LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127126.D

Acqg On : 01 Mar 2022 20:00
Operator : CG\JU

Sample : N1688-06

Misc :

ALS Vvial : 14 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_ F\Methods\8270-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127126.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.599 33 53 63 rvB3 121263 492771  2.10%  0.285%
2 2.822 84 91 99 rvVB3 97680 245107 1.04% 0.142%
3 3.052 99 130 132 rBV6 109199 559625 2.38% 0.323%
4 3,093 133 137 145 rVB 173569 371785 1.58% 0.215%
5 3.699 235 240 247 rVV 295844 519476 2.21% 0.300%
6 3.781 247 254 263 rVB5 133472 316839 1.35% 0.183%
7 4.005 280 292 296 rBV 819267 1170052 4.98% 0.676%
8 4.057 296 301 306 rVB 327206 450492  1.92% 0.260%
9 4.440 360 366 369 rBV2 458366 626135 2.66% 0.362%
106 4.516 374 379 383 rBV 473709 553378 2.36% 0.320%
11  4.663 397 404 409 rBvV2 309801 421828 1.80% 0.244%
12 5.399 522 529 532 rVB 7569727 9167264 39.01% 5.297%
13 5.534 539 552 555 rBV 10105776 23497021 100.00% 13.578%
14 5.757 584 590 593 rBV 6612907 7869154 33.49% 4.547%
15 6.063 638 642 649 rVB 250292 244708 1.04% 0.141%
16 6.422 698 703 706 rBV 6024925 6504034 27.68%  3.758%
17 6.457 706 709 712 rVW 6259650 5260714 22.39%  3.040%
18 6.498 712 716 718 rVV 4908953 4250268 18.09% 2.456%
19 6.522 718 720 725 rVB2 592954 589649 2.51% 0.341%
20 6.587 725 731 734 rBV 6974760 6761886 28.78%  3.907%
21 6.728 749 755 758 rVB 9670306 12588751 53.58% 7.274%
22 6.893 779 783 786 rBvV 680691 604429 2.57% 0.349%
23 6.922 786 788 789 rW 481616 344883 1.47% 0.199%
24 6.957 789 794 797 rVB 7072353 7356444 31.31% 4.251%
25 7.081 810 815 817 rVV 5938392 6256851 26.63% 3.616%
26 7.134 820 824 826 rBV 1329859 1283745 5.46% 0.742%
27 7.163 826 829 832 rVB2 1302579 1218817 5.19% 0.704%
28 7.204 832 836 839 rBV 2390743 2115883 9.00% 1.223%
29 7.281 845 849 855 rVB 1078667 917726 3.91% 0.530%
30 7.351 857 861 863 rBV 1740621 1618210 6.89% ©.935%
31 7.375 863 865 869 rVB 1475650 1308624 5.57% 0.756%
32 7.428 869 874 876 rBV 3581306 3748887 15.95% 2.166%
33 7.463 876 880 883 rVB 4180299 4125611 17.56% 2.384%
34 7.534 888 892 895 rBvV2 222139 242907 1.03% 0.140%
35 7.569 895 898 901 rBV 1068518 967844  4.12%  0©.559%

36 7.657 909 913 915 rBV 2038308 1890591 8.05% 1.092%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127126.D

Acqg On : 01 Mar 2022 20:00
Operator : CG\JU

Sample : N1688-06

Misc :

