LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081020\
Data File : VX017850.D

Aca On : 10 Aug 2020 15:14

Operator : JC/SP

Sample : L3675-07

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 12 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 X\METHOD\SOMXTRO80720WMA .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 1.160 9 12 18 rVvB2 50166 55489 4.69% 0.764%
2 1.282 28 32 35 rBv2 22262 24490 2.07% 0.337%
3 1.386 45 49 55 rBv 109095 111994 9.47% 1.542%
4 1.471 61 63 71 rvVB 20012 21342 1.80% 0.294%
5 1.581 75 81 86 rBv9 17065 38868 3.28% 0.535%
6 1.691 95 99 106 rVvB 64082 83194 7.03% 1.145%
7 2.099 160 166 170 rBvV5 8226 15562 1.32% 0.214%
8 2.343 200 206 215 rVB 128097 247696 20.93% 3.410%
9 2.422 215 219 228 rVB 31162 53258 4 _.50% 0.733%
10 2.587 241 246 252 rVB 33986 58101 4.91% 0.800%
11 2.831 279 286 291 rBV 19956 40407 3.42% 0.556%
12 3.501 390 396 404 rVB10 8426 21555 1.82% 0.297%

13 4.532 555 565 577 rBvV 187899 542367 45.84% 7.466%
14 4.660 578 586 598 rvv2 64656 228476 19.31% 3.145%
15 4.800 601 609 618 rvB2 43656 121488 10.27% 1.672%

16 5.141 652 665 677 rBv2 97848 324436 27.42% 4._.466%
17 6.044 798 813 832 rBv2 237012 734518 62.08% 10.111%
18 6.830 934 942 951 rBV 176677 424197 35.85% 5.839%
19 7.171 993 998 1000 rBV6 8904 16763 1.42% 0.231%
20 7.373 1022 1031 1040 rBV 151078 325598 27.52% 4.482%

21 8.372 1189 1195 1205 rBV 90681 158215 13.37% 2.178%
22 8.695 1242 1248 1256 rBV 303983 466749 39.45% 6.425%

23 8.769 1256 1260 1264 rVB 21973 30303 2.56% 0.417%
24 8.994 1291 1297 1307 rBV2 68554 108734 9.19% 1.497%
25 9.317 1345 1350 1355 rBV6 7650 14264 1.21% 0.196%

26 9.427 1362 1368 1378 rBV 859321 1183214 100.00% 16.287%
27 10.098 1472 1478 1488 rBV 364560 497100 42.01% 6.843%

28 10.348 1512 1519 1526 rVBS8 7556 14934 1.26% 0.206%
29 11.232 1656 1664 1671 rBV 208925 267300 22.59% 3.679%
30 11.799 1752 1757 1761 rBV5 9178 12479 1.05% 0.172%
31 12.061 1795 1800 1806 rVB 339192 439103 37.11% 6.044%
32 12.262 1829 1833 1837 rBV5 8727 15853 1.34% 0.218%
33 12.359 1844 1849 1856 rVB 373084 474710 40.12% 6.534%
34 12.890 1933 1936 1942 rVB7 16988 22577 1.91% 0.311%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081020\
Data File : VX017850.D

Aca On : 10 Aug 2020 15:14

Operator : JC/SP

Sample : L3675-07

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 12 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\HPCHEM1I\MSVOA_X\METHOD\SOMXTRO80720WMA .M
Title - TRACE VOA SOMO1.0

35 13.628 2051 2057 2062 rVB9 13083 21572 1.82% 0.297%
36 13.719 2069 2072 2077 rBV5 9778 17950 1.52% 0.247%
37 14.499 2194 2200 2204 rBV9 7424 13758 1.16% 0.189%
38 14.676 2221 2229 2235 rBV9 6779 16261 1.37% 0.224%

Sum of corrected areas: 7264875
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081020\
Data File : VX017850.D

Aca On : 10 Aug 2020 15:14

Operator : JC/SP

Sample : L3675-07

Misc - 25.0mL/MSVOA X/WATER

ALS Vial :© 12 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR0O80720WMA .M
TRACE VOA SOM01.0

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX017850.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081020\
Data File : VX017850.D

Aca On : 10 Aug 2020 15:14

Operator : JC/SP

Sample : L3675-07

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTRO80720WMA _M
Quant Title : 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 Imidazol-5(2H)-one, 4-amino... Concentration Rank 3

