LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33321.D

Acqg On : 06 Dec 2021 20:25
Operator : CG/JU

Sample : M4918-02

Misc :

ALS Vvial : 18 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 M\Methods\8270-BM112421.M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@33321.D\data.ms

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

# min  scan scan scan TY height area % max. total

1 3.649 47 53 62 rVB 453246 717862  2.38% 0.301%
2 3.896 89 95 100 rVB3 230452 384135 1.27% 0.161%
3 4.119 126 133 137 rBV 2177568 2984688 9.90% 1.253%
4 4,354 168 173 179 rBV 333926 471210 1.56% ©.198%
5 4.419 179 184 186 rVV 306046 416364 1.38% 0.175%
6 4.448 186 189 197 rVB 381529 509315 1.69% 0.214%
7 5.437 350 357 363 rBV 12330614 18737091 62.16% 7.863%
8 5.513 363 370 374 rVV 1231821 2042910 6.78% 0.857%
9 5.595 374 384 390 rVB 13114854 30144918 100.00% 12.651%
10 5.937 431 442 453 rBV 12241287 19384896 64.31% 8.135%
11 6.201 478 487 498 rVB3 182394 336143 1.12% 0.141%
12 6.413 513 523 534 rBV 890870 1455911 4.83% 0.611%
13 6.901 599 606 612 rBV 1358762 2100506 6.97%  0.882%
14 7.007 616 624 629 rVV 3877082 6098124 20.23% 2.559%
15 7.066 629 634 638 rVV 3192626 4921090 16.32% 2.065%
16 7.101 638 640 643 rVW 730983 1059503 3.51% 0.445%
17 7.142 643 647 653 rVW 2804168 4277978 14.19% 1.795%
18 7.307 667 675 681 rBV 3342829 5426133 18.00% 2.277%
19 7.366 681 685 701 rVB3 199725 454689 1.51% 0.191%
20 7.572 707 720 728 rBV 12114386 19392001 64.33% 8.138%
21 7.925 770 780 784 rBV 495736 896467 2.97% 0.376%
22 8.036 791 799 805 rBV 4387539 7444327 24.70% 3.124%
23 8.160 805 820 824 rVV2 465133 2105639 6.99% 0.884%
24 8.295 824 843 852 rVV 5229328 10519880 34.90% 4.415%
25 8.407 852 862 866 rVW 509348 908984 3.02% 0.381%
26 8.460 866 871 880 rVB2 843909 1370904 4.55% 0.575%
27 8.554 880 887 893 rBV2 1154268 1957358 6.49% 0.821%
28 8.719 909 915 926 rVB 401916 675290 2.24%  0.283%
29 8.866 934 940 945 rBV 699727 1128060 3.74% 0.473%
30 8.925 945 950 953 rVW 676159 1333918 4.43% 0.560%
31 9.025 956 967 972 rVVv4 2389778 6831008 22.66% 2.867%
32 9.089 972 978 985 rVV3 3521790 9508105 31.54% 3.990%
33 9.160 988 990 994 rVB 1551544 1694138 5.62% 0.711%
34 9.348 1016 1022 1028 rVV 432771 816366 2.71% 0.343%
35 9.542 1049 1055 1060 rBV 851803 1315545 4.36% ©0.552%

36 9.601 1060 1065 1070 rVB 961357 1452769 4.82% 0.610%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33321.D

Acqg On : 06 Dec 2021 20:25
Operator : CG/JU

Sample : M4918-02

Misc :

ALS Vvial : 18 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 M\Methods\8270-BM112421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 9.695 1077 1081 1084 rBV 237084 394532 1.31% 0.166%
38 9.907 1111 1117 1122 rBV4 211551 475850 1.58% 0.200%
39 9.966 1122 1127 1140 rVB 987719 1773196 5.88% 0.744%

