LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40121\
Data File : BGO48552.D

Acqg On : 1 Apr 2021 20:29
Operator : CG/JU

Sample : M1835-02

Misc :

ALS vial : 9 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-BG033021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BG@48552.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.761 65 72 79 rBvV2 64647 107479 1.32% 0.305%
2 3.961 101 106 110 rBV 63009 104894 1.29% 0.298%
3 4.002 110 113 123 rVB7 37732 107219 1.31% 0.304%
4 4.243 145 154 167 rBV 632890 1156941 14.19%  3.282%
5 4.578 207 211 220 rVB2 69028 112679 1.38% 0.320%

6 5.582 374 382 388 rBV 166014 284098 3.48%  0.806%
7 5.647 388 393 398 rVW 184583 288687 3.54% 0.819%
8 5.724 398 406 417 rVB 3084728 8153960 100.00% 23.132%
9 6.094 461 469 478 rVB 511661 851141 10.44%  2.415%

7

10 .175 647 653 659 rBV 382113 600763 7.37%  1.704%
11 7.239 659 664 671 rVvw2 372113 712607 8.74%  2.022%
12 7.3106 671 676 683 rVB 603939 986557 12.10%  2.799%
13 7.480 695 705 712 rBV 389878 646317 7.93%  1.834%
14  7.745 739 750 759 rVB 1166604 1912830 23.46% 5.426%
15 8.097 804 810 815 rBV 92795 166937 2.05% ©0.474%
16 8.215 820 830 838 rBV 908122 1487723 18.25%  4.220%
17 8.373 842 857 859 rBV5 63052 183691 2.25% ©.521%
18 8.479 867 875 883 rvB 843582 1836630 22.52% 5.210%
19 8.644 898 903 0911 rVB3 74147 131702 1.62% 0.374%
20 8.738 912 919 924 rBV 149911 245158 3.01% 0.695%
21 8.908 943 948 0960 rVB3 49496 103400 1.27% ©.293%
22 9.055 967 973 977 rBV2 83441 138899 1.70% 0.394%
23 9.108 977 982 986 rVwV 97357 186605 2.29% 0.529%
24 9.208 987 999 1004 rVV 264326 791964  9.71%  2.247%
25 9.272 1004 1010 1027 rVB5 485940 1474594 18.08% 4.183%
26 9.543 1047 1056 1062 rVB4 60205 129979 1.59% 0.369%
27 9.736 1082 1089 1094 rBV 116971 191144  2.34% ©.542%
28 9.795 1094 1099 1107 rVV 175992 300288 3.68% ©.852%
29 9.872 1107 1112 1115 rVVv4 47594 89492 1.10% 0.254%
30 10.077 1139 1147 1152 rBV 213071 417754 5.12% 1.185%
31 10.165 1157 1162 1171 rVB 91957 177458 2.18% ©.503%
32 10.318 1173 1188 1196 rBV3 282212 631918 7.75% 1.793%
33 10.547 1221 1227 1233 rVB5 46172 85992 1.05% 0.244%
34 10.923 1280 1291 1294 rBV3 109700 230626 2.83% 0.654%
35 10.976 1294 1300 1306 rVB 469045 836949 10.26% 2.374%
36 11.452 1369 1381 1387 rBV3 121686 342414 4.20% 0.971%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40121\
Data File : BGO48552.D

Acqg On : 1 Apr 2021 20:29
Operator : CG/JU

Sample : M1835-02

Misc :

ALS vial : 9 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-BG033021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.534 1389 1395 1402 rVw4 54933 108387 1.33% 0.307%
38 11.752 1418 1432 1436 rBV2 102559 291797 3.58% ©.828%
39 11.887 1449 1455 1462 rVB2 56536 108269 1.33% 0.307%
40 12.298 1519 1525 1532 rBV2 103756 177047 2.17% 0.502%
41 12.792 1600 1609 1613 rBv4 179340 367169 4.50% 1.042%
42 12.845 1615 1618 1625 rVB5 40993 85519 1.05% 0.243%
43 12.927 1625 1632 1636 rBv2 99549 162882 2.00% 0.462%
44 13.056 1646 1654 1658 rBV5 38912 88224 1.08% 0.250%
45 13.127 1658 1666 1669 rvv4 91857 203421 2.49% ©.577%
46 13.156 1669 1671 1676 rVv3 61808 109955 1.35% ©.312%
47 13.367 1701 1707 1713 rVB 815400 1216758 14.92%  3.452%
48 13.532 1724 1735 1743 rBV2 141150 357445 4.38% 1.014%
49 14.513 1897 1902 1907 rBV3 50719 88900 1.09% 0.252%
50 14.748 1936 1942 1948 rVB 221802 358576 4.40% 1.017%
51 14.948 1966 1976 1984 rVB3 134539 304125 3.73% ©.863%
52 15.236 2020 2025 2032 rVB 51548 94504 1.16% 0.268%
53 15.647 2084 2095 2104 rVB4 110098 272315 3.34% 0.773%
54 16.235 2187 2195 2204 rBV 661584 1030655 12.64%  2.924%
55 17.498 2405 2410 2416 rBV 240658 367423 4.51% 1.042%
56 18.385 2555 2561 2570 rBV2 167235 261604  3.21% 0.742%
57 19.648 2772 2776 2785 rBV 71105 109976 1.35% ©.312%
58 20.113 2848 2855 2860 rBV 1468713 1879828 23.05% 5.333%
59 21.429 3074 3079 3090 rBv4 71666 168288 2.06% 0.477%
60 21.799 3135 3142 3151 rVB 237992 405601 4.97% 1.151%