ALS Vvial : 14 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_ F\Methods\8270-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.687 915 918 921 rVB 2897679 2524340 10.74% 1.459%
38 7.734 921 926 928 rBV 285424 263641 1.12% 0.152%
39 7.775 928 933 938 rVV2 1032806 1432409 6.10% 0.828%
40 7.845 938 945 950 rVB2 2501866 3359680 14.30% 1.941%
41 7.910 950 956 959 rBV 4704583 5252430 22.35% 3.035%
42 7.934 959 960 962 rVvVv 470463 406086 1.73% 0.235%
43 7.957 962 964 971 rVV3 428818 909220 3.87% 0.525%
44 8.016 971 974 977 rVV2 1040097 1238191 5.27% ©0.715%
45 8.122 987 992 994 rVV2 561646 614745 2.62% 0.355%
46 8.163 996 999 1001 rVV 1045135 1454677 6.19% 0.841%
47  8.204 1001 1006 1011 rVV 6500877 9424765 40.11% 5.446%
48 8.251 1011 1014 1017 rVB2 597891 541078 2.30% 0.313%
49 8.363 1029 1033 1036 rVV3 361402 423494 1.80% 0.245%
50 8.440 1036 1046 1053 rVB2 834128 1578833 6.72% 0.912%
51 8.557 1062 1066 1068 rVB 568939 600470 2.56% 0.347%
52 8.592 1068 1072 1077 rBV 1309035 1569617 6.68% 0.907%
53 8.640 1077 1080 1083 rVV 489360 524777 2.23% 0.303%
54 8.675 1083 1086 1088 rVV 532289 494949  2.11% 0.286%
55 8.769 1098 1102 1105 rVB3 654480 800400 3.41% 0.463%
56 8.834 1109 1113 1117 rVB3 377311 439481 1.87% 0.254%
57 8.892 1117 1123 1126 rBV 4056382 3839844 16.34% 2.219%
58 8.992 1135 1140 1143 rBV 3294335 3148228 13.40% 1.819%
59 9.251 1179 1184 1187 rVB 3990949 3435619 14.62% 1.985%
60 9.328 1193 1197 1200 rBV2 209203 296375 1.26% 0.171%
61 9.445 1215 1217 1223 rVB 352081 386647 1.65% 0.223%
62 9.516 1223 1229 1233 rBV2 696509 1038091 4.42% 0.600%
63 9.587 1238 1241 1244 rVV 964621 1080563 4.60% 0.624%
64 9.616 1244 1246 1253 rVB 679369 527336 2.24% 0.305%
65 9.704 1258 1261 1263 rBV 401287 359622 1.53% 0.208%
66 9.934 1295 1300 1303 rBV 1159707 1020034 4.34% 0.589%
67 10.245 1349 1353 1356 rBV3 232735 244335 1.04% 0.141%
68 10.328 1362 1367 1370 rBV3 188676 263966 1.12% 0.153%
69 10.722 1430 1434 1444 rVB 1651495 1510603 6.43% 0.873%
70 11.422 1550 1553 1556 rBV 1012779 859926 3.66% 0.497%
71 11.980 1645 1648 1654 rVB 261264 236236 1.01% 0.137%
72 13.010 1819 1823 1827 rVB 3256941 3047858 12.97% 1.761%
73 13.904 1972 1975 1983 rBV2 243675 396629 1.69% 0.229%
74 14.069 1999 2003 2006 rVB 609937 532527 2.27% 0.308%
75 15.563 2252 2257 2261 rVB 411861 515158 2.19% 0.298%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127126.D

Acqg On : 01 Mar 2022 20:00
Operator : CG\JU

Sample : N1688-06

Misc

ALS Vvial : 14 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_F\Methods\8270-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 173055269
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 01 Mar 2022 20:00
¢ CG\JU
: N1688-06

14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030122\
BF127126.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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TIC: BF127126.D\data.ms
5.534

6.728

5.39
6.587

T

5.757

4.005
44816
2.5992.822 31893 3.6993; 4.057 863 6.063
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127126.D

Acqg On : 01 Mar 2022 20:00
Operator : CG\JU

Sample : N1688-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Benzene, 1-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.422 215.21 ng 6504030 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 703 (6.422 min): BF127126.D\data.ms (-698) (-) m/z 105.05 100.00%
106.1
5000
120.1
e e
91 631 77‘-0 91‘-0 6.00 6.20 6.40 6.60 6.80
Ol rerrererrpr et eyt b e m/z 126,10 31.53%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 L L B R R
1200 6.00 6.20 6.40 6.60 6.80
m/z 91.05 13.92%
77.0 91.0
0 \\‘]\_E\;\.\O‘\H‘\‘\??"\()\H“H\\6‘:\)"\-‘(\)\‘H\w“H\“M\\|\M\‘H‘\‘\“‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
e e
6.00 6.20 6.40 6.60 6.80
5000 m/z 77.05 13.63%
120.0
77.0 91.0
0L, 280 00 80 el
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene R o
105.0 6.00 6.20 6.40 6.60 6.80
m/z 79.05 11.62%
5000 120.0
77.0
51.0 91.0
Obrprrrer 20 b et oo el
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127126.D