40 10.113 1140 1152 1161 rBV2 2247547 4473418 14.84% 1.877%

41 10.254 1166 1176 1180 rVVl1e 198943 703183  2.33% ©0.295%

42 10.354 1187 1193 1199 rVwW2 565457 992997 3.29% 0.417%
43 10.719 1243 1255 1258 rBV2 555457 1360107 4.51% ©.571%
44 10.772 1258 1264 1270 rVV 5236972 8976932 29.78% 3.767%
45 10.889 1277 1284 1288 rVB2 168494 305353 1.01% ©.128%
46 11.307 1349 1355 1358 rBV3 143252 302499 1.00% 0.127%
47 11.624 1404 1409 1418 rVB 225638 441453 1.46% ©.185%
48 11.819 1437 1442 1451 rVB3 212152 452841 1.50% ©.190%
49 11.901 1451 1456 1465 rVB 233891 426486 1.41% 0.179%
50 12.107 1485 1491 1498 rVB3 385207 719111 2.39% 0.302%
51 12.260 1513 1517 1524 rVB3 212726 375493 1.25% ©.158%
52 12.377 1525 1537 1543 rBV 2814049 4821761 16.00% 2.024%
53 12.442 1543 1548 1553 rVB2 199404 317141 1.e5% 0.133%
54 12.595 1564 1574 1580 rBV2 2969475 5219047 17.31% 2.190%
55 12.666 1584 1586 1590 rvv2 311009 486645 1.61% ©.204%
56 12.724 1590 1596 1607 rVB5 256269 673797 2.24% 0.283%
57 13.013 1641 1645 1654 rVB 219909 336563 1.12% 0.141%
58 13.171 1662 1672 1679 rBV 3925578 5970273 19.81%  2.506%
59 13.377 1701 1707 1712 rVB2 212955 474059 1.57% 0.199%
60 13.571 1735 1740 1750 rVB2 297461 697391 2.31% 0.293%
61 13.724 1754 1766 1772 rBv4 601389 1868958 6.20% 0.784%
62 13.866 1784 1790 1795 rBV 782583 1474565 4.89% 0.619%
63 13.918 1795 1799 1811 rVB 606198 1089821 3.62% 0.457%
64 14.101 1826 1830 1834 rBV 282484 404036 1.34% ©.170%
65 14.177 1840 1843 1850 rVB3 195336 305496 1.01% ©.128%
66 14.365 1871 1875 1884 rVB 252979 385348 1.28% 0.162%
67 14.548 1896 1906 1912 rBV2 969649 1766139 5.86% ©.741%
68 14.736 1935 1938 1949 rVB4 125628 306684 1.02% ©.129%
69 14.942 1968 1973 1980 rVB 190347 333065 1.10% ©.140%
70 16.036 2152 2159 2179 rVB 2912281 4423562 14.67% 1.856%
71 17.283 2366 2371 2376 rBV 1109321 1640612 5.44%  ©.689%
72 19.895 2809 2815 2823 rBV 6298715 8022385 26.61% 3.367%
73 21.447 3074 3079 3086 rBV 1448169 1885631 6.26% ©.791%
74 23.777 3469 3475 3482 rVB2 940624 1935909 6.42% 0.812%

Sum of corrected areas: 238286564
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33321.D

Acqg On : 06 Dec 2021 20:25
Operator : CG/JU

Sample : M4918-02

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM033321.D\data.ms

5.48%$955 937 7.572
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Time--> 350 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9,50 10.00 10.50 11.00 11.50
Abundance TIC: BM033321.D\data.ms
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Abundance TIC: BM033321.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33321.D

