LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN032219\
Data File : VN054580.D

Aca On : 23 Mar 2019 2:20

Operator : JC/SP

Sample : K2045-06

Misc : 2.60a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 37 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\82N032019W_.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 2.487 207 222 224 rBV5 26756 52564 1.91% 0.328%
2 2.558 224 244 260 rVB 284970 551746 20.03% 3.446%
3 7.587 1790 1808 1819 rBV2 336649 837979 30.42% 5.234%
4 7.661 1819 1831 1856 rVB 616386 1477026 53.61% 9.225%
5 8.024 1926 1944 1965 rBV 398366 923646 33.53% 5.769%
6 8.583 2102 2118 2150 rBV 903789 1979856 71.87% 12.365%
7 10.088 2569 2586 2622 rBY 1368094 2754881 100.00% 17.206%
8 11.406 2982 2996 3028 rBVY 1185063 2235605 81.15% 13.962%
9 12.043 3184 3194 3205 rVB2 28852 48339 1.75% 0.302%
10 12.152 3222 3228 3237 rVB2 22524 34001 1.23% 0.212%

11 12.400 3294 3305 3328 rVB 928978 1650546 59.91% 10.308%
12 12.728 3395 3407 3423 rBV5 41479 111992 4_.07% 0.699%

13 12.876 3445 3453 3461 rBV3 21591 32875 1.19% 0.205%
14 12.927 3461 3469 3471 rBV3 26389 33065 1.20% 0.207%
15 12.963 3472 3480 3492 rVV 134695 238094 8.64% 1.487%
16 13.024 3493 3499 3510 rVB3 28843 47910 1.74% 0.299%
17 13.088 3511 3519 3528 rBV2 36055 61908 2.25% 0.387%
18 13.143 3529 3536 3551 rVB2 48644 84164 3.06% 0.526%
19 13.236 3552 3565 3572 rBV8 24024 56734 2.06% 0.354%

20 13.284 3573 3580 3585 rvv4 63048 101376 3.68% 0.633%

21 13.342 3586 3598 3613 rVV 1121252 1976717 71.75% 12.346%

22 13.422 3616 3623 3635 rVB3 59464 99740 3.62% 0.623%
23 13.831 3743 3750 3760 rBV6 48688 86713 3.15% 0.542%
24 13.930 3774 3781 3792 rVB2 56152 82727 3.00% 0.517%
25 14.159 3844 3852 3854 rBV7 62507 85607 3.11% 0.535%

26 14.297 3888 3895 3903 rBV3 81892 127209 4.62% 0.794%
27 14.638 3995 4001 4015 rVB3 100847 170142 6.18% 1.063%
28 15.017 4114 4119 4126 rVB2 61616 68406 2.48% 0.427%

Sum of corrected areas: 16011568
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO032219\
Data File : VN0O54580.D

Aca On - 23 Mar 2019 2:20

Operator : JC/SP

Sample : K2045-06

Misc : 2.60a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

- Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\82N032019W.M
> SW846 8260

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN054580.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO032219\
Data File : VN054580.D

Aca On : 23 Mar 2019 2:20

Operator : JC/SP

Sample = K2045-06

Misc : 2.60a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W .M
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 Octane, 3,3-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.96 6.02 ug/l 238094 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3.3-dimethvl- 142 C10H22 004110-44-5 90
2 Decane. 4-methvl- 156 C11H24 002847-72-5 87
3 Heptane. 3.3.5-trimethvl- 142 C10H22 007154-80-5 72
4 Dodecane. 4-methvl- 184 C13H28 006117-97-1 72
5 Octane, 6-ethyl-2-methyl- 156 C11H24 062016-19-7 59
Abundance Scan 3479 (12.959 min): VN054580.D (-3472) (-) m/z 71.05 100.00%
431 71.0
5000
113.1 VN R SRR U
12.60 12.80 13.00 13.20
97.1
ol ..-.|-,..uu.,.l...,..!'.,...l.“,l.l...,....,....,29‘?.9. m/z 43.10 89.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19190: Octane, 3,3-dimethyl-
43.0 71.0
5000
2700 12.60 12.80 13.00 13.20
' m/z 57.10 75 .49%
113.0
0 WAL L 70
LA S SR SULEL L SURLIL UL DAL B UL SN S
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Abundance #28426: Decane, 4-methyl-
43.0 71.0
12,60 12.80 13.00 13.20
5000 m/z 41.10 43_.41%
‘ 112.0
0"“|'h"W “MI'”'IM"W"J'I”"I'}?gP”"I'”'I"'
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Abundance #19213: Heptane, 3,3,5—trimethy|— LA LI L L L DL B
71.0 12.60 12.80 13.00 13.20
m/z 70.10 38.17%
43.0
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2710
‘ 113.0
ob A A e70 | 142.0
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN032219\
Data File : VN054580.D

Acq On : 23 Mar 2019 2:20

Operator : JC/SP

Sample - K2045-06

Misc : 2.60g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W .M
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]

Octane, 3,3-dimet... 12.96 6.0 ug/Il 238094 4 13.34 1976720 50.0
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