LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111621\
Data File : VN@69511.D

Acqg On : 16 Nov 2021 16:24

Operator : JC/MD

Sample : M4619-01

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

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:\voasrv\HPCHEM1\MSVOA_N\methods\82N110921W.M

Title : SW846 8260

Signal : TIC: VN@69511.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.228 77 89 108 rBv4 51035 125024 1.55% 0.200%
2 2.732 258 277 278 rBV2 86414 155626 1.93% 0.249%
3 5.296 1210 1233 1263 rBV2 46090 183968 2.28% 0.294%
4 8.016 2225 2247 2258 rBV2 882710 2162619 26.77%  3.455%
5 8.078 2258 2270 2308 rVB 1763671 4106753 50.84% 6.560%

432 2372 2402 2432 rBV 1154296 2715625 33.62% 4

.652 2472 2484 2508 rVB3 45376 112785 1.40% ©

.963 2579 2600 2637 rBV 2724988 5745259 71.12% 9.177%
2
1

00 00 00

10.440 3132 3151 3190 rBV 4314649 8078098 100.00%
10 11.747 3618 3638 3667 rBV 3999951 7218755 89.36%

11 11.956 3695 3716 3736 rBV5 66736 148387 1.84% ©.237%
12 12.369 3858 3870 3890 rBV5 57217 123677 1.53% 0.198%
13 12.484 3894 3913 3927 rVV1e 50071 138024 1.71% 0.220%
14 12.733 3992 4006 4029 rVB 3115427 5479002 67.83% 8.752%
15 12.897 4058 4067 4082 rVB1o 53324 122198 1.51% ©.195%

16 12.980 4084 4098 4104 rBV7 38576 83324 1.03% 0.133%
17 13.050 4105 4124 4138 rVV2 470357 913047 11.30% 1.458%
18 13.222 4171 4188 4202 rBv4 105565 302974 3.75% ©.484%
19 13.283 4203 4211 4225 rVB 223040 355157 4.40% 0.567%
20 13.463 4270 4278 4285 rBV3 74322 109441 1.35% 0.175%
21 13.562 4303 4315 4324 rBV7 208883 387819 4.80% ©0.619%

22 13.608 4324 4332 4339 rBV5 157834 229767 2.84% 0.367%
23 13.675 4344 4357 4376 rVV 4089518 7378471 91.34% 11.786%

24 13.745 4377 4383 4397 rVB2 201352 285139 3.53% 0.455%
25 13.868 4423 4429 4437 rVB2 109677 130480 1.62% ©.208%
26 13.908 4438 4444 4463 rVB4 192701 358428 4.44% 0.573%
27 13.994 4464 4476 4488 rBV 1990899 3057539 37.85% 4.884%
28 14.214 4551 4558 4567 rVB 233242 306058 3.79% ©.489%
29 14.324 4588 4599 4610 rBV7 347270 599526  7.42%  0.958%
30 14.471 4646 4654 4660 rBVe6 240864 404063 5.00% ©0.645%
31 14.549 4678 4683 4690 rBv2 217359 245987 3.05% ©.393%
32 14.619 4702 4709 4718 rVB2 456284 573494 7.10% 0.916%
33 14.847 4783 4794 4806 rVB2 2931935 4286404 53.06% 6.847%
34 14.917 4810 4820 4831 rBv4 770373 1596468 19.76%  2.550%
35 15.464 5015 5024 5035 rBV3 528311 947036 11.72%  1.513%

36 15.560 5053 5060 5071 rBV2 242164 399601 4.95% ©.638%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111621\
Data File : VN@69511.D

Acqg On : 16 Nov 2021 16:24

Operator : JC/MD

Sample : M4619-01

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

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:\voasrv\HPCHEM1\MSVOA_N\methods\82N110921W.M
Title : SW846 8260
37 15.700 5103 5112 5133 rVB 1723703 3036362 37.59% 4.850%

Sum of corrected areas: 62602385
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111621\
Data File : VN@69511.D

Acqg On : 16 Nov 2021 16:24

Operator : JC/MD

Sample : M4619-01

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N110921W.M
Quant Title : SW846 8260

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

Abundance TIC: VN069511.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111621\
Data File : VN@69511.D

Acqg On : 16 Nov 2021 16:24

Operator : JC/MD

Sample : M4619-01

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N110921W.M
Quant Title : SW846 8260

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 Dodecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.847  29.05 ug/l 4286400 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 94
2 Hexadecane 226 C1l6H34 000544-76-3 80
3 Tridecane 184 C13H28 000629-50-5 78
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72
5 Undecane 156 C11H24 001120-21-4 64
Abundance Scan 4794 (14.847 min): VN069511.D\data.ms (-4783) (- | m/z 57.00 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111621\
Data File : VN@69511.D

Acqg On : 16 Nov 2021 16:24

Operator : JC/MD

Sample : M4619-01

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N110921W.M
: SW846 8260

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 2 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.917 10.82 ug/l 1596470  1,4-Dichlorobenzene-d4  13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,4-dimethyl- 134 CleHid 000874-41-5 92

076089-59-3 76
000535-77-3 70

2 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C1l0OH14
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14

4 o-Cymene 134 C1eH14 000527-84-4 70
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 70
Abundance Scan 4820 (14.917 min): VNO69511.D\data.ms (-4810) (- | m/z 119.05 100.00%
119.1
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T
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Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)- ——
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111621\
Data File : VN@69511.D

Acqg On : 16 Nov 2021 16:24

Operator : JC/MD

Sample : M4619-01

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N110921W.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|
Dodecane 14.847 29.1 ug/l 4286400 4 13.675 7378470 50.0
Benzene, 1l-ethy... 14.917 10.8 ug/l 1596470 4 13.675 7378470 50.0
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