Acqg On : 06 Dec 2021 20:25
Operator : CG/JU

Sample : M4918-02

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 3 Benzene, 1,3-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.595 672.53 ng 30144900 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
2 p-Xylene 106 C8H10 000106-42-3 97
3 o-Xylene 106 C8H10 000095-47-6 97
4 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 90
5 Cyclopentene, 1-ethenyl-3-methyl... 106 C8H10 061142-07-2 86
Abundance Scan 384 (5.595 min): BM033321.D\data.ms (-374) (-) m/z 91.10 100.00%
91.1
5000
51‘-0 | 5.20 5.40 5.60 5.80 6.00
(
Olrrrprreeedegbhsl o 2282 1929 2808 m/z 1e6.18  45.76%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #5747: Benzene, 1,3-dimethyl-
91.0
5000
5.20 5.40 5.60 5.80 6.00
m/z 105.10 22.56%
51.0 ‘
O]\-\S\-‘()\‘H\“H‘h‘\"‘\‘\\‘\‘H‘H‘l\““\\\‘HH‘HH’HH‘HH‘H\\‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #5724 p-Xylene
91.0 A
Raans RS RRLE
5.20 5.40 5.60 5.80 6.00
5000 m/z 77.10 14.27%
51.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #5719: o-Xylene R e
91.0 5.20 5.40 5.60 5.80 6.00
m/z 51.05 12.21%
5000
51.0 ‘
m/z--> 20 40 60 80 100120140160180200220240260280 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33321.D

Acqg On : 06 Dec 2021 20:25
Operator : CG/JU

Sample : M4918-02

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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, (1-methylethyl)- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.413  32.48 ng 1455910 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Mesitylene 120 C9H12 000108-67-8 86
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 83
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 83
Abundance Scan 523 (6.413 min): BM033321.D\data.ms (-513) (-) m/z 105.05 100.00%
105.
5000
120.1
si0 770 650 650 5.40 660 6 b0
39.1 ‘ 63.1 M 91.1 ‘ | : : : : :
Oy b gl m/z 120.10 24.21%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10711: Benzene, (1-methylethyl)-
105.0
5000 DL B LA B R
6.00 6.20 6.40 6.60 6.80
1o o 1200 m/z 77.85 17.14%
27.0 39.0 ‘ 63.0 ‘ 91.0
O\\‘\\\‘\‘\\\\“‘\\\\}}\\\‘\‘\‘\\‘\\\\“\\\\“\\\\‘\Ml\‘\\\\“\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0
REaas e RRRRE
6.00 6.20 6.40 6.60 6.80
5000 120.0 m/z 79.10 14.95%
39.0
77.0
27.0 51.0 63.0 ‘ 91.0
o‘w“wmu‘w}‘lhH“:UWm!‘_Hu,‘:m,“:l‘,mu,hm,‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10692: Mesitylene ‘H““‘H4\“‘W““‘
105.0 6.00 6.20 6.40 6.60 6.80
m/z 51.05 11.54%
5000 1200
77.0
39.0 51.0 @50 91.0
o"_2”7(?””“””1;“wm‘wH‘H_m‘“‘w‘:lwm“mm S| G
m/z--> 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33321.D

Acqg On : 06 Dec 2021 20:25
Operator : CG/JU

Sample : M4918-02

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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, propyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.901 46.86 ng 2100510 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 94
2 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 78
3 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 78
4 N-Isobutyl(phenyl)methanesulfona... 227 C11H17NO2S 144615-94-1 72
5 1,2-Ethanediamine, N,N'-bis(phen... 240 C16H20N2 000140-28-3 72
Abundance Scan 606 (6.901 min): BM033321.D\data.ms (-599) (-) m/z 91.05 100.00%
91.0
120.1 ““L
391 6.60 6.80 7.00 7.20
ol 2800 17 120.10 20.58%
miz--> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0
5000
6.60 6.80 7.00 7.20
120.0 m/z 65.10 12.01%
39.0
O\\‘\‘\‘i‘\“\“\‘\“‘\\‘\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #129554: Phenethylamine, N-benzyl-p-chloro-
91.0
1200 6.60 6.80 7.00 7.20
5000 m/z 92.10 10.30%
0 ‘4:!70‘ [ “ | I 16\40
e e —
m/z--> 50 100 150 200 250
Abundance #28981: Ethanol, 2-[(phenylmethyl)amino]-
91.0 6.60 6.80 7.00 7.20
m/z 78.05 6.64%
5000
120.0
0150 \5170\‘ L \‘ i 1510
L e —— R T EaE ]
m/z--> 50 100 150 200 250 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33321.D

Acqg On : 06 Dec 2021 20:25
Operator : CG/JU

Sample : M4918-02

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 Benzene, 1-ethyl-2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.007 136.05 ng 6098120 1,4-Dichlorobenzene-d4 7.925