Acqg On : 01 Mar 2022 20:00
Operator : CG\JU

Sample : N1688-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Benzene, 1l-ethyl-4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.457 174.07 ng 5260710 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 709 (6.457 min): BF127126.D\data.ms (-706) (-) m/z 105.10 100.00%
105.1
5000
120.1
AR o
350 511 640 77‘1 91‘-1 6.20 6.40 6.60 6.80
Ol 280 T O8O0 W m/z 120010 30.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 L L I L L BN B
120.0 6.20 6.40 6.60 6.80
m/z 77.10 12.81%
39.0 77.0 91.0
260 | . %80 o |
OH‘\H\‘HH‘\H\‘\H\i\\\\‘\‘\‘\\‘\\\\‘HH‘HH‘\‘\H‘H‘H“‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
6.20 6.40 6.60 6.80
5000 m/z 91.10 12.71%
120.0
79.0
3?0 65.0 ‘ 920 ||
Ol rprrrrprrtr et e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10718: Benzene, 1,2,4-trimethyl- R o e R
105.0 6.20 6.40 6.60 6.80
m/z 79.10 10.83%
120.0
5000
77.0 91.0
ol 150 380510 640 T
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127126.D

Acqg On : 01 Mar 2022 20:00
Operator : CG\JU

Sample : N1688-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Benzene, 1,2,3-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.587 223.75 ng 6761890 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 731 (6.587 min): BF127126.D\data.ms (-725) (-) m/z 105.05 100.00%
105.1
5000
120.1
s R RmaE I
51.0 77‘-0 91‘-1 6.20 6.40 6.60 6.80 7.00
Obrprrrrrrerrr ST it b M nz 120.05  32.25%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 L B R
120.0 6.20 6.40 6.60 6.80 7.00
m/z 77.05 13.69%
77.0 91.0
0 \\%\5\.9\\\‘\‘\??"\0\\\“H\\6‘:\}"\-‘9\‘H\m‘\H\“1H\‘\H\‘H‘\‘\“‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
6.20 6.40 6.60 6.80 7.00
5000 m/z 91.10 13.69%
79.0 120.0
39.0 65.0 ‘ L
Ol et e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0 6.20 6.40 6.60 6.80 7.00
m/z 79.05 12.86%
5000 120.0
39.0
77.0
63.0 ‘ 91.0
0H‘HHE?P‘HNHHWMmNﬁwwdhummuwﬂﬂwumh‘uwu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127126.D

Acqg On : 01 Mar 2022 20:00
Operator : CG\JU

Sample : N1688-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Mesitylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.728 416.55 ng 12588800 1,4-Dichlorobenzene-d4 6.893

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 97
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-4-methyl- 120 CSH12 000622-96-8 91

Abundance Scan 755 (6.728 min): BF127126.D\data.ms (-749) (-) m/z 105.10 100.00%

105.1
5000
. LI AAD
51.1 ‘- 6.40 6.60 6.80 7.00
) S Py FOTIN NR mi‘J‘ 42 2870 m/z 120.10  46.46%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0

|

5000 .
6.40 6.60 6.80 7.00

m/z 77.10 14.05%

39.0 77.0
O \:L\S\.O‘\‘\ T \“‘\ \‘M‘S\g’.g\ T \M‘ T \‘\ T ‘H‘\ \‘\“‘\ L ‘ LI ‘ T T
m/z--> 20 40 60 80 100 120 140 160
Abundance #10692: Mesitylene
105.0
6.40 6.60 6.80 7.00
5000 m/z 119.10 12.78%
77.0
51.0
b 2O Tl
m/z--> 20 40 60 80 100 120 140 160
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0 6.40 6.60 6.80 7.00
m/z 91.10 11.91%
5000
270 510 (10 ‘
) S VIR VRN RN A Y N
m/z--> 20 40 60 80 100 120 140 160 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127126.D

