LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062520\
Data File : VN062112.D

Aca On : 25 Jun 2020 15:41

Operator : JC/MD

Sample : L3071-04 100X

Misc : 10.62a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\82N062420W_.M

Title - SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.420 192 201 211 rVB 12962 25937 1.81% 0.289%
2 2.773 301 311 323 rVB3 13185 27047 1.89% 0.302%
3 6.477 1444 1463 1477 rBvV8 6248 20382 1.43% 0.227%
4 6.776 1535 1556 1572 rBvV2 9887 29853 2.09% 0.333%
5

7.548 1778 1796 1807 rBV 176543 442785 30.97% 4.940%

7.625 1808 1820 1836 rVB 294360 710144 49.66% 7.922%
7.837 1873 1886 1904 rVB3 18792 44519 3.11% 0.497%
rBv2 189365 445492 31.16% 4_.970%
8.169 1962 1989 2011 rBV 79680 212598 14.87% 2.372%

QOO ~NO®
\l
(o]
(0]
©
=
©
=
)]
=
o
w
w
=
o]
)]
N

1 8.397 2047 2060 2078 rBV6 11496 27061 1.89% 0.302%
11 8.548 2090 2107 2132 rBV 479787 1019833 71.32% 11.377%
12 9.050 2241 2263 2274 rBV7 23043 59956 4._.19% 0.669%
13 9.107 2274 2281 2294 rVB3 14609 28231 1.97% 0.315%

14 9.487 2386 2399 2416 rBV3 53666 109141 7.63% 1.218%
15 9.622 2422 2441 2455 rBV2 75910 173890 12.16% 1.940%

16 9.699 2455 2465 2472 rBV5 9728 18106 1.27% 0.202%
17 9.841 2488 2509 2529 rBV7 12749 37882 2.65% 0.423%
18 9.992 2545 2556 2564 rBV3 26806 47576 3.33% 0.531%
19 10.059 2564 2577 2591 rVvVv 793028 1429918 100.00% 15.952%
20 10.127 2591 2598 2607 rVB 20728 35864 2.51% 0.400%
21 10.255 2632 2638 2650 rVB5 10415 17860 1.25% 0.199%
22 11.381 2973 2988 3005 rBV 730208 1269158 88.76% 14.159%
23 11.484 3010 3020 3032 rVVv 49062 87203 6.10% 0.973%
24 11.596 3036 3055 3077 rBV3 62590 133227 9.32% 1.486%
25 12.223 3240 3250 3261 rBV2 26040 42442 2.97% 0.473%
26 12.377 3283 3298 3324 rVB 526297 906809 63.42% 10.116%
27 12.567 3344 3357 3367 rVB2 36491 58997 4._.13% 0.658%
28 12.631 3367 3377 3382 rVvV 25925 41861 2.93% 0.467%
29 12.664 3382 3387 3393 rVvV 27464 42376 2.96% 0.473%
30 12.705 3393 3400 3417 rVB2 35998 61786 4._.32% 0.689%
31 12.866 3442 3450 3463 rVB2 14663 21692 1.52% 0.242%

32 13.014 3486 3496 3508 rVB2 64465 104967 7.34% 1.171%
33 13.319 3578 3591 3609 rBvV 614030 1063322 74.36% 11.863%
34 13.519 3646 3653 3659 rBV2 17903 25020 1.75% 0.279%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062520\
Data File : VN062112.D

Aca On : 25 Jun 2020 15:41

Operator : JC/MD

Sample : L3071-04 100X

Misc : 10.62a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W .M

Title : SW846 8260

35 13.561 3659 3666 3687 rVB5 20213 47324 3.31% 0.528%
36 13.863 3751 3760 3772 rVB 20256 29567 2.07% 0.330%
37 14.184 3849 3860 3866 rBV2 10788 17709 1.24% 0.198%
38 14.223 3866 3872 3880 rVB3 10026 14497 1.01% 0.162%
39 14.561 3965 3977 3989 rBV9 13663 31635 2.21% 0.353%

