LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN0©70240.D

Acqg On : 20 Dec 2021 15:03

Operator : JC/MD

Sample : M5044-01

Misc : 6.43g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 12 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:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Title : SW846 8260
Signal : TIC: VNO70240.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.234 82 91 124 rVB5 56350 166015 1.09% 0.143%
2 5.044 1107 1139 1141 rBv4 58098 162038 1.06% 0.140%
3 5.581 1312 1339 1380 rVB4 64627 236690 1.55% 0.205%
4 7.131 1896 1917 1944 rVV5 85624 253543 1.66% 0.219%
5 8.016 2224 2247 2258 rBV2 902991 2217464 14.53% 1.916%
6 8.080 2259 2271 2290 rVV 1690647 3975547 26.04% 3.436%
7 8.163 2292 2302 2325 rVB4 105221 264278 1.73% 0.228%
8 8.284 2329 2347 2364 rBV2 68025 158428 1.04% 0.137%
9 8.434 2381 2403 2431 rBV2 1188727 2916974 19.11% 2.521%
10 8.606 2461 2467 2490 rVB2 87775 214113 1.40% 0.185%
11 8.963 2578 2600 2634 rBV 2760664 6021954 39.45% 5.205%
12 10.011 2981 2991 3005 rVB3 124593 244976 1.60% 0.212%
13 10.440 3133 3151 3162 rBV 4412549 8251125 54.05% 7.131%

14 10.505 3162 3175 3198 rVB 6364747 12029267 78.80% 10.397%
15 11.744 3620 3637 3657 rBV 4608114 8370428 54.83% 7.234%

16 11.843 3660 3674 3693 rVV 2216814 3782386 24.78%
17 11.948 3697 3713 3749 rVWW 7797618 15265237 100.00% 13.
18 12.278 3821 3836 3856 rBV 4054444 7057805 46.23%
19 12.578 3937 3948 3961 rBV2 242500 418162 2.74%
20 12.731 3988 4005 4027 rVB 4082874 7323021 47.97%
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21 12.919 4064 4075 4086 rBV 700946 1111749  7.28%
22 12.983 4086 4099 4106 rBV 2542876 4292741 28.12%
23 13.058 4119 4127 4146 rVB 1205926 1991824 13.05%
24 13.219 4174 4187 4202 rBV 1207293 2080077 13.63%
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25 13.366 4229 4242 4273 rVB 5228835 8854469 58.00% 653%
26 13.672 4342 4356 4401 rVB2 4974000 11665672 76.42% 10.082%
27 13.839 4410 4418 4420 rBV2 160109 188545 1.24% ©.163%
28 13.873 4422 4431 4440 rVV3 804167 1355115 8.88% 1.171%
29 14.128 4517 4526 4532 rBV 318658 504781 3.31% 0.436%
30 14.214 4548 4558 4571 rBV 572989 910476 5.96% 0.787%
31 14.458 4642 4649 4661 rvB2 131718 191619 1.26% ©.166%
32 14.539 4670 4679 4685 rBV 293277 424218 2.78% 0.367%
33 14.579 4686 4694 4703 rVB 412262 600473 3.93% 0.519%
34 14.807 4771 4779 4790 rBV = 226048 350184  2.29% ©.303%
35 14.925 4810 4823 4838 rBV3 410439 977270  6.40%  0.845%

36 15.504 5030 5039 5053 rVB2 476166 875704 5.74% ©.757%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70240.D

Acqg On : 20 Dec 2021 15:03

Operator : JC/MD

Sample : M5044-01

Misc : 6.43g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 12 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:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Title : SW846 8260

Sum of corrected areas: 115704368
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70240.D

Acqg On : 20 Dec 2021 15:03

Operator : JC/MD

Sample : M5044-01

Misc : 6.43g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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

Abundance TIC: VN070240.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70240.D

Acqg On : 20 Dec 2021 15:03

Operator : JC/MD

Sample : M5044-01

Misc : 6.43g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Benzene, 1l-ethyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.983  18.40 ug/l 4292740 1,4-Dichlorobenzene-d4 13.675
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 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 4099 (12.983 min): VN070240.D\data.ms (-4086) (-  m/z 105.00 100.00%
105.0
5000 ﬁw\ ]Ri
L
90 /10 13.00
Orrrrreabr ot Ml 1411 1741 2161 1) 156,10 30.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 1
13.00
m/z 77.00 12.37%
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;\5\.‘0\‘\\3\9“-9\‘\\“\‘\\\M‘\\‘1\“1‘\\‘\”“\\H‘HH‘HH‘HH‘HH‘\
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Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0
13.00
5000 m/z 91.00 11.74%
39.0 77.0
m‘“"“‘HH‘ww‘““m‘“_“1‘“1“m“um‘mWm‘mwmw
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Abundance #10728: Benzene, 1-ethyl-4-methyl- —
105.0 13.00
m/z 106.00 8.50%
) m
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70240.D

Acqg On : 20 Dec 2021 15:03

Operator : JC/MD

Sample : M5044-01

Misc : 6.43g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Benzene, 1-ethyl-4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.219 8.92 ug/1 2080080 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
3 Benzene, 1,2,3-trimethyl- 120 C9H12 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 4187 (13.219 min): VN070240.D\data.ms (-4174) (- m/z 105.00 100.00%
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M /\
. ——
39.0 77.0 13.00 13.50
Ob ookt b Ml 1454 1741 2070 Lo 100 05 20.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
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5000 T /‘\
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m/z 12.68%
39.0 77.0
\\\‘\‘\\\“\\‘\\“\‘\\1““\\‘\\‘\‘\\‘\"‘\\\\’\\\\’\\\\‘\\\\‘\\\\
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Abundance #10727: Benzene, 1-ethyl-4-methyl-
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Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0 13. 00 13.50
m/z 9.63%
5000
3 77.0
5 OV Y Y
m/z--> 20 40 60 80 100 120 140 160 180 200 13 00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70240.D

Acqg On : 20 Dec 2021 15:03

Operator : JC/MD

Sample : M5044-01

Misc : 6.43g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.873 5.81 ug/1 1355120 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 92
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 70
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 70
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 58
5 Benzene, 1-ethenyl-3-methyl- 118 C9H1e 000100-80-1 50

Abundance Scan 4431 (13.873 min): VN070240.D\data.ms (-4422) (- m/z 117.00 100.00%
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ekl L1461 1769 2043 0 918 09 56.09%
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Abundance #10192: Benzene, 2-propenyl- ——
117.0 13.50 14.00
m/z 91.00 18.48%
5000 91.0
39.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN0©70240.D

Acqg On : 20 Dec 2021 15:03

Operator : JC/MD

Sample : M5044-01

Misc : 6.43g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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... 12.983 18.4 ug/l 4292740 4 13.675 11665700 50.0
Benzene, 1l-ethy... 13.219 8.9 ug/l 2080080 4 13.675 11665700 50.0
Indane 13.873 5.8 wug/l 1355120 4 13.675 11665700 50.0

82N120221W.M Thu Dec 23 18:26:49 2021 Page: 7



