LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081319\
Data File : VV012222.D

Aca On : 13 Aug 2019 18:40

Operator : SY/MD

Sample = K4337-06

Misc : 25mL/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\SOMVTRO81319WMA .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 1.116 4 8 17 rVB3 11133 12609 1.89% 0.201%
2 1.225 37 42 48 rVB2 10213 10131 1.52% 0.162%
3 1.319 62 71 88 rvv 109402 122018 18.29% 1.947%
4 1.582 145 153 167 rvVB 71903 87914 13.18% 1.403%
5 2.129 312 323 333 rBV 144609 207193 31.06% 3.306%
6 2.187 333 341 355 rVB 32107 49184 7.37% 0.785%
7 2.299 366 376 395 rVB 56922 98193 14.72% 1.567%
8 2.553 440 455 466 rBV5 15629 35137 5.27% 0.561%
9 2.788 514 528 539 rBV3 35737 71592 10.73% 1.142%
10 2.994 580 592 601 rBv4 3496 7257 1.09% 0.116%

11 3.068 601 615 635 rvv 118889 238448 35.74% 3.805%
12 3.804 826 844 860 rBvV2 64192 167693 25.14% 2.676%
13 3.990 876 902 935 rBVS8 51547 253454 37 .99% 4.044%
14 4.399 1010 1029 1058 rBV 110398 286811 42.99%% 4_.576%
15 5.093 1225 1245 1272 rBV3 273620 667157 100.00% 10.645%

16 5.662 1407 1422 1448 rBV 247814 499102 74.81% 7.964%
17 5.949 1497 1511 1527 rBV6 11493 24546 3.68% 0.392%
18 6.116 1550 1563 1584 rBV 152396 312019 46.77% 4_.979%
19 7.029 1835 1847 1868 rBvV2 72286 132034 19.79% 2.107%

20 7.183 1882 1895 1905 rBV7 5865 11018 1.65% 0.176%
21 7.273 1916 1923 1934 rBVS5 3986 7083 1.06% 0.113%
22 7.357 1934 1949 1964 rBV 313209 543788 81.51% 8.677%
23 7.431 1966 1972 1982 rVB2 8591 14897 2.23% 0.238%
24 7.662 2034 2044 2062 rBvV2 44903 77435 11.61% 1.236%

25 8.138 2177 2192 2229 rBV6 184035 553650 82.99% 8.834%
26 8.894 2413 2427 2449 rBV 370547 621904 93.22% 9.923%
27 10.260 2841 2852 2869 rBV 96148 155056 23.24% 2.474%
28 10.424 2894 2903 2914 rVB4 7811 13990 2.10% 0.223%
29 11.292 3161 3173 3197 rBV 304295 530090 79.46% 8.458%
30 11.672 3278 3291 3309 rBvV 262487 448256 67.19% 7.152%

31 12.402 3508 3518 3530 rBV 3803 7602 1.14% 0.121%

Sum of corrected areas: 6267261
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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\VV081319\
Vv012222.D

13 Aug 2019 18:40

SY/MD

K4337-06

25mL/MSVOA V/WATER

11 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO81319WMA .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\VV081319\
Data File : VV012222.D

Aca On : 13 Aug 2019 18:40

Operator : SY/MD

Sample : K4337-06

Misc : 25mL/MSVOA V/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR081319WMA .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 Isopropyl Alcohol Concentration Rank 4

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

2.30 0.98 ug/L 98193 1,4-Difluorobenzene 5.66
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 78
3 Isopropnvl Alcohol 60 C3H80 000067-63-0 72
4 1sopnropnvl Alcohol 60 C3H80 000067-63-0 56
5 Propane, 2-ethoxy- 88 C5H120 000625-54-7 56

Abundance Scan 376 (2.299 min): VV012222.D (-366) (-) m/z 44.95 100.00%

45
5000

e = e ST
39 2.00 2.20 2.40 2.60
L 52 59 76 91

et e 2 m/z 42.95 21.96%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #297: Isopropy! Alcohol
45
5000

2.00 220 2.40 2.60
m/z 39.00 8.27%

27
SN - -~ B
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
45
2.00 2.20 2.40 2.60
5000 m/z 41.00 7.74%
27
14 10 39 59
O I o B L N B O BN e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #296: Isopropy! Alcohol
45 2.00 2.20 2.40 2.60
m/z 41.95 4 _.88%
5000
15 27
bl i 2l e e
m/z--> 10 20 30 40 50 60 70 80 90 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081319\
Data File : VV012222.D

Aca On : 13 Aug 2019 18:40

Operator : SY/MD

Sample : K4337-06

Misc : 25mL/MSVOA V/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR081319WMA .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 5