61 25.142 3698 3711 3724 rBV2 143457 424140 5.20% 1.203%

Sum of corrected areas: 35250297

8270-BGO33021.M Fri Apr 02 15:53:54 2021 Pag 2



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40121\
Data File : BGO48552.D

Acqg On : 1 Apr 2021 20:29
Operator : CG/JU

Sample : M1835-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG048552.D\data.ms
3000000 5.724

2500000
2000000

1500000

7.745

1000000

500000

0L

Time-->
Abundance TIC: BG048552.D\data.ms
3000000

2500000
2000000
1500000 20.113

1000000 13.367

16.235
500000

14, 17.498 21.799
25 <E32 1451§Fﬁ%fgz3éff47 18.585 19.648 21.429

0\H‘HH‘HH‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘\H\‘HH‘\H\TT/\H‘\H\‘HH‘\H\‘HH‘HH‘\H

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: BG048552.D\data.ms
3000000

2500000

2000000

1500000

1000000

500000
25.142

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\BG@40121\
Data File : BGO48552.D

Acqg On : 1 Apr 2021 20:29
Operator : CG/JU

Sample : M1835-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 1
R.T. EstConc Area Relative to ISTD R.T.
5.723 976.89 ng 8153960 1,4-Dichlorobenzene-d4 8.097

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Xylene 106 C8H10 000106-42-3 97
2 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
3 o-Xylene 106 C8H10 000095-47-6 97
4 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 91
5 Ethylbenzene 106 C8H10 000100-41-4 74
Abundance Scan 406 (5.723 min): BG048552.D\data.ms (-398) (-) m/z 91.10 100.00%
91.1
5000 106.1 A
H‘H‘W‘H“H‘W‘H“
39.0 65.1 | ‘ 5.40 5.60 5.80 6.00
0l 1283 m/z 106.10  48.48%
m/z--> 20 40 60 80 100 120 140
Abundance #5081: p-Xylene
91.0
5000 106.0 SN B S |
5.40 5.60 5.80 6.00
m/z 105.10 22.36%
270 | 210 ‘
O\\\‘\‘\.\\“‘\\‘M‘\“\‘\7\4.\9[\\1\“{‘\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #5100: Benzene, 1,3-dimethyl-
91.0
Crpr e Ay
5.40 5.60 5.80 6.00
5000 106.0 m/z 77.05 14.85%
270 | g 74| \‘
ob—— el
miz--> 20 40 60 80 100 120 140
Abundance #5076: o-Xylene “‘H““‘H““W““
91.0 5.40 5.60 5.80 6.00
m/z 39.05 10.56%
5000 106.0
51.0 ‘
0 2?'0 \ Y 749 l Ll

m/z--> 20 40 60 80 100 120 140 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo40121\
Data File : BG@48552.D

Acqg On : 1 Apr 2021 20:29

Operator : CG/JU

Sample : M1835-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 4 Benzene, 1,3-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
6.094 101.97 ng 851141 1,4-Dichlorobenzene-d4 8.097
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Xylene 106 C8H10 000106-42-3 97
2 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
3 o-Xylene 106 C8H10 000095-47-6 97
4 Ethylbenzene 106 C8H10 000100-41-4 91
5 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H1@ 002175-91-9 87
Abundance Scan 469 (6.094 min): BG048552.D\data.ms (-461) (-) m/z 91.10 100.00%
91.1
5000 106.1 ﬂ
H‘_‘H‘H“_‘H‘H“
391 511 651 77‘0 5.80 6.00 6.20 6.40
L O N A T[Ny T-- R T- R P Y-
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5081: p-Xylene
91.0
5000 106.0 8 N | ——
5.80 6.00 6.20 6.40
770 m/z 105.10 17.13%
27.0 39.0 51.0 65.0
O\\‘\\\\‘\\\‘\‘\\\\“\\\\Hl‘\\\‘\‘\‘\\‘\\\‘H‘\\\\‘1\\\‘\‘{\‘\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5100: Benzene, 1,3-dimethyl-
91.0