Acqg On : 01 Mar 2022 20:00
Operator : CG\JU

Sample : N1688-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Benzene, 1l-ethyl-3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.957 243.42 ng 7356440  1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 94
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91
Abundance Scan 794 (6.957 min): BF127126.D\data.ms (-789) (-) m/z 105.10 100.00%
105.
5000 120.1
77.1
91 e30 | 91‘.1 | 6.60 6.80 7.00 7.20
Orrprrrrprrrr e el e m/z 120010 40.30%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
5000 120.0
6.60 6.80 7.00 7.20
270 m/z 77.10 13.27%
51.0 7 91.0
O H‘HH‘%\7\.‘()\\\\“HHi‘}‘\\\”‘\‘\‘H‘H\‘U‘HH“H\\‘\‘}1\‘\\‘\‘\“‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
6.60 6.80 7.00 7.20
5000 m/z 91.10 10.71%
120.0
77.0 91.0
0y 280 200 B0 i
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 6.60 6.80 7.00 7.20
m/z 79.05 10.06%
120.0
5000
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 6.80 7.00 7.20

8270-BF021622.M Wed Mar 02 13:18:19 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127126.D

Acqg On : 01 Mar 2022 20:00
Operator : CG\JU

Sample : N1688-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Indane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.081 207.03 ng 6256850 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 87
2 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 72
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 60
4 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 53
5 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 50
Abundance Scan 815 (7.081 min): BF127126.D\data.ms (-810) (-) m/z 117.10 100.00%
1171
5000
911 \J\\\‘\\\\‘\\\\‘\\\\‘\\\\
39.0 63.0 ., 4 6.80 7.00 7.20 7.40
Ol bt el m/z 118,10 56.44%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10181: Indane
11y7.0
5000 \\\‘\\\\‘\\\\‘\\\\‘/\\/\\\\

6.80 7.00 7.20 7.40
m/z 115.10 34.55%

91.0
OH‘\HI\‘H\‘\‘\??‘.\0\H"‘\\\ﬁﬁ\.‘?’zz\.?\\H’HH“\H\‘\\H“HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0
6.80 7.00 7.20 7.40
5000 m/z 91.10 17.89%
91.0
e 9 1o
O rrprrrr et ettt
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10190: Benzene, 2-propenyl-
117.0 6.80 7.00 7.20 7.40
m/z 63.05 8.78%
5000
58.0 91.0
39.0 )
0H‘\H\‘H\‘\‘\H\“HH"‘M\‘\“‘\‘\‘H’\HH\‘HH‘“\H‘\‘\H‘\\!\“HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.80 7.00 7.20 7.40

8270-BF021622.M Wed Mar 02 13:18:22 2022 Page: 10



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030122\

BF127126.D

: 01 Mar 2022 20:00
: CG\JU
: N1688-06

: 14  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Concentration Rank 13

Peak Number

10 Benzene, 1,3-diethyl-

R.T. EstConc Area Relative to ISTD R.T.
7.134  42.48 ng 1283750 1,4-Dichlorobenzene-d4 6.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 97
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 97
3 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 95
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 87
5 o-Cymene 134 C1oH14 000527-84-4 81

Abundance Scan 824 (7.134 min): BF127126.D\data.ms (-820) (-)
105.

5000 134.1
77.0
51.0 ‘
) S Y| PN w“ﬂw‘,Mt“WJ“‘h“‘
m/z--> 20 40 60 80 100 120 140
Abundance #17034: Benzene, 1,3-diethyl-
119.0
5000 134.0
91.0
390 650 | ‘
Ot \\‘\‘\‘\ \“‘\ \““\”“i‘\ T \H‘ Tt "‘H\ \‘M T \‘\ T
m/z--> 20 40 60 80 100 120 140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000 134.0
91.0
41.0 65.0
v | N
m/z--> 20 80 100 120 140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000 134.0
91.0
39.0 65.0
L i Y T O
m/z--> 20 40 60 80 100 120 140