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

2.79 0.72 ug/L 71592 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 80
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 80
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 80
4 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 72
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 72

Abundance Scan 529 (2.791 min): VV012222.D (-514) (-) 56.95 100.00%

7
41
5000

71 86 240 260 2.80 3.00 3.20
...,....,....,....,....|;!|...5~,9.'.|.'.,‘??..-,'....,.:.'.,..9.6.,.. m/z 56.00  90.10%

m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1824: Pentane, 3-methyl-
57
41
5000 29

240 2.60 2.80 3.00 3.20
m/z 41.00 63.21%

15 \ ‘ 51 63 'L 86
T T T T T [ T T e
m/z--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
57
29 41 240 2.60 2.80 3.00 3.20
5000 m/z 43.00 25.77%
15 71 86
T T T T T T e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1826: Pentane, 3-methyl-
57 240 2.60 2.80 3.00 3.20
m/z 38.90 14 .94%
29 41
5000
1 15 \ w 51, 65 /177 86
T T e e R T e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081319\
Data File : VV012222.D

Aca On : 13 Aug 2019 18:40

Operator : SY/MD

Sample : K4337-06

Misc : 25mL/MSVOA V/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR081319WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 1

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

3.07 2.39 ug/L 238448 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 91
2 n-Hexane 86 C6H14 000110-54-3 72
3 n-Hexane 86 C6H14 000110-54-3 50
4 Propanal. 2.2-dimethvl- 86 C5H100 000630-19-3 43
5 Butanal, 2-methyl- 86 C5H100 000096-17-3 43

Abundance Scan 616 (3.071 min): VV012222.D (-601) (-) m/z 57.00 100.00%
g7
41
5000
| 8o 2.80 3.00 3.20 3.40
37l ||| 4953|||, e367/l 82 oAb
'm“W“T“W“T“W”W“W“W“+”W“T”+IW“W“M“W”W“J“W“W' m/z 41.00 74.27%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1821: n-Hexane
57
41
5000
2.80 3.00 3.20 3.40
29 86 m/z 43.00 62.92%
15 ‘ 37M‘ 4953 6165 'L 77
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
57
43
29 2.80 3.00 3.20 3.40
5000 m/z 56.00 54 .82%
39
86
2 B 53 71
RALARLLS ALy LU LARE) RALSN IAAE) NALSA BAA) KAL) AAAL) NALS) LA LALE) RRALA LARA) LA ARSI Nk LARS) MRS L
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1820: n-Hexane
43 57 2.80 3.00 3.20 3.40
m/z 42.00 34.13%
29
5000
39 86
1\5 | ‘ 53, t
mz-> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 280 300 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081319\
Data File : VV012222.D

Aca On : 13 Aug 2019 18:40

Operator : SY/MD

Sample : K4337-06

Misc : 25mL/MSVOA V/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR081319WMA .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 4 (DEL) Alkane: Cyclic3.80 Concentration Rank 2

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

3.80 1.68 ug/L 167693 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 87
2 Cvclohexane 84 C6H12 000110-82-7 74
3 Cvclohexane 84 C6H12 000110-82-7 72
4 Cvclopentane. methvl- 84 C6H12 000096-37-7 72
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 72

Abundance Scan 843 (3.801 min): VV012222.D (-826) (-) m/z 56.00 100.00%
96
5000 69
| o o 3h0 350 3o 40D 420
e e e b e e e m/z 40.95 53.41%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 ?
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
3.40 3.60 3.80 4.00 4.20
8 m/z 69.00 42 _.11%
84
15 ‘ 37\‘\ SJM“ 65 | |
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
41 84 UNSEBE LRSS DS RS B
3.40 3.60 3.80 4.00 4.20
5000 o7 m/z 39.00 25.89%
69
2 15 o1 | 6165 77
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1458: Cyclohexane
56 3.40 3.60 3.80 4.00 4.20
84 m/z 55.00 23 .56%
5000 a1
69
27
15 L 37, 51 65, 77 |
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.40 3.60 3.80 4.00 4.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV081319\
Data File : VV012222.D

Acq On : 13 Aug 2019 18:40

Operator : SY/MD

Sample - K4337-06

Misc : 25mL/MSVOA_V/WATER

ALS Vial : 11 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR081319WMA .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]
Isopropyl Alcohol 2.30 1.0 ug/L 98193 1 5.66 499102 5.0
(DEL) Alkane: Str... 2.79 0.7 ug/L 71592 1 5.66 499102 5.0
(DEL) Alkane: Str... 3.07 2.4 ug/L 238448 1 5.66 499102 5.0
(DEL) Alkane: Cyc... 3.80 1.7 ug/L 167693 1 5.66 499102 5.0
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