LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV061518\
Data File : VV006301.D

Acq On : 16 Jun 2018 00:56

Operator : SY/MD

Sample : J3473-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\SOMVTR0O53118WMA_M
Title = TRACE VOA SOM01.0

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total

1.029 28 43 66 rBV 1985482 2305980 100.00% 24.767%
1.119 67 71 86 rvB2 15298 29617 1.28% 0.318%
rvB 92639 115313 5.00% 1.238%
1.582 209 215 235 rVB 104195 127721 5.54% 1.372%
2.135 377 387 398 rBV 181776 258701 11.22% 2.779%
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2.347 442 453 461 rBvY 10520 27753 1.20% 0.298%
3.954 936 953 1002 rBvV2 127003 454827 19.72% 4 _.885%
4.411 1077 1095 1117 rBV 147323 364509 15.81% 3.915%
5.102 1288 1310 1332 rBV2 331687 771823 33.47% 8.290%
5.671 1472 1487 1511 rBV 288484 571772 24_.80% 6.141%

=
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11 6.125 1613 1628 1654 rVB 190039 378379 16.41% 4.064%
12 7.035 1898 1911 1928 rBV 79693 139274 6.04% 1.496%
13 7.366 2000 2014 2031 rBV 351153 615366 26.69% 6.609%
14 7.671 2098 2109 2125 rBV 46398 78090 3.39% 0.839%
15 8.141 2239 2255 2293 rBV2 473017 955074 41.42% 10.258%

16 8.903 2477 2492 2529 rBV 402731 668674 29.00% 7.182%
17 10.266 2904 2916 2937 rBV 138914 219866 9.53% 2.361%
18 10.430 2954 2967 2981 rBV2 27960 46383 2.01% 0.498%
19 11.301 3223 3238 3263 rBV 367037 602338 26.12% 6.469%
20 11.678 3342 3355 3380 rVB 362720 579260 25.12% 6.221%

Sum of corrected areas: 9310720
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV061518\
VV006301.D

16 Jun 2018 00:56

SY/MD

J3473-12

25 mL/MSVOA_V/WATER

1 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O53118WMA .M
TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1500000
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TIC: VV006301.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV061518\
Data File : VV006301.D

Acq On : 16 Jun 2018 00:56

Operator : SY/MD

Sample : J3473-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O53118WMA .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 1.22 ug/L 139274 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Thiatricyclo[3.1.1.0(2,4)]heptane 112 C6H8S 1000221-37-0 32
2 Methane, oxybis[chloro- 114 C2H4CI120 000542-88-1 23
3 2-Propanol, 1,3-dichloro- 128 C3H6CI20 000096-23-1 9
4 2-Propanol, 1,3-dichloro- 128 C3H6CI20 000096-23-1 9
5 Thiophosgene 114 CCI2S 000463-71-8 9

Abundance Scan 1910 (7.032 min): VV006301.D (-1898) (-) m/z 78.90 100.00%
79
5000 42
51 114 S I W —
6.60 6.80 7.00 7.20 7.40
.“,”“,”.w”.ﬂ.”qh”.fi.“m.p?ﬁp.”“.”“.L,””,”.. m/z 42.00 41.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6455: 3-Thiatricyclo[3.1.1.0(2,4)]heptane
79
5000
39 6.60 6.80 7.00 7.20 7.40
m/z 80.90 33.38%
\\ ‘ 112
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Abundance
79
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5000 49 m/z 113.90 23.47%
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Abundance #11979: 2-Propanol, 1,3-dichloro- T BRma B
79 6.60 6.80 7.00 7.20 7.40
m/z 50.90 19.76%
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m/z--> 10 20 3'0 40 50 60 70 80 90 100 110 120 130 6.60 6.80 7.00 7.20 7'40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV061518\
Data File : VV006301.D

Acq On : 16 Jun 2018 00:56

Operator : SY/MD

Sample : J3473-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO53118WMA .M
TRACE VOA SOMO01.0

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 1.2 ug/L 139274 1 5.67 571772 5.0
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