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

1.16 0.65 ug/L 55489 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Imidazol-5(2H)-one. 4-amino-2-(2... 196 C7H8N403 318259-17-5 50
2 1-Propvne. 3-bromo- 118 C3H3Br 000106-96-7 45
3 2-Nonvnoic acid 154 C9H1402 001846-70-4 45
4 1-Propvne. 3-chloro- 74 C3H3CI 000624-65-7 39
5 Furan 68 C4H40 000110-00-9 39

Abundance Scan 12 (1.160 min): VX017850.D (-9) (-) m/z 39.00 100.00%

5000

1.20 1.30 1.40 1.50 1.60
m/z 43.05 90.79%

ol 64 85 110127 150 188 208 226 262 281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58484: Imidazol-5(2H)-one, 4-amino-2-(2-furyl)-, oxime, 3...

5000
1.20 1.30 1.40 1.50 1.60

m/z 44.00 86.25%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
39
T e e
1.20 1.30 1.40 1.50 1.60
5000 m/z 41.05 70.95%
118
25 65 81 95

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27617: 2-Nonynoic acid B e AR ARARER
1.20 1.30 1.40 1.50 1.60

m/z 42.05 32.60%

5000

109 128 154
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1.20 1.30 1.40 1.50 1.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081020\
Data File : VX017850.D

Aca On : 10 Aug 2020 15:14

Operator : JC/SP

Sample : L3675-07

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR0O80720WMA .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 Ethyl Acetate Concentration Rank 2

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

4.80 1.43 ug/L 121488 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl Acetate 88 C4H802 000141-78-6 59
2 Ethvl Acetate 88 C4H802 000141-78-6 58
3 Ethvl Acetate 88 C4H802 000141-78-6 58
4 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 50
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 50

Abundance Scan 609 (4.800 min): VX017850.D (-601) (-) m/z 43.00 100.00%
a3
5000
7f 88 107 132146 166 191 209 240 278 440 460 430 500 520
Ot b 207 132146 166 191 209 240 278 | n,57 70,00 13.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2017: Ethyl Acetate
43
5000
4.40 4.60 4.80 5.00 5.20
29 m/z 61.00 12.82%
15 61
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
4.40 4.60 4.80 5.00 5.20
5000 m/z 45.00 10.25%
15 29 o 88
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2015: Ethyl Acetate P T T
43 4.40 4.60 4.80 5.00 5.20
m/z 73.10 5.71%
5000
61
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081020\
Data File : VX017850.D

Aca On : 10 Aug 2020 15:14

Operator : JC/SP

Sample : L3675-07

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR0O80720WMA .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 1

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

8.37 1.86 ug/L 158215 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1.3-dichloro- 128 C3H6CI20 000096-23-1 38
2 Methane. oxvbislchloro- 114 C2H4CI20 000542-88-1 37
3 1.3-Cvclohexadiene 80 C6H8 000592-57-4 32
4 3-Thiatricvclol3.1.1.0(2.4)Theptane 112 C6H8S 1000221-37-0 32
5 2-Propanol, 1,3-dichloro- 128 C3H6CI20 000096-23-1 25

Abundance Scan 1195 (8.372 min): VX017850.D (-1189) (-) m/z 79.00 100.00%
79
5000 42
114 SIS B GO
8.00 8.20 8.40 8.60 8.80
0 ...,...:,.~.-|.'.6,1.. ...9.6,...|! 45 172 191207222 281300 | nzo 42,00 43.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #11979: 2-Propanol, 1,3-dichloro-
79
5000
43 8.00 8.20 8.40 8.60 8.80
15 m/z 81.00 28.72%
N 61 95 125
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
79
49 8.00 8.20 8.40 8.60 8.80
5000 m/z 114.00 23.10%
29
0 14 64 109
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #1080: 1,3-Cyclohexadiene I EERREERE RS S
9 8.00 8.20 8.40 8.60 8.80
m/z 50.85 17.99%
5000
39
o 6
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 8.00 8.20 8.40 8.60 8.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX081020\
Data File : VX017850.D

Acq On : 10 Aug 2020 15:14

Operator : JC/SP

Sample : L3675-07

Misc : 25.0mL/MSVOA_X/WATER

ALS Vial : 12 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR0O80720WMA .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]
Imidazol-5(2H)-on. .. 1.16 0.7 ug/L 55489 1 6.83 424197 5.0
Ethyl Acetate 4.80 1.4 ug/L 121488 1 6.83 424197 5.0
unknown-01 8.37 1.9 ug/L 158215 1 6.83 424197 5.0
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