8270-BF021622.M Wed Mar 02 13:18:25 2022

m/z 105.05 100.00%

TN

6.80 7.00 7.20 7.40
m/z 119.10 94.79%

6.80 7.00 7.20 7.40
m/z 134.05 42.71%

3

6.80 7.00 7.20 7.40
m/z 91.10 30.35%

=

6.80 7.00 7.20 7.40
m/z 77.05 19.14%

3

6.80 7.00 7.20 7.40

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127126.D

Acqg On : 01 Mar 2022 20:00
Operator : CG\JU

Sample : N1688-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Benzene, 1-methyl-4-propyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.163 40.33 ng 1218820 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 91
2 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 91
3 Benzene, 1-methyl-2-propyl- 134 C1eH14 001074-17-5 91
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 86
5 2-Indanol 134 C9H100 004254-29-9 80
Abundance Scan 829 (7.163 min): BF127126.D\data.ms (-826) (-) m/z 105.10 100.00%
105.1
5000
134.1 | TN S
77.0 6.80 7.00 7.20 7.40
30100 | | ;
O e e e m/z 134.05 22.15%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000
6.80 7.00 7.20 7.40
134.0 m/z 106.10  14.79%
77.0
O\\‘H\\‘%Z\'R\\\“H?]‘T\.\()H‘\‘\‘\\‘\Hm‘\H\“i\\\‘\M!\‘H‘\‘\‘HH‘H‘H‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0
6.80 7.00 7.20 7.40
5000 ITI/Z 77 .05 11.67%
134.0
39.0 77.0
Olrrrereprbe ki Be2r e prrMrerelberr bbb
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0 6.80 7.00 7.20 7.40
m/z 91.10 10.10%
5000
134.0
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40

8270-BF021622.M Wed Mar 02 13:18:26 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127126.D

Acqg On : 01 Mar 2022 20:00
Operator : CG\JU

Sample : N1688-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Benzene, 1,4-diethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.204 70.01 ng 2115880 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 96
2 Benzene, 1,4-diethyl- 134 C1leH14 000105-05-5 95
3 p-Cymene 134 CleH14 000099-87-6 93
4 o-Cymene 134 C1eH14 000527-84-4 93
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 91
Abundance Scan 836 (7.204 min): BF127126.D\data.ms (-832) (-) m/z 119.10 100.00%
119.1
105.1
5000 134.1
91.0
51.0 77"0 ‘ 6.80 7.00 7.20 7.40 7.60
b 309 ol ML L myz 165,05 64.74%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17034: Benzene, 1,3-diethyl-
105.0119.0
5000 1340 ‘\\\\‘\\\/\[\\j’k\j\\u‘uu‘u
6.80 7.00 7.20 7.40 7.60
770 910 m/z 134.05 40.80%
39.0
63.0 ‘ ‘
0 \‘H\‘\“HH“‘\H\i‘“u‘i‘\‘i‘\\‘H\H‘HH“MHHH!\‘Hwiluu‘u‘u‘uu
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
119.
105.0 -0
6.80 7.00 7.20 7.40 7.60
5000 134.0 m/z 91.05 26.94%
91.0
77.0
270 410 630 | il
O ey e e el e et
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #16995: p-Cymene
119.0 6.80 7.00 7.20 7.40 7.60
m/z 77.05 15.78%
5000
91.0 134.0
ol 2040 | 630 710 | 1050 |
\‘HH‘HH‘HH‘\\H‘\H\‘H\V‘HH‘1‘\H‘\“H‘HN‘HH‘H‘H‘HH
m/z--> 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40 7.60

8270-BF021622.M Wed Mar 02 13:18:27 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030122\
Data File : BF127126.D

Acqg On : 01 Mar 2022 20:00

Operator : CG\JU

Sample : N1688-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Benzene, 1-methyl-2-propyl- Concentration Rank 17

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

7.281 30.37 ng 917726  1,4-Dichlorobenzene-d4 6.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 95
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 94
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
4 Benzene, 1l-methyl-3-propyl- 134 C10H14 001074-43-7 91

5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 90

Abundance Scan 849 (7.281 min): BF127126.D\data.ms (-845) (-) m/z 105.05 100.00%
106.1

5000
134.1 “w“M%AH‘H‘W‘H‘
510 77.0 7.00 7.20 7.40 7.60
] P M M S | AR A m/z 134.05  22.16%
m/z--> 20 40 60 80 100 120 140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000
7.00 7.20 7.40 7.60
134.0 m/z 77.05 11.90%
77.0
O L ‘2\7\'()\ \“ \5\17\.()\"\‘\ T “\“ T \‘i T ‘M‘\ \‘\" T \‘\ ‘\
m/z--> 20 40 60 80 100 120 140
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
7.00 7.20 7.40 7.60
5000 ITI/Z 79.10 9.73%
134.0
77.0
ol1s0 . 390 ez (U7 o ol
m/z--> 20 40 60 80 100 120 140
Abundance #17039: Benzene, (1-methylpropyl)-
105.0 7.00 7.20 7.40 7.60
m/z 106.10 9.15%
5000
270 134.0
T e B A B A R A R
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60

