LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe41921\
Data File : BGO48784.D

Acqg On : 20 Apr 2021 5:04
Operator : CG/JU

Sample : M2079-06

Misc :

ALS Vvial : 24 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-BG041421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO48784.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.208 143 148 160 rBV 97824 151929 7.34% 0.948%
2 4.454 185 190 195 rBV3 14553 23437 1.13% 0.146%
3 4.513 195 200 209 rVB5 22108 40454 1.95% 0.252%
4 5.553 368 377 384 rBV 396794 609942 29.46% 3.807%
5 5.629 384 390 395 rVWW 263269 423647 20.46%  2.644%
6 5.712 395 404 411 rVB 301803 551428 26.63% 3.441%
7 6.064 454 464 471 rBV 173020 283102 13.67% 1.767%
8 6.546 541 546 552 rBv2 38211 57919 2.80% 0.361%
9 7.040 623 630 637 rBV 55592 88104 4.26% 0.550%
106 7.151 644 649 654 rBV2 53915 83763 4.05% ©.523%
11  7.239 654 664 668 rBV2 202462 501219 24.21% 3.128%
12 7.286 668 672 678 rVB 197723 300792 14.53% 1.877%
13 7.457 694 701 708 rBV 258192 411709 19.89% 2.569%
14 7.721 739 746 753 rVB 587659 966467 46.68% 6.032%
15 8.074 800 806 811 rBV 74312 135885 6.56% 0.848%
16 8.191 819 826 833 rVB 286301 459664 22.20% 2.869%
17 8.350 847 853 861 rVW6 16487 32184 1.55% 0.201%
18 8.456 861 871 881 rVW 269951 478170 23.10%  2.984%
19 8.567 885 890 894 rVv3 33410 57597 2.78% 0.359%
20 8.620 894 899 908 rVB3 83110 147486 7.12%  0.920%
21 8.714 908 915 921 rBV2 95330 169859 8.20% 1.060%
22 8.884 938 944 954 rVB3 19906 49620 2.40% 0.310%
23 9.031 963 969 974 rBV 46138 69410 3.35% 0.433%
24 9.084 974 978 983 rBV3 36276 64948 3.14%  0.405%
25 9.190 989 996 1001 rBvV2 122278 231655 11.19% 1.446%
26 9.255 1001 1007 1016 rVB2 357448 746748 36.07% 4.660%
27 9.525 1045 1053 1060 rVB3 34481 63328 3.06% ©.395%
28 9.713 1080 1085 1091 rBvV2 52512 84809 4.10% 0.529%
29 9.777 1091 1096 1101 rBv2 63993 108111 5.22% 0.675%
30 10.101 1143 1151 1153 rBV6 21203 44199 2.13% 0.276%
31 10.142 1153 1158 1166 rVB2 57872 106392 5.14% 0.664%
32 10.295 1177 1184 1193 rBV3 145134 274155 13.24% 1.711%
33 10.535 1220 1225 1229 rVB3 18367 29946 1.45% 0.187%
34 10.594 1229 1235 1242 rVB5 19725 36664 1.77%  0.229%
35 10.906 1277 1288 1292 rBV 95426 195767 9.46%  1.222%

36 10.953 1292 1296 1302 rVWW 146732 265795 12.84% 1.659%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe41921\
Data File : BGO48784.D

Acqg On : 20 Apr 2021 5:04
Operator : CG/JU

Sample : M2079-06

Misc :

