LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072718\
Data File : VV006724.D

Aca On 27 Jul 2018 13:44

Operator : SY/MD

Sample : J4148-06

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 1 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\SOMVTRO72318WMA .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 1.029 27 43 67 rBv 665918 859613 100.00% 10.842%
2 1.222 97 103 108 rBV2 17641 21571 2.51% 0.272%
3 1.318 125 133 161 rvVB 117852 158856 18.48% 2.004%
4 1.431 162 168 175 rVB 32329 33786 3.93% 0.426%
5 1.575 206 213 229 rVB 92500 114964 13.37% 1.450%
6 2.132 376 386 398 rBV 218046 301502 35.07% 3.803%
7 2.193 398 405 413 rVB3 9601 13735 1.60% 0.173%
8 2.318 434 444 461 rVB 60339 99677 11.60% 1.257%
9 2.656 542 549 561 rVB 8408 15462 1.80% 0.195%
10

3.958 936 954 967 rBV 136180 335460 39.02% 4.231%

11 4.408 1077 1094 1123 rVB 139156 327821 38.14% 4_.135%
12 5.103 1292 1310 1331 rBV2 352326 803169 93.43% 10.130%
13 5.672 1472 1487 1509 rBvV 305024 585068 68.06% 7.379%
14 5.961 1564 1577 1591 rBV6 15435 32779 3.81% 0.413%
15 6.125 1612 1628 1652 rVB 195408 384501 44.73% 4 _850%

16 7.035 1899 1911 1931 rBV 89660 155160 18.05% 1.957%
17 7.366 1999 2014 2033 rBV 388721 663534 77.19% 8.369%
18 7.668 2098 2108 2125 rBvV 54180 91247 10.61% 1.151%
19 8.141 2240 2255 2298 rBV 491579 846069 98.42% 10.672%
20 8.903 2475 2492 2517 rBV 429347 690715 80.35% 8.712%

21 10.270 2901 2917 2934 rBV 136448 215370 25.05% 2.716%

22 10.427 2957 2966 2978 rBV 7897 13516 1.57% 0.170%
23 11.302 3222 3238 3267 rBV 368844 590507 68.69% 7.448%
24 11.585 3315 3326 3343 rBV2 14506 29159 3.39% 0.368%

25 11.678 3343 3355 3383 rVB 338461 545062 63.41% 6.875%

Sum of corrected areas: 7928303
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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\VV072718\
VV006724.D

27 Jul 2018 13:44

SY/MD

J4148-06

25 mL/MSVOA V/WATER

1 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .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\VV072718\
Data File : VV006724.D

Aca On 27 Jul 2018 13:44

Operator : SY/MD

Sample : J4148-06

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .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 Isopropyl Alcohol Concentration Rank 3

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

2.32 0.85 ug/L 99677 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 86
2 Isopropnvl Alcohol 60 C3H80 000067-63-0 86
3 Isopropnvl Alcohol 60 C3H80 000067-63-0 78
4 Propane. 2-ethoxv- 88 C5H120 000625-54-7 56
5 Isopropyl Alcohol 60 C3H80 000067-63-0 56

Abundance Scan 445 (2.321 min): VV006724.D (-434) (-) m/z 44.90 100.00%
45
5000 j\
T
41 59 2.00 2.20 2.40 2.60
Obeprrrmrrrre e ik 20 88 e TS e M/Z 42.90  21.31%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 "
Abundance #297: Isopropy! Alcohol
45
2.00 2.20 2.40 2.60
m/z 40.90 8.09%
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #295: |sopropy! Alcohol
45
200 220 240 260
5000 m/z 38.85 5.69%
1519 2'=; 3841 59
OW““V“ﬁ“JP“WJJV“W““PJ*““V“W“”P“W““V“W““V“W“
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #294: 1sopropy! Alcohol A s B R,
45 2.00 2.20 2.40 2.60
m/z 41.95 4._72%
5000
15 19 27‘31 384l 59
OW““V“H“JP“W““V“W““J“*““V“W“”P“W““V“W““V“W“ SRR S R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072718\
Data File : VV006724.D

Aca On 27 Jul 2018 13:44

Operator : SY/MD

Sample : J4148-06

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .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 2

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

7.03 1.33 ug/L 155160 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methane. oxvbislchloro- 114 C2H4CI20 000542-88-1 40
2 3-Thiatricvclol3.1.1.0(2.4)1heptane 112 C6H8S 1000221-37-0 38
3 1.3-Cvclohexadiene 80 C6H8 000592-57-4 28
4 2-Propanol. 1.3-dichloro- 128 C3H6CI20 000096-23-1 23
5 2-Propanol, 1,3-dichloro- 128 C3H6CI20 000096-23-1 9

Abundance Scan 1909 (7.028 min): VV006724.D (-1899) (-) m/z 78.90 100.00%
79
5000 4
51 ‘ 114 [rerrprrr T T T T T T T T
6.60 6.80 7.00 7.20 7.40
o...,....,....,.?.6'.',....',|.'...,‘??..,7.%..;.?.6.,....,....,..|.~.,... m/z 41.90 38.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7038: Methane, oxybis[chloro-
70
5000 49 SR R UL SR L

6.60 6.80 7.00 7.20 7.40
m/z 80.90  31.14%

29
o 14 22 7735 43 || 63 || 85 o3 113
A B e L A B e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6455: 3-Thiatricyclo[3.1.1.0(2,4)]heptane
79
T B B
6.60 6.80 7.00 7.20 7.40
5000 m/z 113.90 22.16%
39
51
0 \“\ | 112
R R o R B L e b L e EERmaTE S L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1080: 1,3-Cyclohexadiene T BRam B
79 6.60 6.80 7.00 7.20 7.40
m/z 50.90 19.98%
5000
39 51
27 65
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 660 6.80 700 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV072718\
Data File : VV006724.D

Acq On 27 Jul 2018 13:44

Operator : SY/MD

Sample - J4148-06

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .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]
Isopropyl Alcohol 2.32 0.8 ug/L 99677 1 5.67 585068 5.0
unknown-01 7.03 1.3 ug/L 155160 1 5.67 585068 5.0
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