5.80 6.00 6.20 6.40
5000 106.0 m/z 77.00 13.61%

39.0 51.0 g59 /70 ‘
ol 389 220 " e bl
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5083: o-Xylene “W““‘H““H““‘
91.0 5.80 6.00 6.20 6.40
m/z 51.10 10.74%
5000 106.0
27039‘0 51‘0 65.0 770
o‘www“wwH}lm_“‘wH‘U“m‘lm‘mww ““
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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@40121\
Data File : BGO48552.D

Acqg On : 1 Apr 2021 20:29
Operator : CG/JU

Sample : M1835-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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, 1-ethyl-2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.175 71.97 ng 600763 1,4-Dichlorobenzene-d4 8.097

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, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 653 (7.175 min): BG048552.D\data.ms (-647) (-) m/z 105.05 100.00%
105.1
5000 /\/\A
R ERmEE
301 || 6.80 7.00 7.20 7.40
ol Apuddd s 8% 47 120.10  29.84%
mlz--> 50 100 150 200 250 300 350
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
6.80 7.00 7.20 7.40
m/z 91.10 14.81%
39.0
O\\‘\‘\‘i“”‘x”\“‘x\LH\”\‘\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #9429: Benzene, 1-ethyl-4-methyl-
105.0
e A RARREEREIEEE
6.80 7.00 7.20 7.40
5000 m/z 77.10 14.32%
510‘
ol bbbl
miz--> 50 100 150 200 250 300 350
Abundance #9426: Benzene, 1-ethyl-3-methyl- R R A
105.0 6.80 7.00 7.20 7.40
m/z 79.10 10.45%
5000
39.0
0 ‘J‘waﬂwprw““‘“““““““““““ e O e
m/z--> 50 100 150 200 250 300 350 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@40121\
Data File : BGO48552.D

Acqg On : 1 Apr 2021 20:29
Operator : CG/JU

Sample : M1835-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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, 1,2,3-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.480 77.43 ng 646317 1,4-Dichlorobenzene-d4 8.097

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
2 Mesitylene 120 C9H12 000108-67-8 91
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 91
Abundance Scan 705 (7.480 min): BG048552.D\data.ms (-695) (-) m/z 105.10 100.00%
105.1
5000
AEEmaREEE
391 0t | 7.20 7.40 7.60 7.80
] R P J“ b llg309 2069 5 126.10  32.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0
5000 LB L L LI B A BN

7.20 7.40 7.60 7.80
m/z 77.10 15.02%

. 77.0
0 \1\5\"0\‘\\\“‘u“i‘\“\‘\\\m‘H‘H‘H‘\ ‘\‘w“\””‘””‘””‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9402: Mesitylene
105.0
7.207.40 7.60 7.80
5000 m/z 91.10 14.61%
39.0 77.0
0 \H‘\‘H\“‘\\“1‘\”“\‘\\‘\““H‘}\‘H‘\\‘\“‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9429: Benzene, 1-ethyl-4-methyl- B R Ra
105.0 7.20 7.40 7.60 7.80
m/z 79.10 13.07%
5000
77.0
700, 1|
0“w‘””H‘ﬂ”ﬂh“ﬂw”‘ww‘mﬁ”“w“w“”\‘”‘\”“ AR AR RS A
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40121\
Data File : BGO48552.D

Acqg On : 1 Apr 2021 20:29
Operator : CG/JU

Sample : M1835-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 Mesitylene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.745 229.17 ng 1912830 1,4-Dichlorobenzene-d4 8.097

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Mesitylene 120 C9H12 000108-67-8 95
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 91
Abundance Scan 750 (7.745 min): BG048552.D\data.ms (-739) (-) m/z 105.10 100.00%
105.1
5000 J\ /\
N A EEsaREEESS R
51.0 \ 7.40 7.60 7.80 8.00
b b 8410 4150 ) 15010 42.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
5000 \‘\\A\\‘\\\\‘\\\\‘\\\\‘\
7.40 7.60 7.80 8.00
m/z 77.10 15.37%
39.0
O\\“\‘\"‘L\‘H\M\\“‘\”‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #9402: Mesitylene
105.0 ]\
e e
7.40 7.60 7.80 8.00
5000 m/z 91.10 13.29%
39.0 ‘
e —
miz--> 50 100 150 200 250 300 350 400 ]\
Abundance #9421: Benzene, 1,2,4-trimethyl- e A REsaREEES S
105.0 7.40 7.60 7.80 8.00
m/z 119.10 11.86%
5000
51.0
S SV SIS K UN—.VA
m/z--> 50 100 150 200 250 300 350 400 7.40 7.60 7.80 8.00

