LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX041518\

Data File : VX000909.D

Aca On - 15 Apr 2018 20:25

Operator : JC/MD

sample - J2387-10 -
Misc - 5.0mL/MSVOA X/WATER Al SRR TS
ALS Vial : 22 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 - W:\HPCHEM1\MSVOA X\METHOD\82X041018W.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 1.075 74 80 93 rBv 514402 611179 44.47% 6.501%
2 2.611 328 332 339 rVB 16799 29492 2.15% 0.314%
3 4.751 674 683 695 rBV2 6820 22743 1.65% 0.242%
4 5.513 795 808 820 rBV 161660 455750 33.16% 4.848%
5 5.671 823 834 851 rBV 256165 724384 52_.70% 7.705%

6.074 890 900 923 rVB 170877 444568 32.34% 4._.729%
6.866 1021 1030 1059 rBvV 354770 860420 62.60% 9.152%
8.720 1327 1334 1357 rBV 844831 1374503 100.00% 14.621%
10.116 1556 1563 1582 rBV 700078 1015089 73.85% 10.798%
11.055 1713 1717 1723 rBV 17504 25695 1.87% 0.273%

=
QO ~NO®

11 11.140 1726 1731 1747 rVB 773110 1052367 76.56% 11.194%
12 12.085 1880 1886 1894 rBV 1055723 1288848 93.77% 13.710%
13 13.810 2164 2169 2183 rBV 170870 283364 20.62% 3.014%
14 14.798 2327 2331 2337 rBv4 13365 17817 1.30% 0.190%
15 15.023 2361 2368 2373 rBV5 12783 29158 2.12% 0.310%

16 15.261 2402 2407 2412 rBV 173362 249549 18.16% 2.654%
17 15.328 2412 2418 2453 rVB 430619 916111 66.65% 9.745%

Sum of corrected areas: 9401037
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LSC Report - Integrated Chromatogram

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX041518\
Data File : VX000909.D

Aca On : 15 Apr 2018 20:25

Operator : JC/MD

Sample : J2387-10

Misc - 5.0mL/MSVOA X/WATER

ALS Vial :© 22 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_ X\METHOD\82X041018W .M

SW846 8260

TIC Library C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX041518\

Data File : VX000909.D

Aca On - 15 Apr 2018 20:25

Operator : JC/MD

sample - J2387-10 -
Misc - 5.0mL/MSVOA X/WATER Al SRR TS
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X041018W_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 1-Heptanol, 2-propyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.81 10.99 ug/Il 283364 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptanol. 2-propvl- 158 C10H220 010042-59-8 64
2 Sulfurous acid. hexvl octvl ester 278 C14H3003S 1000309-13-0 43
3 1-Tetradecene 196 C14H28 001120-36-1 43
4 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 43
5 1-Tridecene 182 C13H26 002437-56-1 43
Abundance Scan 2169 (13.810 min): VX000909.D (-2164) (-) m/z 43.10 100.00%

48 57
71
5000 85
97

111 13. 40 13. 60 13. 80 14. 00 14 20
126 140
b freoa63 179 201 m/z 57.10 85.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29632: 1-Heptanol, 2-propyl-
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s e LA e
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Abundance #58274: 1-Tetradecene I o e
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29 69 83
5000 97
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MMMM‘Mmmmmmm

m/z--> 20 40 60 80 100 120 140 160 180 200 13. 40 13. 60 13. 80 14. OO 14. 20
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX041518\

Data File : VX000909.D

Aca On - 15 Apr 2018 20:25

Operator : JC/MD

sample - J2387-10 -
Misc - 5.0mL/MSVOA X/WATER Al SRR TS
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X041018W_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 3 Dodecanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.26 9.68 ug/Il 249549 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanal 184 C12H240 000112-54-9 91
2 1.1-Dodecanediol. diacetate 286 C16H3004 056438-07-4 91
3 Tridecanal 198 C13H260 010486-19-8 90
4 Hexadecanal 240 C16H320 000629-80-1 83
5 2-Decen-1-ol, (E)- 156 C10H200 018409-18-2 78

Abundance Scan 2407 (15.261 min): VX000909.D (-2402) (-) m/z 41.05 100.00%
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Abundance #48694: Dodecanal
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Abundance #59774: Tridecanal

.
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX041518\

Data File : VX000909.D

Aca On - 15 Apr 2018 20:25

Operator : JC/MD

sample - J2387-10 -
Misc - 5.0mL/MSVOA X/WATER Al SRR TS
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X041018W_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 4 unknownl15.33 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

15.33 35.54 ug/1 916111 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cetene 224 C16H32 000629-73-2 43
2 Decane. 1-fluoro- 160 C10H21F 000334-56-5 38
3 Decane. 1.1"-oxvbis- 298 C20H420 002456-28-2 38
4 1-Pentadecene 210 C15H30 013360-61-7 35
5 5-Undecene, 8-methyl-, (E)- 168 C12H24 039546-85-5 35

Abundance Scan 2418 (15.328 min): VX000909.D (-2412) (-) m/z 43.05 100.00%
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m/z 57.10 90.99%

157171 199214 253267 283

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81242: Cetene
4
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Abundance #143258: Decane, 1,1'-oxybis- e R AARREREREN
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Tentatively ldentified Compound (LSC) summary

Data Path : W:\HPCHEM1\MSVOA_X\DATA\VX041518\

Data File : VX000909.D

Acq On : 15 Apr 2018 20:25

Operator : JC/MD

Sample - J2387-10 :
Misc - 5.0mL/MSVOA_X/WATER i
ALS Vial : 22 Sample Multiplier: 1

W:\HPCHEM1\MSVOA_X\METHOD\82X041018W_M
SW846 8260

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
1-Heptanol, 2-pro... 13.81 11.0 ug/I1 283364 4 12.08 1288850 50.0
Dodecanal 15.26 9.7 ug/l 249549 4 12.08 1288850 50.0
unknownl15.33 15.33 35.5 ug/I1 916111 4 12.08 1288850 50.0
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