ALS Vvial : 24 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-BG041421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.017 1302 1307 1311 rVV4 11776 20877 1.01% ©.130%
38 11.070 1311 1316 1328 rVB2 43723 88968 4.30% 0.555%
39 11.523 1388 1393 1396 rBV7 16124 29083 1.40% 0.182%
40 11.570 1397 1401 1406 rVB4 32283 47229 2.28% 0.295%
41 11.763 1427 1434 1439 rBV7 14962 31926 1.54% ©.199%
42 12.016 1470 1477 1486 rBV9 28401 85606 4.13% 0.534%
43 12.122 1489 1495 1502 rBV3 28017 48789 2.36% ©.304%
44 12.280 1516 1522 1532 rVB2 51674 96880 4.68%  0.605%
45 12.457 1548 1552 1558 rVB9 15276 34135 1.65% ©.213%
46 12.562 1565 1570 1574 rBV5 15171 25427 1.23% 0.159%
47 12.686 1586 1591 1593 rBv4 16187 26637 1.29% ©.166%
48 12.780 1599 1607 1612 rBV2 73025 137057 6.62% ©.855%
49 12.862 1616 1621 1624 rBV5 26948 43040 2.08% 0.269%
50 13.062 1647 1655 1663 rBV10 32542 87062 4.21% 0.543%
51 13.156 1663 1671 1672 rWW7 14914 33504 1.62% ©0.209%
52 13.191 1672 1677 1685 rVB4 60077 120377 5.81% 0.751%
53 13.356 1698 1705 1713 rVB 922623 1420686 68.62%  8.866%
54 13.544 1730 1737 1741 rBV7 26422 47293 2.28% ©.295%
55 13.696 1758 1763 1768 rVB2 43902 69586 3.36% ©0.434%
56 13.761 1770 1774 1785 rBV6 31167 84399 4.08% 0.527%
57 13.861 1786 1791 1794 rVWV3 39551 71080 3.43%  0.444%
58 13.902 1794 1798 1804 rVB 73449 108980 5.26% ©.680%
59 14.084 1825 1829 1835 rVB7 15332 25820 1.25% 0.161%
60 14.178 1841 1845 1848 rBV2 17605 21707 1.e5% 0.135%
61 14.736 1934 1940 1947 rVB 175351 281389 13.59% 1.756%
62 14.848 1955 1959 1964 rBV7 14821 25695 1.24% 0.160%
63 16.229 2187 2194 2202 rBV2 840884 1287566 62.19% 8.035%
64 17.492 2401 2409 2415 rBV 211557 329290 15.90%  2.055%
65 18.373 2556 2559 2566 rBV9 11715 26236 1.27% ©.164%
66 19.648 2770 2776 2780 rBV9 11293 24496 1.18% ©0.153%
67 20.101 2847 2853 2859 rBV 1606825 2070371 100.00% 12.921%
68 21.405 3070 3075 3086 rBV 87752 146013 7.05% 0.911%
69 21.787 3133 3140 3148 rVB 202153 345418 16.68%  2.156%
70 25.130 3698 3709 3720 rVB2 117658 334596 16.16% 2.088%

Sum of corrected areas: 16023522
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41921\
Data File : BGO48784.D

Acqg On : 20 Apr 2021 5:04
Operator : CG/JU

Sample : M2079-06

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG048784.D\data.ms
1600000

1400000
1200000
1000000
800000
600000 7721

400000 5.553 9.255

55542 8194456
200000 4208 6064 9.190 10.295
T s 0| | 2o A

P VAN
\|\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG048784.D\data.ms
1600000 20.101

o

1400000
1200000
10000001 3 356

800000 o
600000

400000

17.492 21.787
21.405

18.373 19.648

R e R e B R e e R 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

Abundance TIC: BG048784.D\data.ms
1600000

1400000
1200000
1000000
800000
600000
400000

200000 25.130

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\BG@41921\
Data File : BGO48784.D

Acqg On : 20 Apr 2021 5:04
Operator : CG/JU

Sample : M2079-06

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 p-Xylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.712 81.16 ng 551428 1,4-Dichlorobenzene-d4 8.079

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Xylene 106 C8H10 000106-42-3 97
2 o-Xylene 106 C8H1e0 000095-47-6 97
3 Benzene, 1,3-dimethyl- 106 C8H1e 000108-38-3 97
4 Ethylbenzene 106 C8H10 000100-41-4 90
5 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H1@ 002175-91-9 90
Abundance Scan 404 (5.712 min): BG048784.D\data.ms (-395) (-) m/z 91.05 100.00%
91.0
5000
A REmma R
51.1 ‘ ‘ ‘ 5.40 5.60 5.80 6.00
ob bbbl i 1389 38T /7 1e6.10  43.53%
miz-> 50 100 150 200 250 300
Abundance #5081: p-Xylene
91.0
5000 UL L B R B B
5.40 5.60 5.80 6.00
m/z 105.10  18.99%
51.0 ‘
O\\‘\“\}‘h\”\‘“\“‘m\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #5076: o-Xylene
91.0
A EmmaE R
5.40 5.60 5.80 6.00
5000 m/z 77.10 14.05%
51.0 ‘
R —
miz--> 50 100 150 200 250 300
Abundance #5100: Benzene, 1,3-dimethyl- A R e
91.0 5.40 5.60 5.80 6.00
m/z 51.10 10.76%
5000
51.0 ‘
AW I NS B (UUIOY 14 N A
m/z--> 50 100 150 200 250 300 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41921\
Data File : BGO48784.D

Acqg On : 20 Apr 2021 5:04
Operator : CG/JU

Sample : M2079-06

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Benzene, 1,3-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.064 41.67 ng 283102 1,4-Dichlorobenzene-d4 8.079