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 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 624 (7.007 min): BM033321.D\data.ms (-616) (-) m/z 105.10 100.00%
105.1
5000 /\M
e
391 77‘-0 | 6.60 6.80 7.00 7.20 7.40
O ettt b W 2070 q7 120,10 29.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
6.60 6.80 7.00 7.20 7.40
m/z 91.10 13.78%
39.0 77.0
0 \\\‘\‘\H“‘\\“V\”“\‘H\M‘\\‘1\[H‘H‘\"‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 77.05 13.63%
77.0
39.0
L N N S O S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10728: Benzene, 1-ethyl-4-methyl- T
105.0 6.60 6.80 7.00 7.20 7.40
m/z 79.10 10.46%
5000
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33321.D

Acqg On : 06 Dec 2021 20:25
Operator : CG/JU

Sample : M4918-02

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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, 1-ethyl-4-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.307 121.06 ng 5426130 1,4-Dichlorobenzene-d4 7.925

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-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 675 (7.307 min): BM033321.D\data.ms (-667) (-) m/z 105.10 100.00%
106.1
5000
120.1
AR R R
391 g31 77‘-1 91‘-0 7.00 7.20 7.40 7.60
0 H_HwH_H‘MumNmmw‘J‘_Hu‘;m‘“s“wwww m/z 120.18  29.19%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 7.00 7.20 7.40 7.60
m/z 77.10 14.06%
39.0 77.0 91.0
0 \\‘HH‘2\\5\-‘\0‘H\\“‘HHi‘{‘ui‘e‘%\"\ow‘u\‘H‘H\\|‘1H\‘\‘11\‘\\‘\\“‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
R A mmmaEEE
7.00 7.20 7.40 7.60
5000 m/z 91.05 13.22%
79.0 120.0
39.0 65.0 ‘
) U VNI o 1 PO A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 7.00 7.20 7.40 7.60
m/z 79.10 11.85%
5000
120.0
390 63.0 77.0 91.0
o‘wHH"Hm‘H‘“‘m“M‘H“mWH‘:MH‘“‘:H‘_‘:Muw‘uwm R e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33321.D

Acqg On : 06 Dec 2021 20:25
Operator : CG/JU

Sample : M4918-02

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 Benzene, 1,2,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.572 432.63 ng 19392000 1,4-Dichlorobenzene-d4 7.925

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 CO9H12 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 720 (7.572 min): BM033321.D\data.ms (-707) (-) m/z 105.10 100.00%

105.1

5000 120.1 ;\
300  g30 0 910 7.20 7.40 7.60 7.80
Obrerrerrere ety il i il myz 120.10  40.49%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0
5000
7.20 7.40 7.60 7.80
m/z 77.05 14.17%
77.0
0H‘\H.\‘H\‘\‘\??‘.‘?Hi‘i‘\\\e‘%\"e‘H\‘H‘\\\9\]“.\'\0\\‘\‘}1\‘\\‘\‘\“\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0 A j\ j\
e
7.20 7.40 7.60 7.80
5000 120.0 m/z 91.05 11.90%
77.0
51.0 91.0
27.0
0HWHWH“m“HH{‘;m1“““H“H‘U_m“uH“‘11“”“““‘””_”
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 7.20 7.40 7.60 7.80
m/z 119.10 11.50%
120.0
5000
O rrprrrr it e et e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33321.D

Acqg On : 06 Dec 2021 20:25
Operator : CG/JU

Sample : M4918-02

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 1@ Mesitylene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.036 166.08 ng 7444330  1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94

4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91

Abundance Scan 799 (8.036 min): BM033321.D\data.ms (-791) (-) m/z 105.10 100.00%

105.1
5000 1201
e R AARRERRE S
391 o 77‘-0 7.80 8.00 8.20 8.40
Obrrrrre el bl 13520 s 106,10 37.78%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10692: Mesitylene
105.0
5000 1200 L L I L L L B