8270-BGO33021.M Fri Apr 02 15:54:02 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40121\
Data File : BGO48552.D

Acqg On : 1 Apr 2021 20:29
Operator : CG/JU

Sample : M1835-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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-ethyl-3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.215 178.24 ng 1487720 1,4-Dichlorobenzene-d4 8.097

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 93
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 830 (8.215 min): BG048552.D\data.ms (-820) (-) m/z 105.10 100.00%
105.1
5000
R RAREE A
3917 'O 7.80 8.00 8.20 8.40 8.60
Obrrerrer ok bl bl 14211980 221 /) 106 19 39.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
5000 I LA R B

7.80 8.00 8.20 8.40 8.60
m/z 77.05 15.04%

39. 77.0
O ?‘\5\.‘0\“\\\"‘\\“‘1‘\“‘1‘\\WM‘\\‘\\“\‘\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9428: Benzene, 1-ethyl-3-methyl-
105.0
e A
7.80 8.00 8.20 8.40 8.60
5000 ITI/Z 90.95 11.32%
77.0
270 %10 || ‘
0 \\\‘H\'\\‘,\\“\w“U\m“‘\H\‘MH‘N‘H\u‘\m‘\m,\m‘\m‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9427: Benzene, 1-ethyl-2-methyl- R R o
105.0 7.80 8.00 8.20 8.40 8.60
m/z 79.10 9.91%
5000
77.0
270 510 | ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.80 8.00 8.20 8.40 8.60

8270-BGO33021.M Fri Apr 02 15:54:04 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40121\
Data File : BGO48552.D

Acqg On : 1 Apr 2021 20:29
Operator : CG/JU

Sample : M1835-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 unknown8.373 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.373 22.01 ng 183691 1,4-Dichlorobenzene-d4 8.097

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclopenten-1-one, 2,3-dimethyl- 110 C7H100 001121-05-7 38
2 Acetic acid, diethyl- 116 C6H1202 000088-09-5 35
3 Cyclopentene, 3-propyl- 110 C8H14 034067-75-9 35
4 1-Propylcyclopentene 110 C8H14 003074-61-1 35
5 Norbornadieone 110 C7H100 010218-02-7 27
Abundance Scan 857 (8.373 min): BG048552.D\data.ms (-842) (-) m/z 88.05 100.00%
88.0
5000 A
800820840860
206.9 365.9 481.. : ’ . :
0 ‘l“““eu‘kwWm‘mH‘m‘,‘m_uu_m,”m m/z 67.10 87.96%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #5862: 2-Cyclopenten-1-one, 2,3-dimethyl-
67.0
5000
8.00 8.20 8.40 8.60
m/z 41.1@ 77.91%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #8104: Acetic acid, diethyl-
43.0
e T T
8.00 8.20 8.40 8.60
5000 m/z 57.10 66.03%
| oo
Ol e e e e
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #5948: Cyclopentene, 3-propyl- R AR SREEY
67.0 8.00 8.20 8.40 8.60
m/z 39.00 65.90%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 8.00 8.20 8.40 8.60

8270-BGO33021.M Fri Apr 02 15:54:05 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo40121\
Data File : BG@48552.D

Acqg On 1 Apr 2021 20:29

Operator : CG/JU

Sample : M1835-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 10 Indane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
8.479 220.04 ng 1836630 1,4-Dichlorobenzene-d4 8.097
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 81
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 74
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 68
4 Benzene, cyclopropyl- 118 C9H1e0 000873-49-4 64
5 Deltacyclene 118 C9H10 007785-10-6 58

Abundance Scan 875 (8.479 min): BG048552.D\data.ms (-867) (-)
117.1

5000
91.1
39.1 63.1 ‘
Ot all M 1489
m/z--> 20 40 60 80 100 120 140
Abundance #8949: Indane
117.0
5000
39‘0 58.0 91‘0 ‘
O\\J-:\g\o‘\‘!\\‘\\\\“‘\‘\\\‘\\‘\\“\\\“‘\\\\‘\\\\
m/z--> 20 40 60 100 120 140
Abundance #8961.Benzene,21ﬂopenyh
117.0
5000 91.0
39.0 65.0
0b— ““““‘H‘H“L““ QPN NS |/
m/z--> 20 40 60 80 100 120 140
Abundance #8973: Benzene, 1-ethenyl-2-methyl-
117.0
5000
91.0
39.0 58.0 ‘
P T 0T Y O | N
m/z--> 20 40 60 80 100 120 140