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 95
2 o-Xylene 106 C8H10 000095-47-6 95
3 p-Xylene 106 C8H10 000106-42-3 94
4 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 90
5 Ethylbenzene 106 C8H10 000100-41-4 90
Abundance Scan 464 (6.064 min): BG048784.D\data.ms (-454) (-) m/z 91.10 100.00%
91.1
5000
AR
511 Ll ) 5.80 6.00 6.20 6.40
O Al 2631 17 1e6.10  39.02%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #5103: Benzene, 1,3-dimethyl-
91.0
5000 LB L BB B B

5.80 6.00 6.20 6.40
m/z 77.10 15.63%

39.0
OH\‘\‘H\“H‘h‘\“\‘\H‘H‘H‘l\‘h‘\\\‘\\\\’\\\\‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160 180 200220240 260
Abundance #5076: o-Xylene
91.0 %
R e a
5.80 6.00 6.20 6.40
5000 ITI/Z 105.10 15.21%
51.0 ‘
M O 0 Y OSSO —
m/z--> 20 40 60 80 100120140160 180 200220 240 260 \
Abundance #5075: p-Xylene R A EEREaEEEE
91.0 5.80 6.00 6.20 6.40
m/z 51.10 11.99%
5000
51.0
m/z--> 20 40 60 80 100120140160 180200220240260 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41921\
Data File : BGO48784.D

Acqg On : 20 Apr 2021 5:04
Operator : CG/JU

Sample : M2079-06

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Benzene, propyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.040 12.97 ng 88104 1,4-Dichlorobenzene-d4 8.079

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 93
2 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 72
3 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 72
4 Benzeneacetaldehyde 120 C8H80 000122-78-1 64
5 2-Benzyloxy-6-methoxybenzonitrile 239 C15H13NO2 167832-66-8 47
Abundance Scan 630 (7.040 min): BG048784.D\data.ms (-623) (-) m/z 91.00 100.00%
91.0
5000
120.1 EEESEEA R VLA
sgrl | [ 6.80 7.00 7.20 7.40
Obrrrrrreebedbt et bbb e rages m/z 120,10 20.89%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #9407: Benzene, propyl-
91.0
5000 \\\\\‘\\\\‘\\\\’\\\\‘\\\
6.80 7.00 7.20 7.40
120.0 m/z 65.10 18.84%
39.0 ‘
O\\\‘\‘\\\“‘\\“M“‘\\\\M“H‘!\‘\‘\H‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #70360: N-Benzyl-2-phenethylamine
91.0 120.0
CEMUVIEIL A RS NS
6.80 7.00 7.20 7.40
5000 m/z 92.00 13.36%
0 510/ | | 1650 209.0
R ERARARRAsTEaES L e A RARR
m/z--> 20 40 60 80 100120140160180200220240260 ﬂh/«
Abundance #24997: Ethanol, 2-[(phenylmethyl)amino]- e A
91.0 6.80 7.00 7.20 7.40
m/z 63.10 7.98%
5000
120.0
O 150 \5170\‘ ) \‘ i 1510 “1\
P P e e T e e e e e
m/z--> 20 40 60 80 100120140160180200220240260 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41921\
Data File : BGO48784.D

Acqg On : 20 Apr 2021 5:04
Operator : CG/JU

Sample : M2079-06

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Benzene, 1-ethyl-3-methyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
7.151  12.33 ng 83763 1,4-Dichlorobenzene-d4 8.079
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 93
4 Mesitylene 120 C9H12 000108-67-8 90
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87
Abundance Scan 649 (7.151 min): BG048784.D\data.ms (-644) (-) m/z 105.05 100.00%
105.1
5000
77.1 T e
51.1 ‘ ‘ 2072 6.80 7.00 7.20 7.40
0br e bl 3282 2072 06,10 33.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9428: Benzene, 1-ethyl-3-methyl-
105.0
5000 L L L B BN R B
6.80 7.00 7.20 7.40
770 m/z 77.10 18.79%
51.0 ‘
O\\\‘2\7‘1.\0\“\\“V\“U\\‘im‘\\“}\“‘\‘\\‘\”“\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9429: Benzene, 1-ethyl-4-methyl-
105.0
SN\ A1 W P
6.80 7.00 7.20 7.40
5000 m/z 91.00 14.62%
77.0
10 01|
Ol bl b e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9427: Benzene, 1-ethyl-2-methyl- A EEmaETESSLE
105.0 6.80 7.00 7.20 7.40
m/z 103.00 13.06%
5000
77.0 ‘
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41921\
Data File : BGO48784.D

Acqg On : 20 Apr 2021 5:04
Operator : CG/JU

Sample : M2079-06

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Benzene, 1-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.457 60.60 ng 411709 1,4-Dichlorobenzene-d4 8.079