7.80 8.00 8.20 8.40
m/z 77.05 13.56%

77.0
51.0
0 \\‘H\\‘%\7\.‘()\\\\“H\\i‘}‘\\}"\‘\‘\\‘\H‘U‘\\\\“\\H‘\M1\‘\\‘\‘\“‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
N AN R RAAS A
120.0 7.80 8.00 8.20 8.40
5000 m/z 91.10 10.86%
39.0 77.0
Y L PO O PO [ RSSO
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 7.80 8.00 8.20 8.40
m/z 119.10 9.36%
5000 120.0
28.0 51.0 77.0
0 H‘mwm‘!‘m“‘Mm‘“:m,;“‘u‘H“1“””“‘”H‘“HWHMM“MHWm‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33321.D

Acqg On : 06 Dec 2021 20:25
Operator : CG/JU

Sample : M4918-02

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 unknown8.160 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.160 46.98 ng 2105640 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol, 2,2-dimethyl- 88 C5H120 000075-84-3 12
2 2,2-Dimethyl-3-pentanol, chlorod... 228 C9H15C1F202 1000376-26-4 12
3 1-Cyclopentyl-2,2-dimethyl-1-pro... 156 C10H200 337966-85-5 12
4 Propanoic acid, 2,2-dimethyl-, s... 208 C5H9Ag02 007324-58-5 9
5 1,2-Dibutoxyethane 174 C10H2202 000112-48-1 9

Abundance Scan 820 (8.160 min): BM033321.D\data.ms (-805) (-) m/z 57.10 100.00%

57.1
5000
83.1
R ARARERN AR
‘ ‘ ‘ ‘ 111.1 7.80 8.00 8.20 8.40
0 "wwih‘m\m“”_H“‘_“"_L‘,w_ww,w_ m/z 41.10 48.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2392: 1-Propanol, 2,2-dimethyl-
57.0
5000 L LR UL B BN B
7.80 8.00 8.20 8.40
290 m/z 83.10 31.79%
O “\\\‘\‘8\8\.\()\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #109816: 2,2-Dimethyl-3-pentanol, chlorodifluoroacetate
57.0
R RRRRAEEEE e
7.80 8.00 8.20 8.40
5000 m/z 55.10 25.80%
83.0
29.0
0 Lo Ll 129.0 157.0 184.0 213.0
e e e e T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32980: 1-Cyclopentyl-2,2-dimethyl-1-propanol T EAANmmmaS T
57.0 7.80 8.00 8.20 8.40
m/z 73.10 19.11%
5000
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40

8270-BM112421.M Wed Dec 08 13:42:54 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33321.D

Acqg On : 06 Dec 2021 20:25
Operator : CG/JU

Sample : M4918-02

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 Indane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.295 234.70 ng 10519900 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 81
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 55
5 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 50
Abundance Scan 843 (8.295 min): BM033321.D\data.ms (-824) (-) m/z 117.05 100.00%
117.1
5000
91.1
st 8.00 8.20 8.40 8.60
0 e 8 m/z 118.10  54.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10179: Indane
117.0
5000 UL B B I B AL LR
8.00 8.20 8.40 8.60
39.0 91.0 m/z 115.05 33.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10192: Benzene, 2-propenyl-
117.0
8.00 8.20 8.40 8.60
m/z 91.10 17.85%
5000 910 /
39.0 65.0
0““_“‘_‘Wﬂﬂy‘ﬂ,uh“‘u S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10197: Benzene, cyclopropyl-
117.0 8.00 8.20 8.40 8.60
m/z 57.15 14.58%
5000 91.0
51.0
omwmw“‘H“““HNH,‘MmuH‘HHWHWHWHWH S LAREERLSSLSE SRS
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60

8270-BM112421.M Wed Dec 08 13:42:55 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33321.D