8270-BF021622.M Wed Mar 02 13:18:28 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127126.D

Acqg On : 01 Mar 2022 20:00
Operator : CG\JU

Sample : N1688-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
7.351  53.55 ng 1618210 1,4-Dichlorobenzene-d4 6.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95
4 o-Cymene 134 CleH14 000527-84-4 95
5 p-Cymene 134 C1oH14 000099-87-6 95
Abundance Scan 861 (7.351 min): BF127126.D\data.ms (-857) (-) m/z 119.05 100.00%
119.1
5000
134.1
91.1
391 650 | 7.00 7.20 7.40 7.60
Obrrrerrprreti et el b Ml m/z 134005 30.70%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
7.00 7.20 7.40 7.60
91.0 134.0 m/z 91.10  20.99%
39.0 65.0 ‘
O\\‘:LHSW'\O‘H\‘\‘\\\\“‘\\HN!H\\\’m‘\\’Hi“‘\\\\“}‘\\\‘M‘}\‘Hw\l\\\\‘\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
7.00 7.20 7.40 7.60
5000 m/z 105.10 15.06%
91.0 134.0
39.0 65.0 ‘
0‘“1”5(‘0‘”uw‘H“u"‘i‘m‘,“1“‘,"‘1“"‘u‘1H“1‘1‘1‘Wmuu_m_u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\A
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- “H“%Aw‘_“‘_“‘p
119.0 7.00 7.20 7.40 7.60
m/z 77.05 10.59%
5000
134.0
91.0
41.0 65.0
0‘“lusﬁo‘um“‘H“M""MHw,m“‘,"M"‘“m“M“H‘Huuwu‘m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.00 7.20 7.40 7.60

8270-BF021622.M Wed Mar 02 13:18:30 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127126.D

Acqg On : 01 Mar 2022 20:00
Operator : CG\JU

Sample : N1688-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 p-Cymene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.375 43.30 ng 1308620 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 97
2 o-Cymene 134 C10H14 000527-84-4 97
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 C10H14 003479-89-8 94
Abundance Scan 865 (7.375 min): BF127126.D\data.ms (-863) (-) m/z 119.10 100.00%
119.1
5000
91.1 134.1
391 650 7.00 7.20 7.40 7.60
O et L myz 134005 25.23%
miz-> 20 40 60 80 100 120 140
Abundance #16995: p-Cymene
119.0
5000
7.00 7.20 7.40 7.60
91.0 134.0 m/z 91.10 18.85%
41.0 65.0
0\\\\‘2\6‘.\0\ “\“ ey “\‘\ T \‘”‘ T ’W\ \‘\w T T
miz-> 20 40 60 80 100 120 140
Abundance #16996: o-Cymene
119.0
7.00 7.20 7.40 7.60
5000 m/z 120.10 9.96%
134.0
39.0 91.0
15.0 ' 65.0 ‘
) S S Y A O PR N
miz--> 20 40 60 80 100 120 140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 7.00 7.20 7.40 7.60
m/z 77.10 9.74%
5000
134.0
91.0
41.0 65.0
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60

8270-BF021622.M Wed Mar 02 13:18:37 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127126.D

Acqg On : 01 Mar 2022 20:00
Operator : CG\JU

Sample : N1688-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
7.657  25.99 ng 1890590 Naphthalene-d8 8.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 94
Abundance Scan 913 (7.657 min): BF127126.D\data.ms (-909) (-) m/z 119.10 100.00%
119.1
5000 134.1 h
91.1
390  65.0 7.40 7.60 7.80 8.00
b i pidi by e Ml myz 134005 41.11%
miz-> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0
7.40 7.60 7.80 8.00
91.0 m/z 91.10 18.10%
39.0 65.0
0 \1\5\.0‘\‘\ T \“‘\ \“i‘\ “1“\ T \“" T \‘i T ’W\ \M T \“\ T
miz-> 20 40 60 80 100 120 140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
134.0 7.40 7.60 7.80 8.00
5000 ’ m/z 120.05 10.02%
91.0
) T E s i PR AR ‘Wl“ﬂﬁ“
miz--> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0 7.40 7.60 7.80 8.00
m/z 133.05 8.62%
5000 134.0
91.0
150 B0 880 L]
Ot e e
m/z--> 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00