8270-BGO33021.M Fri Apr 02 15:54:06 2021

m/z 117.10 100.00%

8.20 8.40 8.60 8.80
m/z 118.10 54.847%

8.20 8.40 8.60 8.80

m/z 115.00 32.77%
NI RV
8.20 8.40 8.60 8.80

m/z 91.10  19.95%

8.20 8.40 8.60 8.80
m/z 63.10 10.85%

8.20 8.40 8.60 8.80

Page:
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

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

Peak Number

R.T.
8.738 2
Hit# of 5

1 o-Cymene
2 Benzene,
3 Benzene,
4 Benzene,
5 Benzene,

Abundance Scan 919 (8.738 min): BG048552.D\data.ms (-912) (-)

5000

o

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040121\
BGO48552.D
1 Apr 2021 20:29

: CG/JU
: M1835-02

: 9 Sample Multiplier: 1

d : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k ok 3k 3k 5k 3k >k ok 3k 3k 3k >k 5k ok ok %k >k 3k >k ok 3k 5k 3k >k 5k 3k 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 kok k ok

11 o-Cymene Concentration Rank 13

EstConc Area Relative to ISTD R.T.

9.37 ng 245158 1,4-Dichlorobenzene-d4 8.097
Tentative ID MW MolForm CASH# Qual
134 C1eH14 000527-84-4 93
2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 93
2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 87
1-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 87
1-ethyl-2,3-dimethyl- 134 C1leH14 000933-98-2 87

m/z 119.10 100.00%

il

8.40 8.60 8.80 9.00
m/z 134.05 32.72%

119.1

220.9 482.

el ’ \‘H L

m/z--> 0
Abundance

5000

o

50 100 150 200 250 300 350 400 450
#14811: 0-Cymene
119.0 ﬂ“

8.40 8.60 8.80 9.00
m/z 91.10 24.64%

\
m/z--> 0
Abundance

5000

41.0
\\‘1‘\“1“\“\J“\l\““\u \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
50 100 150 200 250 300 350 400 450
#14876: Benzene, 2-ethyl-1,4-dimethyl-
119.0

8.40 8.60 8.80 9.00
m/z 105.10 18.21%

390 L

0
m/z--> 0
Abundance

5000

50 100 150 200 250 300 350 400 450

#14873: Benzene, 2-ethyl-1,3-dimethyl- ““‘H““““H,j\?‘
119.0 8.40 8.60 8.80 9.00

m/z 77.10 15.16%

e

0
m/z--> 0

8270-BGO33021

39.0
ek L
e e e e e

50 100 150 200 250 300 350 400 450 8.40 8.60 8.80 9.00

.M Fri Apr 02 15:54:07 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40121\
Data File : BGO48552.D

Acqg On : 1 Apr 2021 20:29
Operator : CG/JU

Sample : M1835-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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, 2-ethyl-1,4-dimethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.

9.055 16.64 ng 138899 1,4-Dichlorobenzene-d4 8.097
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
2 o-Cymene 134 C10H14 000527-84-4 94
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 94
4 Benzene, l-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 94
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 91
Abundance Scan 973 (9.055 min): BG048552.D\data.ms (-967) (-) m/z 119.05 100.00%

119.1

5000
910 AAA M/\ f

51 1 ‘ ‘ 8.80 9.00 9.20 9.40

2R 2998 m/z 134,85 31.35%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000

8.80 9.00 9.20 9.40
91.0 m/z 91.05 20.52%
u

65.0
\1\5\.‘0\ ‘\ \3\9“‘.\0\“”\ ’ \ T \‘H‘ T T “H‘\ \H‘ T \‘\ ‘ TT 1T ‘ TT 1T ‘ TTT
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14811: o-Cymene
119.0

8.80 9.00 9.20 9.40

o

5000 ITI/Z 105.00 16.58%
91.0
41.0 65.0 ‘ ‘
obr bt el
miz--> 20 40 60 80 100 120 140 160 180 jL\ /&x/\
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl- PR e
119.0 8.80 9.00 9.20 9.40

m/z 77.10 14.41%

5000
91.0

390 65.0 ‘
oH‘_‘H‘HM‘,M‘H“‘_‘H“1““HHHWHWH_H o L LRRNURER L
m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40

8270-BGO33021.M Fri Apr 02 15:54:08 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo40121\
Data File : BG@48552.D

Acqg On 1 Apr 2021 20:29

Operator : CG/JU

Sample : M1835-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 13 p-Cymene Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.