Acqg On : 06 Dec 2021 20:25
Operator : CG/JU

Sample : M4918-02

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 13 1-Propyne, 3-phenyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.460 30.58 ng 1370900 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propyne, 3-phenyl- 116 CSH8 010147-11-2 92
2 Benzene, 1-propynyl- 116 C9H8 000673-32-5 86
3 3-Methylphenylacetylene 116 CO9H8 000766-82-5 70
4 Benzene, 1,2-propadienyl- 116 C9H8 002327-99-3 64
5 2-Methylphenylacetylene 116 CSH8 000766-47-2 62
Abundance Scan 871 (8.460 min): BM033321.D\data.ms (-866) (-) m/z 105.10 100.00%
105.1
5000
134.1
: 63"0‘ 8.20 8.40 8.60 8.80
Obrerrrrbdbl e L DL 2070 115,10 76.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9545: 1-Propyne, 3-phenyl-
115.0
5000
8.20 8.40 8.60 8.80
89.0 m/z 116.05 68.23%
w0,
O\\\‘\H\“\\‘\\“‘\‘Hh\‘\”i‘\\‘\u” [T T T [T T[T T T T[T I [TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9544: Benzene, 1-propynyl-
115.0
8.20 8.40 8.60 8.80
5000 m/z 134.05 21.92%
390 630 89.0
o Y L —
miz--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #9550: 3-Methylphenylacetylene \““_““‘H‘,“H“‘
115.0 8.20 8.40 8.60 8.80
m/z 63.05 14.89%
5000
63.0 89.0
39.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33321.D

Acqg On : 06 Dec 2021 20:25
Operator : CG/JU

Sample : M4918-02

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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, 1,4-diethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.554 43.67 ng 1957360 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 96
2 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 93
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91
Abundance Scan 887 (8.554 min): BM033321.D\data.ms (-880) (-) m/z 119.05 100.00%
119.1
5000 91.0
39.1 65.1 ‘ 135.2 8.20 8.40 8.60 8.80

0l bt W TR 7 165,05 62.78%

miz--> 0 20 40 60 80 100 120 140

Abundance #17031: Benzene, 1,4-diethyl-

T M
5000 LI L LA LA L B L
91.0 8.20 8.40 8.60 8.80
m/z 134.00 42.37%
41.0 65.0 ‘ ‘ 135.0
0 \‘\\\\‘\‘\‘\\"‘\\“\\“\‘\\\“‘\\‘1‘\““\\‘1‘l\\\‘\‘\
miz--> 0 20 40 60 80 100 120 140
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl-
119.0
8.20 8.40 8.60 8.80
5000 m/z 91.05 39.90%
91.0
BT B AT IR 1
m/z--> 0 20 40 60 80 100 120 140
Abundance #17034: Benzene, 1,3-diethyl-
119.0 8.20 8.40 8.60 8.80
m/z 77.10 17.17%
5000
91.0
39"0 65.0 | ‘ 135.0
0 - ,‘\ H‘l‘w“;‘\ \ \H‘ e “H‘\ \M R R REREERR LS S
m/z--> 0 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80

8270-BM112421.M Wed Dec 08 13:42:56 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33321.D

Acqg On : 06 Dec 2021 20:25
Operator : CG/JU

Sample : M4918-02

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 15 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
8.866 25.17 ng 1128060 1,4-Dichlorobenzene-d4 7.925
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
3 o-Cymene 134 C1leH14 000527-84-4 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 95
5 p-Cymene 134 C1oH14 000099-87-6 95
Abundance Scan 940 (8.866 min): BM033321.D\data.ms (-934) (-) m/z 119.10 100.00%
119.1
5000
91.1
390 65.0 ‘ | 8.60 8.80 9.00 9.20
. . C
0L e b bl W 2068 ) 134,05 29.99%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
8.60 8.80 9.00 9.20
91.0 m/z 91.10 20.77%
65.0 ‘
0 \‘\\\\.9\‘\\3\9“"\0\“\‘\“i‘\u‘”w”\“H“\\‘M\H‘\‘HH‘HH‘HH‘HH
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0
8.60 8.80 9.00 9.20
5000 m/z 105.05 15.30%
91.0
B i 0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #16996: 0-Cymene
119.0 8.60 8.80 9.00 9.20
m/z 77.05 11.00%
5000
91.0
15.0 390 650 | ‘
N et A | A A — U T e,
m/z--> 0 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20

8270-BM112421.M Wed Dec 08 13:42:57 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33321.D

