LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060619\
Data File : VV011245.D

Aca On : 06 Jun 2019 15:21

Operator : SY/MD

Sample = K3230-05

Misc : 25ML/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\SOMVTRO60419WMA .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 3 8 14 rVB2 21333 20191 3.12% 0.348%
2 1.225 35 42 56 rvB2 81512 98069 15.17% 1.690%
3 1.319 62 71 81 rBv 112149 125661 19.44% 2.166%
4 1.508 110 130 136 rBv8 38130 110343 17.07% 1.902%
5 1.563 140 147 156 rvVB 78440 91742 14.19% 1.581%
6 2.122 311 321 333 rBV 171888 239884 37.12% 4.135%
7 2.190 335 342 353 rVB 16873 26320 4_.07% 0.454%
8 3.939 874 886 909 rBV 84565 218252 33.77% 3.762%
9 4.138 937 948 957 rBV2 9341 19679 3.04% 0.339%
10 4.399 1010 1029 1048 rBvV 106677 267082 41.32% 4.604%

11 5.090 1227 1244 1278 rBV2 260431 646301 100.00% 11.141%
12 5.662 1408 1422 1439 rBvV 197018 396180 61.30% 6.829%
13 6.116 1549 1563 1583 rBvV 149005 303964 47.03% 5.240%
14 6.341 1622 1633 1639 rBv4 5133 9694 1.50% 0.167%
15 7.029 1831 1847 1860 rBV2 72798 130726 20.23% 2.253%

16 7.357 1936 1949 1963 rBV 304697 537989 83.24% 9.274%

17 7.431 1963 1972 1997 rVB 47447 92500 14.31% 1.594%
18 7.662 2034 2044 2057 rBvV 43255 72738 11.25% 1.254%
19 7.903 2106 2119 2127 rBV10 3976 7180 1.11% 0.124%
20 8.132 2179 2190 2217 rBV 336477 576818 89.25% 9.943%
21 8.283 2227 2237 2250 rBV2 51719 87261 13.50% 1.504%
22 8.894 2413 2427 2450 rBvV 290184 490308 75.86% 8.452%
23 9.055 2468 2477 2489 rVB3 9740 16988 2.63% 0.293%
24 9.183 2507 2517 2529 rVB3 11184 21206 3.28% 0.366%
25 9.601 2633 2647 2669 rBv4 39934 85535 13.23% 1.474%
26 9.852 2713 2725 2740 rBV10 12195 25558 3.95% 0.441%
27 10.260 2842 2852 2871 rVB2 97754 154732 23.94% 2.667%
28 10.421 2897 2902 2915 rVB4 5983 8303 1.28% 0.143%
29 11.132 3116 3123 3131 rBV10 4291 6930 1.07% 0.119%
30 11.199 3136 3144 3150 rBVS 7665 13144 2.03% 0.227%

31 11.296 3162 3174 3196 rVB 250329 424870 65.74% 7.324%
32 11.672 3278 3291 3309 rVB 258107 426814 66.04% 7.357%
33 12.395 3505 3516 3528 rBV5 16670 30378 4._.70% 0.524%
34 12.514 3543 3553 3569 rVB5 5742 11364 1.76% 0.196%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060619\
Data File : VV011245.D

Aca On : 06 Jun 2019 15:21

Operator : SY/MD

Sample = K3230-05

Misc : 25ML/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 - 0 Peak Location: TOP

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

Method = Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .M
Title - TRACE VOA SOMO1.0
35 12.929 3674 3682 3689 rBV9 4029 6652 1.03% 0.115%

Sum of corrected areas: 5801356
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060619\
Vv011245.D

06 Jun 2019 15:21

SY/MD

K3230-05

25ML/MSVOA V/WATER

1 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .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\VV060619\
Data File : VV011245.D

Aca On : 06 Jun 2019 15:21

Operator : SY/MD

Sample = K3230-05

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 3

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

1.23 1.24 ug/L 98069 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutane 58 C4H10 000075-28-5 14
2 lIsobutane 58 C4H10 000075-28-5 10
3 Dimethvl ether 46 C2H60 000115-10-6 9
4 Dimethvl ether 46 C2H60 000115-10-6 9
5 Isobutane 58 C4H10 000075-28-5 7