Sum of corrected areas: 8963667
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062520\
Data File : VN062112.D

Aca On : 25 Jun 2020 15:41

Operator : JC/MD

Sample : L3071-04 100X

Misc : 10.62a0/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VN062112.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062520\
Data File : VN062112.D

Aca On : 25 Jun 2020 15:41

Operator : JC/MD

Sample : L3071-04 100X

Misc : 10.62a0/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Hexane, 2,2-dimethyl- Concentration Rank 1

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

8.17 10.42 ug/Il 212598 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 72
2 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 72
3 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 72
4 Heptane. 2.2.4.6.6-pentamethvl- 170 C12H26 013475-82-6 64
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59

Abundance Scan 1989 (8.169 min): VN062112.D (-1962) (-) m/z 57.10 100.00%
g7
5000
41
99 7.80 8.00 820 8.40 8.60
ol 50, 8988 N /7 56.10  33.53%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7651: Hexane, 2,2-dimethyl-
57
5000
7.80 8.00 820 8.40 8.60
41 m/z 41.10 27 .28%
29 ‘ 99
0 "'|'"'|'%$'|"'j|"'”|j"?9““l|"'§?""|§?"|"'”|""|"'w
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
7.80 8.00 820 8.40 8.60
5000 m/z 43.05 15.97%
41
o 15 2 50 69 83 9
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7663: Pentane, 2,2,4-trimethyl-
57 7.80 8.00 820 8.40 8.60
m/z 39.00 8.81%
5000
41
29 ‘
o2 15 ] “ 48 || 64 71 83 9 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 820 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062520\
Data File : VN062112.D

Aca On : 25 Jun 2020 15:41

Operator : JC/MD

Sample : L3071-04 100X

Misc : 10.62a0/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Pentane, 2,3,4-trimethyl- Concentration Rank 3

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

9.49 5.35 ug/Il 109141 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 83
2 Pentane. 3-ethvl- 100 C7H16 000617-78-7 83
3 Decane. 3.3.4-trimethvl- 184 C13H28 049622-18-6 74
4 Heptane. 4-methvl- 114 C8H18 000589-53-7 74

5 Propanoic acid, 2-methyl-, 2-eth... 286 C16H3004

074367-30-9 53

m/z 43.10 100.00%

9.20 9.40 9.60 9.80

Abundance Scan 2400 (9.490 min): VN062112.D (-2386) (-)
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Abundance #48907: Decane, 3,3,4-trimethyl-
4 7
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m/z 71.10 94 .79%

9.20 9.40 9.60 9.80

m/z 70.10 74 .76%

9.20 9.40 9.60 9.80

m/z 41.00 44 _65%

9.20 9.40 9.60 9.80

m/z 55.05 29.93%

9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062520\
Data File : VN062112.D

Aca On : 25 Jun 2020 15:41

Operator : JC/MD

Sample : L3071-04 100X

Misc : 10.62a0/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Undecane, 4,8-dimethyl- Concentration Rank 2

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

9.62 8.53 ug/Il 173890 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 4.8-dimethvl- 184 C13H28 017301-33-6 72
2 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 72
3 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 72
4 Sulfurous acid. hexvl pentvl ester 236 C11H2403S 1000309-14-1 64
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 59

Abundance Scan 2440 (9.619 min): VN062112.D (-2422) (-) m/z 43.10 100.00%
43
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m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #48879: Undecane, 4,8-dimethyl-
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Abundance #7645: Hexane, 3,3-dimethyl-
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN062520\
Data File : VN062112.D

Acq On : 25 Jun 2020 15:41

Operator : JC/MD

Sample : L3071-04 100X

Misc : 10.629g/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Hexane, 2,2-dimet... 8.17 10.4 ug/I1 212598 2 8.55 1019830 50.0
Pentane, 2,3,4-tr... 9.49 5.3 ug/Il 109141 2 8.55 1019830 50.0
Undecane, 4,8-dim... 9.62 8.5 ug/Il 173890 2 8.55 1019830 50.0
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