Acqg On : 06 Dec 2021 20:25
Operator : CG/JU

Sample : M4918-02

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 o-Cymene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.925 29.76 ng 1333920 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 94
3 p-Cymene 134 C10H14 000099-87-6 94
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 91
Abundance Scan 950 (8.925 min): BM033321.D\data.ms (-945) (-) m/z 119.10 100.00%
119.1
5000
1341
43.1 711 91.0
H 57.1 ‘ ‘ 105.1 ‘ 8.60 8.80 9.00 9.20
Oberrrrpere bt sl b BT L w2 134,05 27.12%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: o-Cymene
119.0
5000
8.60 8.80 9.00 9.20
910 134.0 m/z 43.10  17.38%
oL 27040 630 710 | 1050
\‘\\H‘HH‘HH’HH’\H\‘HH“HH‘H‘\H‘\“H‘HH’HH‘H‘H‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
T
8.60 8.80 9.00 9.20
5000 m/z 91.05 17.22%
91.0 134.0
PN Tl 2 N
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #16995: p-Cymene
119.0 8.60 8.80 9.00 9.20
m/z 71.10 16.74%
5000
91.0 134.0
ol 270410 | 630 7T | 1050
w‘wwu‘wuw‘uu’uu’uu‘uwi“uu‘?‘wu‘N‘u‘uw,uu‘u‘u‘uu‘w LR R B R R I
m/z--> 20 30 40 50 60 70 80 90 100110120130140 8.60 8.80 9.00 9.20

8270-BM112421.M Wed Dec 08 13:42:57 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33321.D

Acqg On : 06 Dec 2021 20:25

Operator : CG/JU

Sample : M4918-02

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 17 Benzene, 1-ethyl-2,4-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
9.025 152.40 ng 6831010 1,4-Dichlorobenzene-d4 7.925
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 93
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 81

Abundance Scan 967 (9.025 min): BM033321.D\data.ms (-956) (-)
1

m/z 119.10 100.00%

19.1
5000
91.0
59.1 ‘ | ‘ 8.80 9.00 9.20 9.40
Obrr 380 skl W 1981 1929 1) 934 05 27.23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
8.80 9.00 9.20 9.40
91.0 m/z 117.05  26.42%
65.0 ‘
0 \1\5\-(‘)\‘\\3\9“‘.?\“\‘\ “i‘\ T \‘H‘ T “H“\ \‘MH\‘\‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0
A RaTaE s
8.80 9.00 9.20 9.40
5000 m/z 91.05 23.61%
91.0
39.0 65.0 ‘
Al | O
miz-> 20 40 60 80 100 120 140 160 180
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0 8.80 9.00 9.20 9.40
m/z 115.10 13.97%
5000
91.0
39.0 65.0 ‘
L |
m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33321.D

Acqg On : 06 Dec 2021 20:25
Operator : CG/JU

Sample : M4918-02

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 18 Pentanoic acid, 4-methyl-, ... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.160 37.80 ng 1694140 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid, 4-methyl-, methy... 130 C7H1402 002412-80-8 50
2 2,3,4-Trimethylpentanoic acid 144 C8H1602 090435-18-0 50
3 Methanamine, 1,1-bis(2,2-dimethy... 231 C13H29NO2 004909-78-8 40

4 Methyl-4,6-di-0-methylmannoside 222 C9H1806 1000426-87-7 40
5 Undecanoic acid, 10-methyl-, met... 214 C13H2602 005129-56-6 40

Abundance Scan 990 (9.160 min): BM033321.D\data.ms (-988) (-) m/z 43.10 100.00%

3.1
74.1
5000
R A BRRRNRERRE
‘ | 10‘2-1 71 8.80 9.00 9.20 9.40
bl Bl ) 12713520 2212 40 7416 79.52%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15561: Pentanoic acid, 4-methyl-, methyl ester