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 701 (7.457 min): BG048784.D\data.ms (-694) (-) m/z 105.10 100.00%
105.1
5000
120.1
77.1 gll \\\\‘\\\\‘\\\\‘\\\\‘\\\
39.1 63.0 ‘ ‘ 7.20 7.40 7.60 7.80
O ettt Lk myz 12010 28.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9427: Benzene, 1-ethyl-2-methyl-
105.0
5000 \\\/\\j‘\\\\\‘\\\\‘\\\\‘\\\
7.20 7.40 7.60 7.80
120.0 9
77.0 910 m/z 77.10 17.27%
0 H‘\\H‘\2\7\.(‘)\H\“\\\s\ﬁ‘\.‘(\)\\‘eﬂ‘.\(\)‘\iim‘\\\\“‘}\HH‘\}\‘H‘\‘\“HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9429: Benzene, 1-ethyl-4-methyl-
105.0
R R RN
7.20 7.40 7.60 7.80
5000 m/z 91.10 15.95%
120.0
77.0 91.0
PN AV T | Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /J\/\
Abundance #9428: Benzene, 1-ethyl-3-methyl- A A et
105.0 7.20 7.40 7.60 7.80
m/z 79.10 11.83%
5000
120.0
77.0 91.0
027'051.064'0 T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041921\
Data File : BGO48784.D

Acqg On : 20 Apr 2021 5:04

Operator : CG/JU

Sample : M2079-06

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Benzene, 1,2,3-trimethyl-

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.721 142.25 ng 966467 1,4-Dichlorobenzene-d4 8.079
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 90
Abundance Scan 746 (7.721 min): BG048784.D\data.ms (-739) (-) m/z 105.10 100.00%
105.1
5000 J\ A j\
R R A
39.0 4L1 ‘ 7.40 7.60 7.80 8.00
ol A pfARL L 1821 2218 297. 4/ 12616 40.11%
miz-> 50 100 150 200 250
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
A |
5000 L L L B R B
7.40 7.60 7.80 8.00
m/z 77.10 16.29%
39.0
O T T “\ ‘\‘ i‘” \‘Y\4.H\O \‘ “ \“‘!‘ T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #9402: Mesitylene
105.0 J\
R EmAREEEEEEEE S
7.40 7.60 7.80 8.00
5000 m/z 91.10 13.29%
39.0
S Y s Y N ———
miz--> 50 100 150 200 250 /\
Abundance #9421: Benzene, 1,2,4-trimethyl- \ A e aR R e
105.0 7.40 7.60 7.80 8.00
m/z 119.05 11.51%
5000
ol P AA«AA
m/z--> 50 100 150 200 250 7.40 7.60 7.80 8.00

8270-BGR41421.M Tue Apr 20 14:44:25 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41921\
Data File : BGO48784.D

Acqg On : 20 Apr 2021 5:04
Operator : CG/JU

Sample : M2079-06

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Benzene, 1,2,4-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.191 67.65 ng 459664  1,4-Dichlorobenzene-d4 8.079

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 90
Abundance Scan 826 (8.191 min): BG048784.D\data.ms (-819) (-) m/z 105.05 100.00%
105.1
5000 1201
77.0 911 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
39.0 63.1 ‘ 7.80 8.00 8.20 8.40 8.60
Obreprrreprerepeeeereetbei el ol myz 120,10 38.47%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #9410: Benzene, 1,2,4-trimethyl-
105.0
5000 120.0 REREEEEE s E e
7.80 8.00 8.20 8.40 8.60
28.0 770 910 m/z 77.00 17.18%
Ot \%\4\"\(\)’ TT \“\ T \‘i‘\ TTT H“\ T \?ﬂ"\ow‘ Tt \m‘ TTT \“‘\ T iu 1 Il \‘\‘\“‘\ nannl
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
R RAREA A
7.80 8.00 8.20 8.40 8.60
m/z 91.10 14.48%
5000 120.0 /
39.0 77.0 91.0
0 ",1‘5(9,H“\,HH“M‘“{‘1““6‘%"‘9“”me‘H‘M‘WMH“MHW
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #9426: Benzene, 1-ethyl-3-methyl- Pr AP e e A
105.0 7.80 8.00 8.20 8.40 8.60
m/z 79.00 11.13%
5000
120.0
26,0 39‘.0 63.0 77‘.0 9]‘..0 ‘
OFrrprrrrrer et et P e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 7.80 8.00 8.20 8.40 8.60

8270-BGO41421.M Tue Apr 20 14:44:25 2021 Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41921\
Data File : BGO48784.D

Acqg On : 20 Apr 2021 5:04
Operator : CG/JU

Sample : M2079-06

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.456 70.38 ng 478170 1,4-Dichlorobenzene-d4 8.079