8270-BF021622.M Wed Mar 02 13:18:42 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127126.D

Acqg On : 01 Mar 2022 20:00
Operator : CG\JU

Sample : N1688-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
7.687 34.71 ng 2524340  Naphthalene-d8 8.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 94
Abundance Scan 918 (7.687 min): BF127126.D\data.ms (-915) (-) m/z 119.10 100.00%
119.1
5000 134.1
91.1
391 65.0 7.40 7.60 7.80 8.00
Ol e b WD m/z 134,05 39.48%
miz-> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0 Au‘uu‘uu‘uu‘uu
7.40 7.60 7.80 8.00
91.0 m/z 91.10 18.30%
39.0 65.0
0 \1\5\-0’ e \“‘\ \“‘\‘\ “1“\ T \““ T \‘i T “%‘\ \m" T \“\ T
miz-> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
7.40 7.60 7.80 8.00
5000 134.0 m/z 120.10  9.57%
91.0
‘¥5f9 o ‘?%&? rebir ?3.9‘ b, ‘L " ‘W‘l“ b
miz--> 20 40 60 80 100 120 140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0 7.40 7.60 7.80 8.00
m/z 117.10 8.66%
134.0
5000
91.0
41.0 63.0
Ot "J“w“HV"$\“““ﬂ“WJ“‘M‘
m/z--> 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030122\
Data File : BF127126.D

Acqg On : 01 Mar 2022 20:00

Operator : CG\JU

Sample : N1688-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
7.910 72.21 ng 5252430  Naphthalene-d8 8.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 87
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000767-99-7 83
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 81

Abundance Scan 956 (7.910 min): BF127126.D\data.ms (-950) (-) m/z 117.10 100.00%
117.1

5000
91.1
511 _, 134.1 7.60 7.80 8.00 8.20
ol TR L 802 m/z 119.10  35.94%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000
91.0 7.60 7.80 8.00 8.20
51.0 m/z 132.05 34.22%
27.0 '
Ot T \‘\ T \“i‘\ \“U \““!‘\7\4“}9‘ T \H T “H‘\ T \;'\4\}4\..(‘)\ L
miz--> 20 40 60 80 100 120 140 160
Abundance #16107: 1-Phenyl-1-butene
117.0
o AREEEREE IR AR
7.60 7.80 8.00 8.20
5000 m/z 115.10 31.54%
91.0
27.0 ‘ 5ﬁ0 740
o] SR S PR BN T A
m/z--> 20 40 60 80 100 120 140 160
Abundance #16120: Benzene, 2-butenyl-
117.0 7.60 7.80 8.00 8.20
m/z 91.10 21.52%
5000
91.0
39.0 65.0
MO VORN P PO W N NI N -
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127126.D

Acqg On : 01 Mar 2022 20:00
Operator : CG\JU

Sample : N1688-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 Phenol, 2,3,6-trimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.440 21.71 ng 1578830  Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 53
2 Phenol, 2-ethyl-6-methyl- 136 C9H120 001687-64-5 50
3 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 46
4 Phenol, 2-ethyl-4-methyl- 136 C9H120 003855-26-3 46
5 2,4,6-Octatriene, 2,6-dimethyl-,... 136 C10H16 003016-19-1 46

Abundance Scan 1046 (8.440 min): BF127126.D\data.ms (-1036) (-} m/z 121.10 100.00%
121.1

=

5000
91.0
51.0 L} ‘ | 146.1 8.20 8.40 8.60 8.80
Ol b ARl N 1682 117,05 37.10%
miz--> 20 40 60 80 100 120 140 160
Abundance #18850: Phenol, 2,3,6-trimethyl-
121.0
5000
91.0 8.20 8.40 8.60 8.80
m/z 136.05 36.30%
39.0 65.0
150 b b el
O\\\‘\\\\‘H\\H‘\“\M\\\‘\\}\’\H\\‘1‘\\\1‘\\\\‘\\\
miz--> 20 100 120 140 160

