LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111518\
Data File : VU028170.D

Acq On : 15 Nov 2018 14:40

Operator : MD/SY

Sample - J5943-05RE

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 12 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_U\METHOD\SOMUTR111418WMA_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 1.402 60 71 83 rBv3 231874 319979 54.48% 6.944%
2 1.521 103 108 115 rVB 10772 10486 1.79% 0.228%
3 1.685 146 159 172 rBvY 56664 77130 13.13% 1.674%
4 1.762 176 183 190 rVB4 6522 8346 1.42% 0.181%
5 1.961 235 245 255 rvB4 15872 27544  4.69% 0.598%

2.054 269 274 281 rVB5 4447 6011 1.02% 0.130%
2.280 334 344 357 rBV 93891 145203 24.72% 3.151%
rvB 45053 87581 14.91% 1.901%
4.199 922 941 943 rBV 103602 194372 33.09% 4.218%
4.652 1065 1082 1099 rBV2 72482 168105 28.62% 3.648%
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11 5.341 1274 1296 1324 rVB2 149808 419996 71.51% 9.114%
12 5.890 1452 1467 1487 rBV 173715 345112 58.76% 7.489%

13 6.186 1551 1559 1573 rVB7 6960 15762 2.68% 0.342%
14 6.334 1586 1605 1621 rBV 103859 212325 36.15% 4.608%
15 7.051 1818 1828 1838 rVB5 3552 6910 1.18% 0.150%
16 7.231 1871 1884 1902 rBV 53341 96557 16.44% 2.095%
17 7.566 1968 1988 2004 rBV 193476 338405 57.62% 7.344%
18 7.639 2004 2011 2021 rvVvvé 3352 6481 1.10% 0.141%
19 7.852 2067 2077 2089 rBvV2 29361 49694 8.46% 1.078%
20 8.096 2145 2153 2162 rVB6 4748 7206 1.23% 0.156%
21 8.315 2205 2221 2241 rBV 338011 587319 100.00% 12.745%
22 8.604 2300 2311 2320 rBv4 6849 11444 1.95% 0.248%
23 9.090 2450 2462 2485 rBvV 259756 429919 73.20% 9.330%
24 9.379 2538 2552 2563 rBV10 5297 11613 1.98% 0.252%

25 10.434 2868 2880 2891 rBV2 80282 125677 21.40% 2.727%

26 11.485 3193 3207 3225 rBV 249291 401262 68.32% 8.708%
27 11.861 3312 3324 3344 rBV 184305 300134 51.10% 6.513%

28 12.253 3431 3446 3454 rBV3 5016 9237 1.57% 0.200%
29 12.482 3509 3517 3528 rVB3 4685 7643 1.30% 0.166%
30 13.858 3936 3945 3959 rVB3 11064 18332 3.12% 0.398%
31 13.951 3959 3974 3986 rBv4 11557 22047 3.75% 0.478%
32 14.282 4067 4077 4087 rVB 3720 6383 1.09% 0.139%
33 14.359 4089 4101 4115 rBV3 8918 14986 2.55% 0.325%
34 14.472 4123 4136 4144 rBV3 10650 16713 2.85% 0.363%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111518\
Data File : VU028170.D

Acq On : 15 Nov 2018 14:40

Operator : MD/SY

Sample - J5943-05RE

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 12 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA_M
Title - TRACE VOA SOMO1.0
35 14.546 4147 4159 4170 rVB5 10364 18627 3.17% 0.404%
36 14.864 4246 4258 4271 rBV10 10041 19890 3.39% 0.432%
37 14.935 4271 4280 4294 rVB7 14600 27269 4.64% 0.592%
38 15.012 4297 4304 4310 rBV6 4500 6477 1.10% 0.141%
39 15.076 4314 4324 4336 rVB7 5811 11608 1.98% 0.252%
40 15.166 4344 4352 4360 rVB6 5011 7906 1.35% 0.172%
41 15.671 4499 4509 4519 rBV10 6225 10443 1.78% 0.227%

Sum of corrected areas: 4608134
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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_U\DATA\VU111518\
Vu028170.D

15 Nov 2018 14:40

MD/SY

J5943-05RE

25_0mL/MSVOA_U/WATER

12 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA .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_U\DATA\VU111518\
Data File : VU028170.D

Acq On : 15 Nov 2018 14:40

Operator : MD/SY

Sample - J5943-05RE

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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 1 unknown-01 Concentration Rank 1

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

7.23 1.40 ug/L 96557 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclohexadiene 80 C6H8 000592-57-4 32
2 2-Propanol, 1,3-dichloro- 128 C3H6CI20 000096-23-1 32
3 1,3-Cyclohexadiene 80 C6H8 000592-57-4 25
4 Methane, oxybis[chloro- 114 C2H4CI20 000542-88-1 25
5 Methane, oxybis[chloro- 114 C2H4CI20 000542-88-1 25

Abundance Scan 1884 (7.231 min): VU028170.D (-1871) (-) m/z 79.10 100.00%
79
5000 42 /\_
T o T 10 1 18
...,....,....,...'!!....-,|.'...,‘?.3..,..'.:;.?.6.,.?“?.,....,.I!.,....,.... m/z 42.10 46.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1080: 1,3-Cyclohexadiene A
79
5000 [T e T
6.80 7.00 7.20 7.40 7.60
3 g5 m/z 81.10 33.07%
G N T
miz--> "'15"'25"'35"215"55"235"%5"55"55"1'66"1'16"1'56"1’3‘6"'
Abundance
79
6.80 7.00 7.20 7.40 7.60
5000 43 m/z 51.00 23.21%
15 293 51 61 7 91 11 127
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1075: 1,3-Cyclohexadiene e BRam mE R L
79 6.80 7.00 7.20 7.40 7.60
m/z 114.00 19.08%
5000
39 51
27
“'P%?W'”MP'JM”'WM”'Pgéﬂ'”lP'”I“"P'”I”'W'”'P'” ISR R I LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.80 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111518\
Data File : VU028170.D

Acq On : 15 Nov 2018 14:40

Operator : MD/SY

Sample - J5943-05RE

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 12 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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 7.23 1.4 ug/L 96557 1 5.89 345112 5.0
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