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 87
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 74
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 72
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 64
5 Benzene, 1-ethenyl-4-methyl- 118 C9H10 000622-97-9 60

Abundance Scan 871 (8.456 min): BG048784.D\data.ms (-861) (-) m/z 117.10 100.00%

117.1
5000
91.1 A REmE L e
39.1 . ‘ 8.20 8.40 8.60 8.80
0 "‘,m‘,HH,HH‘,‘m,hHu,1“‘”‘”‘““‘“Hu‘w‘l‘q““‘l‘ww‘ m/z 118.10  56.15%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #8949: Indane
117.0
5000 L L L I I L L
8.20 8.40 8.60 8.80
390 g0 91.0 m/z 115.00 32.72%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #8966: Benzene, cyclopropyl-
117.0 }\
AWV LAY,
8.20 8.40 8.60 8.80
m/z 91.10 23.19%
5000 91.0
51.0 650
S0 [ o 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #8982: 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 63.10 11.71%
5000 91.0
39.0 52.0 65.0 78.0
Oy 280, SBOLL T 0a0
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 8.20 8.40 8.60 8.80

8270-BGO41421.M Tue Apr 20 14:44:27 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41921\
Data File : BGO48784.D

Acqg On : 20 Apr 2021 5:04
Operator : CG/JU

Sample : M2079-06

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 1-Propyne, 3-phenyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.620 21.71 ng 147486  1,4-Dichlorobenzene-d4 8.079

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propyne, 3-phenyl- 116 COH8 010147-11-2 87
2 Benzene, 1-propynyl- 116 C9H8 000673-32-5 87
3 2-Methylphenylacetylene 116 CO9H8 000766-47-2 87
4 3-Methylphenylacetylene 116 C9H8 000766-82-5 83
5 Benzene, 1,2-propadienyl- 116 COH8 002327-99-3 80
Abundance Scan 899 (8.620 min): BG048784.D\data.ms (-894) (-) m/z 115.00 100.00%
115.0
5000
A v
631 890 ‘\\\\‘\\\\’\\\\‘\\\\‘\\
39.0 ‘ 8.20 8.40 8.60 8.80 9.00
o S O w‘!ww e 2970 /2 116,05 77.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8410: 1-Propyne, 3-phenyl-
115.0
5000 DL R R R R
8.20 8.40 8.60 8.80 9.00
89.0 m/z 105.05 45.76%
w0, 1
O \\‘\\\\‘\\‘\\“‘\‘\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8409: Benzene, 1-propynyl-
115.0
P A
8.20 8.40 8.60 8.80 9.00
5000 m/z 63.10 17.48%
0, 00 59°
Ot et Al e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8414: 2-Methylphenylacetylene
115.0 8.20 8.40 8.60 8.80 9.00
m/z 89.00 16.80%
5000
39.0 63.0 89.0
0 ‘W““_‘WWHN‘M‘NM““‘H“‘W““_““H““H‘
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80 9.00

8270-BGR41421.M Tue Apr 20 14:44:27 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41921\
Data File : BGO48784.D

Acqg On : 20 Apr 2021 5:04
Operator : CG/JU

Sample : M2079-06

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
8.714  25.00 ng 169859 1,4-Dichlorobenzene-d4 8.079
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 93
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 93
3 p-Cymene 134 C1eH14 000099-87-6 90
4 o-Cymene 134 C10H14 000527-84-4 90
5 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 90
Abundance Scan 915 (8.714 min): BG048784.D\data.ms (-908) (-) m/z 119.10 100.00%
119.1
- e j\; M
51.1 8.40 8.60 8.80 9.00
T TN 232, ]
O bl sl b MW ST m/z 105.18 49.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 ‘A,/\’“A
8.40 8.60 8.80 9.00
91.0 m/z 134.85  40.73%
o %50, | |
0 H\‘\‘H\“‘H“\‘\“i‘u\H‘\H\“H‘H1‘\H‘\‘\H\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14844: Benzene, 1,3-diethyl-
119.0 /U\ /\
T e
8.40 8.60 8.80 9.00
5000 m/z 91.00 35.68%
91.0
39.0 65.0‘ ‘
0 \\\‘\‘\‘\\“‘\\“1‘\”“1‘\\\H‘\M\“‘H\\1“\\\‘\‘\m‘\m‘\m‘\m‘uu‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 A /\/\
Abundance #14809: p-Cymene A \j\\‘/\m R R AE
119.0 8.40 8.60 8.80 9.00
m/z 77.10 19.76%
5000
91.0
41.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00

8270-BGO41421.M Tue Apr 20 14:44:28 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41921\
Data File : BGO48784.D