74.0
43.0
5000 U L R R R B
8.80 9.00 9.20 9.40
99.0 m/z 71.10  64.29%
O”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24159: 2,3,4-Trimethylpentanoic acid
74.0
T T
8.80 9.00 9.20 9.40
5000 m/z 87.10 51.79%
43.0 101.0
0 ‘\H\‘“H\‘1‘,\M‘H“m\‘HmH:,I'\Zg'\o‘HHWHWHWHW
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #112679: Methanamine, 1,1-bis(2,2-dimethylpropoxy)-N,I T T e
74.0 8.80 9.00 9.20 9.40

m/z 41.10 51.35%

41.0
5000

144.0

| 117.0 ‘ 186.0

0 byt b T e e e e A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40

N
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33321.D

Acqg On : 06 Dec 2021 20:25
Operator : CG/JU

Sample : M4918-02

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.966 26.07 ng 1773200  Naphthalene-d8 10.719

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 95
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 94
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 91
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
Abundance Scan 1127 (9.966 min): BM033321.D\data.ms (-1122) (-) m/z 117.10 100.00%
117.1
5000
4
51.1 91‘"1 ‘ 10.00
Ol bt L A390 2070 4y 937 05 35.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 U J\
10.00

m/z 115.10 27.80%
39.0 g50 910 ‘
i H Al

0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 M
— P
10.00
5000 ITI/Z 131.00 20.71%

\ el Ll

=

O bt e et e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-

117.0 10.00
m/z 91.10 14.56%
91.0
51.0

o 20 e A

m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33321.D

Acqg On : 06 Dec 2021 20:25
Operator : CG/JU

Sample : M4918-02

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 20 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.113 65.78 ng 4473420  Naphthalene-d8 10.719
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 95
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 92
4 1-Phenyl-1-butene 132 C10H12 000824-90-8 76
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 76
Abundance Scan 1152 (10.113 min): BM033321.D\data.ms (-1140) (-  m/z 117.05 100.00%
117.1
5000
911 e —
51.0 ‘ ‘ | 10.00 10.50
b el b W95 2069 1; 11910 43.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000
91.0 10.00 10.50
51.0 m/z 132.05 33.52%
2707 ‘ ‘
O \\\‘\\\\‘\\‘U\““U\\h\‘\\\\“H\\\‘\‘Uf\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16113: 2,4-Dimethylstyrene
117.0 J\
e
10.00 10.50
5000 m/z 115.05 32.04%
0! e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- L
117.0 1000 1050
m/z 91.10 22.84%
5000
39.0 5.0 91 0 ‘ ‘
P N Y |yl

m/z--> 20 40 60 80 100 120 140 160 180 200 1000 1050
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33321.D

Acqg On : 06 Dec 2021 20:25
Operator : CG/JU

Sample : M4918-02

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, 1,3-di... 5.595 672.5 ng 3014490 1 7.925 896467 20.0
Benzene, (1-met... 6.413 32.5 ng 1455910 1  7.925 896467 20.0
Benzene, propyl- 6.901 46.9 ng 2100510 1  7.925 896467 20.0
Benzene, 1-ethy... 7.007 136.1 ng 6098120 1 7.925 896467 20.0
Benzene, 1-ethy... 7.307 121.1 ng 5426130 1 7.925 896467 20.0
Benzene, 1,2,3-... 7.572 432.6 ng 19392000 1 7.925 896467 20.0
Mesitylene 8.036 166.1 ng 7444330 1 7.925 896467 20.0
unknown8.160 8.160 47.0 ng 2105640 1  7.925 896467 20.0
Indane 8.295 234.7 ng 10519900 1 7.925 896467 20.0
1-Propyne, 3-ph... 8.460 30.6 ng 1370900 1 7.925 896467 20.0
Benzene, 1,4-di... 8.554 43.7 ng 1957360 1 7.925 896467 20.0
Benzene, 4-ethy... 8.866 25.2 ng 1128060 1 7.925 896467 20.0
o-Cymene 8.925 29.8 ng 1333920 1 7.925 896467 20.0
Benzene, 1-ethy... 9.025 152.4 ng 6831010 1 7.925 896467 20.0
Pentanoic acid,... 9.160 37.8 ng 1694140 1  7.925 896467 20.0
1H-Indene, 2,3-... 9.966 26.1 ng 1773200 2 10.719 1360110 20.0
Benzene, 2-ethe... 10.113 65.8 ng 4473420 2 10.719 1360110 20.0
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