9.108 22.36 ng 186605 1,4-Dichlorobenzene-d4 8.097
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 94
2 p-Cymene 134 C10H14 000099-87-6 94
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 91
4 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 91
5 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 91

Abundance Scan 982 (9.108 min): BG048552.D\data.ms (-977) (-)
119.1

m/z 119.05 100.00%

71.0 91.0 H‘HH‘HH’H/\\\‘HH‘
39.1 g5 | ‘ 1452 8.80 9.00 9.20 9.40
00— ‘wa, TR S T ‘MH e e m/z 134.05 24.09%
m/z--> 20 40 60 80 100 120 140
Abundance #14812: 0-Cymene
119.0 jU\
5000 /\H‘\,\}\\‘\\H’\H\‘\H\‘
8.80 9.00 9.20 9.40
91.0 m/z 91.05 18.97%
O \]-\5\(‘)\\\\4’*\0\‘\\’6‘\5‘\0\ ’135'0
m/z--> 20 40 60 80 100 120 140
Abundance #14809: p-Cymene
119.0
8.80 9.00 9.20 9.40
5000 m/z 71.85  16.63%
91.0
410 650 || 1350
B T
m/z--> 20 40 60 80 100 120 140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl- T
119.0 8.80 9.00 9.20 9.40
m/z 117.00  11.49%
5000
91.0
39.0 65.0 ‘
e <t VG T B NN B PV e L e
m/z--> 20 40 60 80 100 120 140 8.80 9.00 9.20 9.40

8270-BGO33021.M Fri Apr 02 15:54:08 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40121\
Data File : BGO48552.D

Acqg On : 1 Apr 2021 20:29
Operator : CG/JU

Sample : M1835-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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, 2-ethyl-1,3-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
9.208 94.88 ng 791964 1,4-Dichlorobenzene-d4 8.097
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 93
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 93
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 92
4 Benzene, l-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 92
5 o-Cymene 134 C10H14 000527-84-4 87

Abundance Scan 999 (9.208 min): BG048552.D\data.ms (-987) (-)
119.1

5000
59.1 l
o hldghd s
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14879: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000

Nl

O‘\\\\‘\\I\‘\’\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000

w0l

m/z 119.05 100.00%

M\u\

8.80 9.00 9.20 9.40 9.60
m/z 134.05 26.39%

Ll y

8.80 9.00 9.20 9.40 9.60
m/z 91.10 22.20%

i

8.80 9.00 9.20 9.40 9.60
m/z 117.10  19.03%

/J\

]
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #14881: Benzene, 1-ethyl-2,4-dimethyl- R A RAmRR
119.0 8.80 9.00 9.20 9.40 9.60
m/z 59.10  14.95%
5000
650 ||
bt HR i

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

8270-BGO33021.M Fri Apr 02 15:54:09 2021

8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40121\
Data File : BGO48552.D

Acqg On : 1 Apr 2021 20:29
Operator : CG/JU

Sample : M1835-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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, 1,2,4,5-tetramethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
9.795 26.04 ng 300288 Naphthalene-d8 10.923
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 94
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 94
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94

Abundance Scan 1099 (9.795 min): BG048552.D\data.ms (-1094) (-) m/z 119.05 100.00%
119.1

5000 A /\/\
550 9.50 10.00
39.1  63.0 ‘
Ol b Wl 1656 /7 134,05 38.04%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 \/\
9 50 10 00
91.0 m/z 91.05 18.55%
65.0
O\]_\5\0‘\\\\“‘\\‘\\“1‘\\\“\\‘\\“\‘\\Hl\\\“\‘\\\\‘\\\
miz--> 20 60 80 100 120 140 160
Abundance #14885: Benzene, 1-ethyl-3,5-dimethyl-
119.0
9 50 10 00
5000 m/z 120.05 10.40%
39.0 65.0 91.0
N 1l P ) Y M
miz--> 20 40 60 80 100 120 140 160
Abundance #14886: Benzene, 1-ethyl-2,3-dimethyl- \ DEAY ‘ AQMN\ —
119.0 9.50 10.00
m/z 77.10 9.59%
5000
91.0
il
0 | H Lo ey ‘ ‘ H\‘ In \/\ /A

m/z--> 20 40 60 80 100 120 140 160 950 10 00

8270-BGO33021.M Fri Apr 02 15:54:10 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40121\
Data File : BGO48552.D

Acqg On : 1 Apr 2021 20:29
Operator : CG/JU

Sample : M1835-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 16 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.318 54.80 ng 631918 Naphthalene-d8 10.923
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 86
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 76
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 76
4 Benzene, 1l-ethenyl-3-ethyl- 132 C1OH12 007525-62-4 70
5 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 70
Abundance Scan 1188 (10.318 min): BG048552.D\data.ms (-1173) (- m/z 117.10 100.00%
1171
5000 J\
—r —
301 | ‘ ‘\ 10.00 10.50
|
o bbb 8780 498 /7 119.10  43.67%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 \ Ly .
10.00 10.50
51.0 m/z 132.05 37.81%
O‘\\LL{‘“H"\‘I‘I\J\y”\\JU\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14034: 1-Phenyl-1-butene
117.0 J\
‘ T T T ‘/\\
10.00 10.50
5000 m/z 115.10 36.47%
51.0
SR Y N —
miz--> 0 50 100 150 200 250 300 350 400 450 J\
Abundance #14092: Benzene, 1-methyl-2-(2-propenyl)- R —5
117.0 10.00 10.50

m/z 91.10  24.26%

) w\/\b\ AL/VL
0 | J \\ JU J) “

m/z--> 0 50 100 150 200 250 300 350 400 450 1000 1050
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40121\
Data File : BGO48552.D