Acqg On : 20 Apr 2021 5:04
Operator : CG/JU

Sample : M2079-06

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
9.031 10.22 ng 69410 1,4-Dichlorobenzene-d4 8.079
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
2 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 91
4 Benzene, l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 90
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 87
Abundance Scan 969 (9.031 min): BG048784.D\data.ms (-963) (-) m/z 119.10 100.00%
119.1
5000
91.1
51.0 ‘ ‘ ‘ 208.8 8.80 9.00 9.20 9.40
) SN VRS WA ' e A 2088y 13405 33.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119.0
8.80 9.00 9.20 9.40
91.0 m/z 91.10  30.03%
39.0 65.0 ‘ ‘
0 %\5\.‘0\‘\\\“‘H“”\"M‘Hi‘”w”‘\“”“\ \‘M\H‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119.0
8.80 9.00 9.20 9.40
5000 m/z 105.00 19.36%
91.0
o159, %90, %1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl- R AR L A
119.0 8.80 9.00 9.20 9.40
m/z 117.10 14.55%
5000
91.0
390 65.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

8270-BGO41421.M Tue Apr 20 14:44:29 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41921\
Data File : BGO48784.D

Acqg On : 20 Apr 2021 5:04
Operator : CG/JU

Sample : M2079-06

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Benzene, 1-ethyl-2,3-dimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
9.084 9.56 ng 64948 1,4-Dichlorobenzene-d4 8.079
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 91
4 Benzene, l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 90
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 90
Abundance Scan 978 (9.084 min): BG048784.D\data.ms (-974) (-) m/z 119.10 100.00%
119.1
5000
41.1 91.0
8.80 9.00 9.20 9.40
222.9
0 wmwHHHHUM‘w‘ww“\t h‘:h ‘UH”‘M“wH‘w‘wwwumw m/z 91.05  21.98%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14886: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000
8.80 9.00 9.20 9.40
m/z 134.00 20.52%
91.0
39.0 65.0
O \‘\\\\‘\‘\\\“‘\\‘\‘\“\‘\\\‘\\‘\\’h\‘\\u‘l\\\h\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
110.0 /\ /L
8.80 9.00 9.20 9.40
5000 m/z 77.00 19.77%
39.0 65.0 91.0
0 ‘_m_‘u““m‘:‘w‘:“H‘_m,‘H‘Jl‘H“‘,HH,HH,HH,HH,HH,‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14892: Benzene, 2-ethyl-1,4-dimethyl-
119.0 8.80 9.00 9.20 9.40
m/z 41.10 19.30%
5000
39.0 65 0 91.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 8.80 9.00 9.20 9.40

8270-BGO41421.M Tue Apr 20 14:44:29 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41921\
Data File : BGO48784.D

Acqg On : 20 Apr 2021 5:04
Operator : CG/JU

Sample : M2079-06

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
9.190 34.10 ng 231655 1,4-Dichlorobenzene-d4 8.079
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
2 p-Cymene 134 C10H14 000099-87-6 81
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 81
4 Benzene, l-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 81
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 81
Abundance Scan 996 (9.190 min): BG048784.D\data.ms (-989) (-) m/z 119.10 100.00%
119.1
5000
91.1 /\
P st g
390 651 8.80 9.00 9.20 9.40 9.60
0 bbb 2801 sz 91,10 32.84%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14879: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000
8.80 9.00 9.20 9.40 9.60
91.0 m/z 134.05  30.29%
39.0 65.0 ‘ ‘
0 \1\5\.‘0\‘\ T \“‘\ \“1‘\ “‘1‘\ T \‘H‘ Tt “H‘\\‘M T \‘\’HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14808: p-Cymene
119.0 A
_/‘\H_WAH,W_J
8.80 9.00 9.20 9.40 9.60
5000 m/z 117.10 29.65%
91.0
300 650 ‘
0 }ﬁ?\wHw\quw\\M\JUWW\NM\\\HW\\\_\\\‘H
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl- A An JUL s
119.0 8.80 9.00 9.20 9.40 9.60
m/z 77.00 16.33%
5000
91.0
390 65.0 ‘
o280 T i L
m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40 9.60

8270-BGO41421.M Tue Apr 20 14:44:30 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041921\
Data File : BGO48784.D

Acqg On : 20 Apr 2021 5:04

Operator : CG/JU

Sample : M2079-06

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST11.L
LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
9.777 11.04 ng 108111 Naphthalene-d8 10.906
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 93
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 91
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 90

Abundance Scan 1096 (9.777 min): BG048784.D\data.ms (-1091) (-) m/z 119.10 100.00%

