LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080318\
Data File : VV006861.D

Aca On : 03 Aug 2018 22:29

Operator : SY/MD

Sample : J4342-01

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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 V\METHOD\SOMVTRO80218WMA .M
Title - TRACE VOA SOMO1.0

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.032 31 44 67 rBvy 1810728 2167565 100.00% 23.152%
2 1.318 124 133 148 rVB 157770 182433 8.42% 1.949%
3 1.582 209 215 227 rVB 138674 153113 7.06% 1.635%
4 2.132 377 386 397 rVB 255673 360986 16.65% 3.856%
5 3.977 941 960 978 rBV 131591 402177 18.55% 4.296%

4.408 1071 1094 1113 rBV 165318 404766 18.67% 4_.323%
5.099 1291 1309 1330 rBvV2 391287 894603 41.27% 9.555%
5.276 1351 1364 1384 rVB2 18835 47412 2.19% 0.506%
5.668 1472 1486 1512 rBV 264537 520089 23.99% 5.555%
6.125 1614 1628 1649 rVB 223979 448600 20.70% 4.791%

=
QO ~NO®

11 7.035 1900 1911 1930 rBV 94806 174138 8.03% 1.860%
12 7.366 2000 2014 2031 rBV 367618 634958 29.29% 6.782%
13 7.672 2095 2109 2132 rBV 59105 108502 5.01% 1.159%
14 8.147 2242 2257 2274 rBV 443569 880100 40.60% 9.400%
15 8.900 2479 2491 2511 rBV 372078 607280 28.02% 6.486%

16 10.269 2905 2917 2936 rBV 177818 289296 13.35% 3.090%
17 11.302 3224 3238 3261 rBV 297698 500907 23.11% 5.350%

18 11.591 3318 3328 3341 rBV 32240 60889 2.81% 0.650%
19 11.678 3343 3355 3378 rVB 316690 524628 24.20% 5.604%

Sum of corrected areas: 9362442
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080318\
Data File : VVvV006861.D

Aca On : 03 Aug 2018 22:29

Operator : SY/MD

Sample : J4342-01

Misc - 25 mL/MSVOA V/WATER

ALS Vial :© 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO80218WMA .M
- TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080318\
Data File : VV006861.D

Aca On : 03 Aug 2018 22:29

Operator : SY/MD

Sample : J4342-01

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O80218WMA .M
TRACE VOA SOM01.0

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 unknown-01 Concentration Rank 2

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

7.03 1.67 ug/L 174138 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Thiatricvclol3.1.1.0(2.4)Ylheptane 112 C6H8S 1000221-37-0 37
2 Methane. oxvbislIchloro- 114 C2H4CI120 000542-88-1 25
3 Methane. oxvbislIchloro- 114 C2H4CI120 000542-88-1 25
4 1.3-Cyclohexadiene 80 C6H8 000592-57-4 25
5 1,3-Cyclohexadiene 80 C6H8 000592-57-4 23

Abundance Scan 1909 (7.028 min): V\V006861.D (-1900) (-) m/z 78.90 100.00%
70
5000 4
\ oo o0 70 130 1w
3 . . . . .
....,....~'I~..'1?'.,‘?5..-.,...9.6,...||.-,..1.32.,....,....,....,.295?. m/z 41.85 36.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6455: 3-Thiatricyclo[3.1.1.0(2,4)]heptane
70
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6.60 6.80 7.00 7.20 7.40

39
51 m/z 80.90 32.13%
65 112
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m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7039: Methane, oxybis[chloro-
79
T
49 6.60 6.80 7.00 7.20 7.40
5000 m/z 113.80 21.20%
29
L “ ‘Mw 63 109
L B A o e S LA i s e A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7038: Methane, oxybis[chloro- T BRam B
79 6.60 6.80 7.00 7.20 7.40
m/z 50.90 19.72%
5000 49
29
14 J 63 )] 93 113
IR B o o e AL o e S
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080318\
Data File : VV006861.D

Aca On : 03 Aug 2018 22:29

Operator : SY/MD

Sample : J4342-01

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O80218WMA .M
TRACE VOA SOM01.0

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 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.59 0.61 ug/L 60889 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 90
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
4 2-Propvl-1-pentanol 130 C8H180 058175-57-8 59
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 59

Abundance Scan 3328 (11.591 min): VV006861.D (-3318) (-) m/z 57.00 100.00%

5000

N
LI I e I B O B

11.20 11.40 11.60 11.80 12.00
m/z 40.90 41.89%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13669: 1-Hexanol, 2-ethyl-
57
5000 41
11.20 11.40 11.60 11.80 12.00
83 m/z 55.00 34.90%
2 98
112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13661: 1-Hexanol, 2-ethyl-
57

11.20 11.40 11.60 11.80 12.00
5000 M m/z 42.85  33.74%

2 83
sl || [ s
HW.H.P“.P.”P.”,””,”.WH...“..”..”...”..”,””,”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13670: 1-Hexanol, 2-ethyl-
5[7 11.20 11.40 11.60 11.80 12.00
m/z 69.90 26.32%
5000
43
29 ‘ 83 o8
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80 12.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV080318\
Data File : VV006861.D

Acq On : 03 Aug 2018 22:29

Operator : SY/MD

Sample : J4342-01

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 11 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O80218WMA .M
TRACE VOA SOMO01.0

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]
unknown-01 7.03 1.7 ug/L 174138 1 5.67 520089 5.0
1-Hexanol, 2-ethyl- 11.59 0.6 ug/L 60889 3 11.30 500907 5.0
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