C9H1e02 000644-36-0 49

Abundance Scan 1667 (13.083 min): BG055274.D\data.ms (-1655) (- | m/z 132.00 100.00%

132.0 150.0
105.0
5000 77.0
51.0 A ‘
ol
Ob i ., “‘ mw et Ml m/z 150.00  88.17%

m/z--> 20 80 100 120 140
Abundance #28330. Benzmc acid, 2,4-dimethyl-
132.0 150.0
105.0

5000 . :
13.00
77.0

m/z 105.00  74.24%

27.0 & ‘
\\\‘\‘1‘\\““\\“H\“‘\M\\\H‘\\‘\\‘ T ‘\‘\\“\\‘
Miz> 20 40 60 80 100 120 140
Abundance #28336: Benzoic acid, 2,6-dimethyl-
132.0

o

1040 150.0 13.00 ‘
5000 ITI/Z 104.00 55.84%
s1.0 /70
NN ‘M ‘mh‘ | \ Y N PR Jk
miz--> 20 40 60 80 100 120 140
Abundance #28341: Benzoic acid, 2,5-dimethyl- = ‘
104.0 132.0 150.0 13.00
m/z 77.00 46.05%
5000 77.0
51.0
27.0 ‘
o) ‘ “‘ ; 1\‘“\““‘ ‘\H“ ‘M}H‘ S ‘\ e L “ - ‘\“ “ ——
m/z--> 20 40 60 80 100 120 140 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55274.D

Acqg On : 25 Oct 2022 13:19
Operator : CG/JU

Sample : N5222-07

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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|
Ethylbenzene 5.738 382.6 ng 5962276 1 8.271 311691 20.0
Benzene, 1,3-di... 5.879 860.5 ng 13411000 1 8.271 311691 20.0
Benzene, propyl- 7.237 58.1 ng 904960 1 8.271 311691 20.0
Benzene, 1l-ethy.. 7.342 159.8 ng 2490690 1  8.271 311691 20.0
Mesitylene 7.483 135.4 ng 2110676 1  8.271 311691 20.0
Benzene, 1l-ethy... 7.654 126.6 ng 1972176 1  8.271 311691 20.0
Benzene, 1,2,4-... 7.924 624.0 ng 9724640 1 8.271 311691 20.0
Benzene, 1,2,3-. 8.388 227.8 ng 3550140 1  8.271 311691 20.0
Benzene, cyclop... 8.653 214.4 ng 3341330 1 8.271 311691 20.0
Indene 8.817 43.4 ng 676051 1 8.271 311691 20.0
Benzene, 1,2-di... 8.911 45.9 ng 715108 1 8.271 311691 20.0
Benzene, 2-ethy.. 9.228 42.9 ng 668040 1 8.271 311691 20.0
o-Cymene 9.281 34.6 ng 538836 1 8.271 311691 20.0
Benzene, 1,2,3,... 9.910 38.0 ng 674582 2 11.103 354824 20.0
Benzene, 1,2,4,... 9.969 52.5 ng 930951 2 11.103 354824 20.0
1H-Indene, 2,3-... 10.339 50.8 ng 901566 2 11.103 354824 20.0
1H-Inden-1-one,... 12.460 30.6 ng 542908 2 11.103 354824 20.0
Benzoic acid, 2... 13.083 38.3 ng 1011860 3 14.881 528125 20.0
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