Acqg On : 1 Apr 2021 20:29
Operator : CG/JU

Sample : M1835-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 Benzoic acid, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.452 29.69 ng 342414 Naphthalene-d8 10.923
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2-methyl- 136 C8H802 000118-90-1 95
2 2-Phenylacetyl-benzisothiazolino... 301 C15H11NO4S 041643-16-7 64
3 Nitroethene, 2-(2,4-dibenzyloxy)... 361 C22H19NO4 1000223-52-0 59
4 1H-2-Benzothiopyran-4(3H)-one 164 C9H80S 004426-76-0 47
5 Bicyclo[4.1.0]hepta-1,3,5-triene 90 C7H6 004646-69-9 45
Abundance Scan 1381 (11.452 min): BG048552.D\data.ms (-1369) (-  m/z 91.05 100.00%
91.0
(136.0
5000
39.0 Mg —
‘ ‘ ‘ 11.50
ol bbb LA 2071 2686 ;113,65  93.31%
mlz--> 50 100 150 200 250 300 350
Abundance #16291: Benzoic acid, 2-methyl-
118.0
A
5000 1 L
65.0 11.50
m/z 90.00 81.11%
27.
O' ‘\H‘\“\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #145286: 2-Phenylacetyl-benzisothiazolinone-1,1-dioxide
118.0
A ks ﬁMVJK
11.50
5000 m/z 136.00 69.56%
65.0
ol Ll ). | 16502100 25003010
e e e
miz--> 50 100 150 200 250 300 350 \
Abundance #191260: Nitroethene, 2-(2,4-dibenzyloxy)phenyl- LAy —
91.0 11.50
m/z 65.10 42.89%
5000
39.0 224.0
ol 1830 181077 7 3150 SOLU e il Ty
m/z--> 50 100 150 200 250 300 350 11.50

8270-BGO33021.M Fri Apr 02 15:54:12 2021 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40121\
Data File : BGO48552.D

Acqg On : 1 Apr 2021 20:29
Operator : CG/JU

Sample : M1835-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 Benzoic acid, 3-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.752 25.30 ng 291797 Naphthalene-d8 10.923
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 87
2 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 83
3 Benzeneacetic acid 136 C8H802 000103-82-2 53
4 Phthalan 120 C8H80 000496-14-0 43
5 Propanedioic acid, phenyl- 180 C9H804 002613-89-0 43
Abundance Scan 1432 (11.752 min): BG048552.D\data.ms (-1418) (- m/z 91.00 100.00%
91.0
136.0
5000
119.1
— —
39.0 ‘ ‘ ‘ 11.50 12.00
0 W‘_m,uwm‘p!m,uH‘H:u‘lwl“oﬁz?mu“m,mh_w m/z 136.00  53.09%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #16290: Benzoic acid, 3-methyl-
91.0
136.0
5000 e s
119.0 11.50 12.00
65.0 m/z 119.10 34.98%
O \‘\H\‘HH’H‘E]}‘.\?\M‘\‘H’HH‘H\\‘H\H]‘_(\)\H‘HH‘HH’H‘\‘\‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #16288: Benzoic acid, 4-methyl-
91.0
T —
119.0 136.0 11.50 12.00
5000 m/z 63.10 20.49%
65.0
0 ,,105-0,
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #16280: Benzeneacetic acid
91.0 11.50 12.00
m/z 65.10 19.32%
5000
136.0
65.0
51.0
0 L i M‘ 118.0 vurl e

m/z--> 20 30 40 50 60 70 80 90 100110120130140 1150 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40121\
Data File : BGO48552.D

Acqg On : 1 Apr 2021 20:29
Operator : CG/JU

Sample : M1835-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 19 Benzoic acid, 3,4-dimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
13.532 19.94 ng 357445  Acenaphthene-d10 14.742
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 3,4-dimethyl- 150 C9H1002 000619-04-5 94
2 Benzoic acid, 3,5-dimethyl- 150 C9H1e02 000499-06-9 94
3 Benzoic acid, 2,5-dimethyl- 150 C9H1002 000610-72-0 83
4 Benzeneacetic acid, .alpha.-methyl- 150 C9H1002 000492-37-5 80
5 Benzoic acid, 2,3-dimethyl- 150 C9H1002 000603-79-2 72
Abundance Scan 1735 (13.532 min): BG048552.D\data.ms (-1724) (-  m/z 105.10 100.00%