119.1
5000 J\
(i
39.0 _ 9.50 10.00
Ol bbb T w7 134,00 41.07%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000 !
9 50 10 00
m/z 90.95 18.29%
39.0
O ‘\‘\JW‘\J‘h\h‘l\\‘!\\‘h‘\h \‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14870: Benzene, 1,2,3,5-tetramethyl-
119.0
9 50 10.00
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14871: Benzene, 1,2,4,5-tetramethyl-
119.0 950 1000
m/z 115.00 10.24%
5000
39.0 M
0 ‘\\‘\M\“‘u\\\\““w“ JM‘mWHH‘HHWH_MWH_ . ‘/\m Aot
m/z--> 0 50 100 150 200 250 300 350 400 450 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41921\
Data File : BGO48784.D

Acqg On : 20 Apr 2021 5:04
Operator : CG/JU

Sample : M2079-06

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 Benzene, 1-ethenyl-3-ethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.294 28.01 ng 274155 Naphthalene-d8 10.906
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 86
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 76
3 1H-Indene, 2,3-dihydro-2-methyl- 132 C1OH12 000824-63-5 76
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 76
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 76
Abundance Scan 1184 (10.295 min): BG048784.D\data.ms (-1177) (- m/z 117.10 100.00%
117.1
5000 ]k
— —
39 1 77‘ ]* Mh ‘ 10.00 10.50
obrrhbdi by Wl 2497 366 /7 119.05  38.08%
mlz--> 50 100 150 200 250 300 350
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 \ ) Ly A
10.00 1050
m/z 115.00 5.49%
39.
O\\\\9‘\“\“\1“‘“\\“!H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 100 150 200 250 300 350
Abundance #14034: 1-Phenyl-1-butene
117.0 /\4
10 00 10 50
5000 m/z 132.05 33.96%
39. ﬁ
) O P I —
miz--> 50 100 150 200 250 300 350
Abundance #14085: 1H-Indene, 2,3-dihydro-2-methyl- SV i
117.0 10.00 10.50
m/z 91.10 4.82%
5000 Jmﬂww
39.0
IV 0§ WYV
mlz--> 100 150 200 250 300 350 lO 00 10. 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41921\
Data File : BGO48784.D

Acqg On : 20 Apr 2021 5:04
Operator : CG/JU

Sample : M2079-06

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 Benzo[b]thiophene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.070 9.09 ng 88968 Naphthalene-d8 10.906
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene 134 C8H6S 000095-15-8 87
2 Benzo[c]thiophene 134 C8H6S 000270-82-6 86
3 5-Benzylidene-3-(2,5-dimethylani... 338 C19H18N202S 302955-01-7 72
4 Benzo[b]cyclobuta[d]thiophene-1,... 278 C14H1404S 057156-87-3 56
5 Pyrimidine, 2,4,6-trifluoro- 134 C4HF3N2 000696-82-2 53
Abundance Scan 1316 (11.070 min): BG048784.D\data.ms (-1311) (- m/z 133.95 100.00%
133.9
5000 /\4
T T ‘ T \,\ ‘
63.0 ‘ 11.00
Ol [ L2092 4590 L., g9.e0  12.45%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #15271: Benzo[b]thiophene
134.0
=000 A Mnﬂme | 4M‘Nﬁw
11.00
m/z 63.00 10.68%
63.0
NEL TN

L A L L L L L L L L Y B B B B

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #15269: Benzo[c]thiophene
134.0
11.00
5000 ITI/Z 134.90 10.20%
GSDH
0t e e e
miz--> 0 50 100 150 200 250 300 350 400 450 m A
Abundance #175158: 5-Benzylidene-3-(2,5-dimethylanilinomethyl)-2,« o A ‘M‘N
134.0 11.00
m/z 108.00 8.66%
5000
77-T ‘ 205.0 /\
N V1A PN — AR
m/z--> 0 50 100 150 200 250 300 350 400 450 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041921\
Data File : BGO48784.D

Acqg On : 20 Apr 2021 5:04

Operator : CG/JU

Sample : M2079-06

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 unknownl2.016 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
12.016 8.75 ng 85606 Naphthalene-d8 10.906
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-3-methyl- 118 C9H10 000100-80-1 38
2 Benzenemethanol, 2,5-dimethyl- 136 C9H120 053957-33-8 38
3 1-[1-Methyl-2-(methyloxy)ethyl]-... 180 C1@H16N20 1000305-28-2 27
4 Benzene, (l-ethyl-2-propenyl)- 146 C1l1H14 019947-22-9 25
5 Benzaldehyde, 4-methoxy- 136 C8H802 000123-11-5 22

