LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080218\
Data File : VV006841.D

Aca On : 03 Aug 2018 07:06

Operator : SY/MD

Sample : J4227-09

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 46 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

1.032 30 44 61 rBV 9445128 11304931 100.00% 63.084%
1.119 67 71 89 rvB 239092 250763 2.22% 1.399%
rBv 153101 191971 1.70% 1.071%
1.582 209 215 222 rVB 115663 127014 1.12% 0.709%
2.131 378 386 398 rvVB 211432 298257 2.64% 1.664%
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3.951 936 952 989 rBV2 144287 408924 3.62% 2.282%
4.408 1076 1094 1114 rBV 146797 348104 3.08% 1.942%
5.102 1289 1310 1333 rBvV2 337483 801651 7.09% 4._.473%
5.668 1471 1486 1505 rBV 267494 527636 4.67% 2.944%
6.125 1614 1628 1650 rBvV 199922 400692 3.54% 2.236%

=
QO ~NO®

11 7.035 1897 1911 1929 rBV2 79190 141895 1.26% 0.792%
12 7.366 2000 2014 2029 rBV 325053 566488 5.01% 3.161%
13 8.141 2237 2255 2277 rBV 426340 793993 7.02% 4.431%
14 8.903 2478 2492 2509 rBvV 367209 596595 5.28% 3.329%
15 10.266 2904 2916 2931 rBV 158884 256972 2.27% 1.434%

16 11.301 3226 3238 3259 rVB 275959 459456 4._.06% 2.564%
17 11.678 3342 3355 3375 rVB 273949 445145 3.94% 2.484%

Sum of corrected areas: 17920487
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080218\
Vv006841.D

03 Aug 2018 07:06

SY/MD

J4227-09

25 mL/MSVOA V/WATER

46 Sample Multiplier: 1

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\VV080218\
Data File : VV006841.D

Aca On : 03 Aug 2018 07:06

Operator : SY/MD

Sample : J4227-09

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 46 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 (DEL) Alkane: Straight-Chai... Concentration Rank 2

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

1.12 2.38 ug/L 250763 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane 44 C3HS8 000074-98-6 90
2 Propane 44 C3HS8 000074-98-6 83
3 2-Hexvnoic acid 112 C6H802 000764-33-0 39
4 2-Butenal. (BE)- 70 C4H60 000123-73-9 38
5 Imidazol-5(2H)-one, 4-amino-2-(2... 196 C7H8N403 318259-17-5 38

Abundance Scan 71 (1.119 min): VV006841.D (-67) (-) m/z 43.00 100.00%
5000
rrrrTrT T T T
1.00 120 140
o & 191207 8L "m/z 43.90 94.81%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #78: Propane
20
5000 LA S
" 1.00 120 140
m/z 38.90 66.68%
0 =
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #79: Propane
20
LA S R
1.00 120 140
5000 m/z 40.90 55.39%
44
0 1‘\1 | u‘\
L AN SRR R SRS BN B LRSS SRS SRS BARAY SRR RS SRS S
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6359: 2-Hexynoic acid
44 67 1.00 120 140
m/z 37.90 20.68%
27
5000
o ! 84 111
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1.00 120 140
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080218\
Data File : VV006841.D

Aca On : 03 Aug 2018 07:06

Operator : SY/MD

Sample : J4227-09

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 46 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 unknown-01 Concentration Rank 3

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

7.03 1.34 ug/L 141895 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Thiatricvclol3.1.1.0(2.4)1heptane 112 C6H8S 1000221-37-0 37
2 2-Propanol. 1.3-dichloro- 128 C3H6CI20 000096-23-1 23
3 Thiophosaene 114 CCIl2S 000463-71-8 12
4 Methane. oxvbislchloro- 114 C2H4CIl20 000542-88-1 9
5 2-Propanol, 1,3-dichloro- 128 C3H6CI20 000096-23-1 9

Abundance Scan 1910 (7.031 min): VV006841.D (-1897) (-) m/z 78.90 100.00%
70
5000 42
114
6.60 6.80 7.00 7.20 7.40
o....,....':..|.'.?.3..-. 2 e8| m/z 41.90  41.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6455: 3-Thiatricyclo[3.1.1.0(2,4)]heptane
70
5000
39 6.60 6.80 7.00 7.20 7.40
m/z 80.90 31.94%
ol 3 112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11974: 2-Propanol, 1,3-dichloro-
79
6.60 6.80 7.00 7.20 7.40
5000 43 m/z 113.90 23.60%
ol 1529 |1 61 || 93 111127
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7674: Thiophosgene T B B
79 6.60 6.80 7.00 7.20 7.40
m/z 50.90 22.21%
5000
a4 114
ol 12 L 64 || ‘
m/z--> 20 Jo 60 85 100 150 140 160 180 200 220 240 260 280 6.60 6.80 7.00 7.20 7.40

SOMVTRO80218WMA .M Fri Aug 03 13:33:48 2018 Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV080218\
Data File : VV006841.D

Acq On : 03 Aug 2018 07:06

Operator : SY/MD

Sample : J4227-09

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 46 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]
(DEL) Alkane: Str... 1.12 2.4 ug/L 250763 1 5.67 527636 5.0
unknown-01 7.03 1.3 ug/L 141895 1 5.67 527636 5.0
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