Abundance #18875. Phenol, 2-ethyl-6-methyl- M
121.0

8.20 8.40 8.60 8.80

5000 m/z 91.85 35.13%
77.0
39.0 ‘
RSB FOFTHE 1 v A0 NN
miz--> 20 40 60 80 100 120 140 160
Abundance #18891: Phenol, 3-(1-methylethyl)- A RS
121.0 8.20 8.40 8.60 8.80
m/z 133.00  34.36%
5000
77.0  103.0
oltso %0 o0 | ol oL
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030122\
Data File : BF127126.D

Acqg On : 01 Mar 2022 20:00

Operator : CG\JU

Sample : N1688-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 20 3,4-Dimethylbenzyl alcohol Concentration Rank 20

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

8.592  21.58 ng 1569620 Naphthalene-d8 8.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dimethylbenzyl alcohol 136 CS9H120 006966-10-5 95
2 2,3-Dimethylanisole 136 CS9H120 002944-49-2 86
3 1,3-Cyclohexadiene, 1-methyl-4-(... 136 CleH16 000099-86-5 76
4 Benzenemethanol, 3,5-dimethyl- 136 C9H120 027129-87-9 74
5 Cyclohexene, 5-methyl-3-(1-methy... 136 C1@H16 056816-08-1 72

Abundance Scan 1072 (8.592 min): BF127126.D\data.ms (-1068) (-)

m/z 91.10 100.00%

91.1
136.1
5000
391 65.0 119.1 B S R
‘ ‘ ‘ ‘ ‘ 8.20 8.40 8.60 8.80 9.00
R ‘M A, p‘m el Ml 1811 s 93,10 80.04%
miz--> 20 80 100 120 140 160
Abundance #18893. 3,4-Dimethylbenzyl alcohol
136.0
93.0
5000 BB
8.20 8.40 8.60 8.80 9.00
m/z 136.05 77.79%
200 650 ‘ ‘ 119.0
O\\\(‘)\‘\\\‘\\“\‘1“\“\\\“\\ \"‘1‘}\‘\H‘i‘\\\““‘\\\\‘\\
m/z--> 20 100 120 140 160
Abundance #18831. 2,3—D|methylanisole
136.0
91.0 A /S M
8.20 8.40 8.60 8.80 9.00
5000 m/z 121.10 77 .32%
39.0 65.0
ol 1801 kbl s
miz--> 20 40 60 80 100 120 140 160
Abundance #18221: 1,3-Cyclohexadiene, 1-methyl-4-(1-methylethyl)-
93.0 121.0 8.20 8.40 8.60 8.80 9.00
m/z 77.10 47.92%
5000
41.0
“ 650 ‘
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80 9.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127126.D

Acqg On : 01 Mar 2022 20:00
Operator : CG\JU

Sample : N1688-06

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, 1-ethy... 6.422 215.2 ng 6504030 1 6.893 604429 20.0
Benzene, 1l-ethy... 6.457 174.1 ng 5260710 1 6.893 604429 20.0
Benzene, 1,2,3-... 6.587 223.8 ng 6761890 1 6.893 604429 20.0
Mesitylene 6.728 416.6 ng 12588800 1 6.893 604429 20.0
Benzene, 1-ethy... 6.957 243.4 ng 7356440 1 6.893 604429 20.0
Indane 7.081 207.0 ng 6256850 1 6.893 604429 20.0
Benzene, 1,3-di... 7.134 42.5 ng 1283750 1 6.893 604429 20.0
Benzene, 1-meth... 7.163 40.3 ng 1218820 1 6.893 604429 20.0
Benzene, 1,4-di... 7.204 70.0 ng 2115880 1 6.893 604429 20.0
Benzene, 1-meth... 7.281 30.4 ng 917726 1 6.893 604429 20.0
Benzene, 2-ethy... 7.351 53.5 ng 1618210 1 6.893 604429 20.0
p-Cymene 7.375 43.3 ng 1308620 1 6.893 604429 20.0
Benzene, 1,2,4,. 7.657 26.0 ng 1890590 2  8.181 1454680 20.0
Benzene, 1,2,3,... 7.687 34.7 ng 2524340 2 8.181 1454680 20.0
Benzene, 2-ethe... 7.910 72.2 ng 5252430 2  8.181 1454680 20.0
Phenol, 2,3,6-t... 8.440 21.7 ng 1578830 2  8.181 1454680 20.0
3,4-Dimethylben... 8.592 21.6 ng 1569620 2  8.181 1454680 20.0
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