105.1
149.9
5000 771
=T \
51"0 “ m s . 13.50
Ol e bl 48009 18150 149,95 79.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24452: Benzoic acid, 3,4-dimethyl-
105.0
150.0 M
5000 L :

77.0 13.50

510 m/z 91.85 40.71%
NI CRR TO NA T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24445: Benzoic acid, 3,5-dimethyl-
105.0 150.0
13.‘50 |
5000 ITI/Z 77.10 40.69%
77.0
270 51.0 ‘
P P T A - - TR
miz--> 20 40 60 80 100 120 140 160 180
Abundance #24459: Benzoic acid, 2,5-dimethyl- = I
104.0 150.0 13.50
m/z 133.05 32.51%
5000 7.0
51.0
27.0 Jy ‘
O“"““““M‘\‘ “\H‘HM}H"M“\\““’]:3‘?\“()‘”\‘“HH‘H M pody e ‘Mw‘w
m/z--> 20 0 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40121\
Data File : BGO48552.D

Acqg On : 1 Apr 2021 20:29
Operator : CG/JU

Sample : M1835-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 2,5-Dimethylphenylacetic acid Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
14.948 16.96 ng 304125  Acenaphthene-d10 14.742
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Dimethylphenylacetic acid 164 C10H1202 1000342-65-5 80
2 3,5-Dimethylphenylacetic acid 164 C10H1202 042288-46-0 74
3 Ethyl 4-methylbenzoate 164 C10H1202 000094-08-6 52
4 Phenol, 2-methoxy-4-(1l-propenyl)- 164 C10H1202 000097-54-1 50
5 trans-Isoeugenol 164 C10H1202 005932-68-3 38

Abundance Scan 1976 (14.948 min): BG048552.D\data.ms (-1966) (- 119.10 100.00%
119.1 1641
5000
77.1
39.1 H ‘ 15 00
0! ady A 2068 2830 ., 164.10  86.11%
miz--> 50 100 150 200 250
Abundance #33337: 2,5-Dimethylphenylacetic acid
119.0

K

5000 UL
164.0 15.00

91.05 42.65%

39.0 770‘
‘H‘J““u““‘h h‘ \\‘H_M S
miz--> 50 150 200 250
Abundance #33336: 35 Dimethylphenylacetic acid
119.0

o

1500
m/z 105.05 35.36%
5000 164.0
se0 710
m/z--> 50 100 150 200 250
Abundance #33277: Ethyl 4-methylbenzoate wah,
119.0 1500

77.10  26.47%

5000

164.0
65.0

29.0

O e e ‘

m/z--> 50 100 150 200 250 1500
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040121\
Data File : BGO48552.D

Acqg On : 1 Apr 2021 20:29
Operator : CG/JU

Sample : M1835-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG@33021.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 5.723 976.9 ng 8153960 1 8.097 166937 20.0
Benzene, 1,3-di... 6.094 102.0 ng 851141 1 8.097 166937 20.0
Benzene, 1-ethy... 7.175 72.0 ng 600763 1 8.097 166937 20.0
Benzene, 1,2,3-... 7.480 77.4 ng 646317 1 8.097 166937 20.0
Mesitylene 7.745  229.2 ng 1912830 1 8.097 166937 20.0
Benzene, 1l-ethy... 8.215 178.2 ng 1487720 1 8.097 166937 20.0
unknown8.373 8.373 22.0 ng 183691 1 8.097 166937 20.0
Indane 8.479 220.0 ng 1836630 1 8.097 166937 20.0
o-Cymene 8.738 29.4 ng 245158 1  8.097 166937 20.0
Benzene, 2-ethy... 9.055 16.6 ng 138899 1 8.097 166937 20.0
p-Cymene 9.108 22.4 ng 186605 1 8.097 166937 20.0
Benzene, 2-ethy... 9.208 94.9 ng 791964 1 8.097 166937 20.0
Benzene, 1,2,4,... 9.795 26.0 ng 300288 2 10.923 230626 20.0
Benzene, 2-ethe... 10.318 54.8 ng 631918 2 10.923 230626 20.0
Benzoic acid, 2... 11.452 29.7 ng 342414 2 10.923 230626 20.0
Benzoic acid, 3... 11.752 25.3 ng 291797 2 10.923 230626 20.0
Benzoic acid, 3... 13.532 19.9 ng 357445 3 14.742 358576 20.0
2,5-Dimethylphe... 14.948 17.0 ng 304125 3 14.742 358576 20.0
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