Abundance Scan 1477 (12.016 min): BG048784.D\data.ms (-1470) (-

m/z 91.00 100.00%

91.0
135.0
5000
39.0 T 1
m 207.1 315. 12.00
0! A e m/z 118.80  55.99%
miz--> 50 100 150 200 250 300
Abundance #8978: Benzene, 1-ethenyl-3-methyl-
118.0
5000 ! e M‘
12.00
m/z 117.00 55.61%
39.0 770
O T T ‘\ ‘\ i“ H\M\Hh\ ‘\“ “‘ T ‘\ T T ‘ L T T ‘ T T T T ‘ T L T ‘ T T
miz--> 50 100 150 200 250 300
Abundance #16486: Benzenemethanol, 2,5-dimethyl-
118.0
12.00
5000 ITI/Z 135.00 54.11%
77.0
39.0
o! e
miz--> 50 100 150 200 250 300
Abundance #45357: 1-[1-Methyl-2-(methyloxy)ethyl]-1-phenylhydrazit
135.0 12.00
m/z 76.95 51.63%
5000 77.0
‘ 180.0
41
0b ‘ﬁ“ JMM“E e — AL
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41921\
Data File : BGO48784.D

Acqg On : 20 Apr 2021 5:04
Operator : CG/JU

Sample : M2079-06

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.280 9.0 ng 96880 Naphthalene-ds 10.906
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-one, 2,3-dihydro- 132 coMs0 000083-33-0 95

2 Pyrazolo(2,3-a)pyridine, 7-methyl- 132
3 Propanedinitrile, 2-(1-cycloprop... 132

4 N-Ethylbenzimidoyl chloride
5 2-Phenylpropenal

167
132

C8H8N2
C8H8N2
C9H1eCIN
C9H80

Abundance Scan 1522 (12.280 min): BG048784.D\data.ms (-1516) (-
1

034760-58-2 53
017407-30-6 53
001006-93-5 47
004432-63-7 46

m/z 104.10 100.00%

104.
5000
50.0
‘ H ‘ M 46.2 2530 363. 12.00 12.50
e i A m/z 132.05  83.79%
mlz--> 50 100 150 200 250 300 350
Abundance #14545: 1H-Inden-1-one, 2,3-dihydro-
104.0
5000
51.0 12.00 12.50
m/z 78.00 52.77%
O \\“\“‘\‘ ‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #14512: Pyrazolo(2,3-a)pyridine, 7-methyl-
132.0
12.00 12.50
5000 m/z 103.85  51.08%
78.0
39.0 ‘
0 ‘NJLWMNLNJ‘M‘““““““““““““
miz-> 50 100 150 200 250 300 350
Abundance #14520: Propanedinitrile, 2-(1-cyclopropylethylidene)-
104.0 12.00 12.50
m/z 77.00 48.28%
1 W
: VA Ll
m/z--> 50 100 150 200 250 300 350 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041921\
Data File : BG0O48784.D

Acqg On : 20 Apr 2021 5:04
Operator : CG/JU

Sample : M2079-06

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
p-Xylene 5.712 81.2 ng 551428 1 8.079 135885 120.0
Benzene, 1,3-di... 6.064 41.7 ng 283102 1 8.079 135885 20.0
Benzene, propyl- 7.040 13.0 ng 88104 1 8.079 135885 20.0
Benzene, 1-ethy... 7.151 12.3 ng 83763 1 8.079 135885 20.0
Benzene, 1-ethy... 7.457 60.6 ng 411709 1 8.079 135885 20.0
Benzene, 1,2,3-... 7.721 142.3 ng 966467 1 8.079 135885 20.0
Benzene, 1,2,4-... 8.191 67.7 ng 459664 1 8.079 135885 20.0
Indane 8.456 70.4 ng 478176 1  8.079 135885 20.0
1-Propyne, 3-ph... 8.620 21.7 ng 147486 1 8.079 135885 20.0
Benzene, 4-ethy... 8.714 25.0 ng 169859 1 8.079 135885 20.0
Benzene, 2-ethy... 9.031 10.2 ng 69410 1 8.079 135885 20.0
Benzene, 1-ethy... 9.084 9.6 ng 64948 1 8.079 135885 20.0
Benzene, 2-ethy... 9.190 34.1 ng 231655 1 8.079 135885 20.0
Benzene, 1,2,3,... 9.777 11.0 ng 108111 2 10.906 195767 20.0
Benzene, 1l-ethe... 10.294 28.0 ng 274155 2 10.906 195767 20.0
Benzo[b]thiophene 11.070 9.1 ng 88968 2 10.906 195767 20.0
unknown12.016 12.016 8.8 ng 85606 2 10.906 195767 20.0
1H-Inden-1-one,... 12.280 9.9 ng 96880 2 10.906 195767 20.0
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