Abundance Scan 43 (1.229 min): VV011245.D (-35) (-) m/z 43.00 100.00%
43.0
5000
57.0 1343 1.20 1.30 1.40 1.50 1.60
SN R AR RAA R AL RRALE AN RRALN RN RN NAASS SRR SRLRN BN m/z 45.00 65.79%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #235: Isobutane
43.0
5000
270 1.20 1.30 1.40 1.50 1.60
' m/z 41.00 53.88%
1o 57.0
mz-> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #236: Isobutane
43.0
1.20 1.30 1.40 1.50 1.60
5000 m/z 42.00 34 .36%
27.0
1.0 15\'0 “\ Il 570
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #98: Dimethyl ether
45.0 1.20 1.30 1.40 1.50 1.60
290 m/z 45.95 29.89%
15.0
5000
"W””Pd”P”*ﬂ”W”'W””P'”P”'P”W”'W””P'”P”W'”W”
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1.20 1.30 1.40 1.50 1.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060619\
Data File : VV011245.D

Aca On : 06 Jun 2019 15:21

Operator : SY/MD

Sample = K3230-05

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .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.

1.51 1.39 ug/L 110343 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 1.2-bis(2-chloroethoxv)- 186 C6H12CI1202 000112-26-5 23
2 2-Pvrrol2-T2-(2-chloro-ethoxv)-e... 260 C12H17CI04 1000317-43-5 17
3 1-Bromo-1-chloroethane 142 C2H4BrcClI 000593-96-4 14
4 Ethane. 1-bromo-2-chloro- 142 C2H4BrcClI 000107-04-0 14
5 Ethane, 1-bromo-2-chloro- 142 C2H4BrcClI 000107-04-0 14

Abundance Scan 131 (1.511 min): VV011245.D (-110) (-) m/z 62.95 100.00%
63.0
35.1
5000
13201531 1814  215.9 1.20 140 160 1.80
m/z 48.95 84 .38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50511: Ethane, 1,2-bis(2-chloroethoxy)-
63.0
93.0
5000
1.20 1.40 1.60 1.80
43.0 m/z 35.10 80.45%
137.0
m/z--> ﬁo 45 eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #110319: 2-Pyrrol2-[2-(2-chloro-ethoxy)-ethoxy]-ethoxymorp...
63.0
1.20 1.40 1.60 1.80
m/z 45.00 70 .35Y%
5000 1070 136.0 0
43/0 260.0
....,....‘,..r.,l...‘?.?a'(.).,.aH..,‘....‘,..‘.. e ....,....l‘..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #19246: 1-Bromo-1-chloroethane R
63.0 1.20 1.40 1.60 1.80
27.0 m/z 47.00 58.17%
5000
J ‘ |y 070 1440
mz-> 30 45 &0 80 100 130 140 180 180 250 230 230 250 120 140 160 180
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060619\
Data File : VV011245.D

Aca On : 06 Jun 2019 15:21

Operator : SY/MD

Sample = K3230-05

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .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 Hexanal Concentration Rank 4

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

8.28 0.89 ug/L 87261 Chlorobenzene-d5 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 72
2 Hexanal 100 C6H120 000066-25-1 72
3 Hexanal 100 C6H120 000066-25-1 64
4 Hexanal 100 C6H120 000066-25-1 59
5 Butanal 72 C4H80 000123-72-8 27

Abundance Scan 2236 (8.280 min): VV011245.D (-2227) (-) m/z 43.95 100.00%
4.0 56.0
5000
72.0 o) )
8.00 8.20 8.40 8.60
8B.0 )
..,....,....,...::I|..,'=':|!,...|:--,'.~...',-F...,....,l.c’.?.z]....,....,....1,‘.‘?:?,. m/z 40.95 96.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3771: Hexanal
440 5
5000
29.0 8.00 820 8.40 8.60
72.0 m/z 56.05 96.20%
"|""|""F"'h! |"|"‘l'!l"'I'||I"'Elg?"c')'l"1'(')?"(')"|""|""|""|""|'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3767: Hexanal
440 6
8.00 8.20 8.40 8.60
5000 m/z 57.00 67.06%
27.0
72.0
150 M i \\ 88.0 100.0
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3772: Hexanal
44.0 8.00 8.20 8.40 8.60
56.0 m/z 43.00 58.23%
27.0
5000
72.0
“l“'WH'M'“J'L'"Jw'mf““?%QWH'w'“w'“'v“'w“'w'“v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.00 8.20 8.40 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060619\
Data File : VV011245.D

Acq On : 06 Jun 2019 15:21

Operator : SY/MD

Sample - K3230-05

Misc : 25ML/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .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... 1.23 1.2 ug/L 98069 1 5.66 396180 5.0
unknown-01 1.51 1.4 ug/L 110343 1 5.66 396180 5.0
Hexanal 8.28 0.9 ug/L 87261 2 8.89 490308 5.0
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