LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062320\
Data File : VV017027.D

Aca On 22 Jun 2020 19:21

Operator : SY/MD

Sample : L3067-06

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 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\SOMVTR061720WMA .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 1.315 63 70 80 rvB 79837 81893 13.03% 1.368%
2 1.434 96 107 108 rBV10 24771 36374 5.79% 0.608%
3 1.579 146 152 164 rVB 67936 78700 12.52% 1.315%
4 2.126 310 322 334 rBV 134564 200945 31.97% 3.358%
5 3.212 648 660 674 rVB 31467 68006 10.82% 1.136%

3.319 680 693 697 rBV7Y 4419 7372 1.17% 0.123%

3.929 871 883 920 rBvV2 71794 235250 37.43% 3.931%
rBv2 108340 275303 43.80% 4_.600%
5.074 1221 1239 1259 rBV3 256441 628572 100.00% 10.503%
5.643 1403 1416 1431 rBV 228140 456832 72.68% 7.634%
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11 6.097 1543 1557 1577 rBV 145283 295724 47 .05% 4.942%
12 6.341 1617 1633 1651 rBvV2 102588 216729 34.48% 3.622%

13 6.958 1816 1825 1831 rBV2 3665 6407 1.02% 0.107%
14 7.010 1831 1841 1862 rVB 72685 133107 21.18% 2.224%
15 7.161 1875 1888 1903 rBV3 42659 84855 13.50% 1.418%
16 7.338 1928 1943 1960 rBvV 324118 562233 89.45% 9.395%
17 7.643 2027 2038 2052 rBvV 43522 77096 12.27% 1.288%
18 7.997 2142 2148 2157 rBV 3838 6666 1.06% 0.111%

19 8.113 2171 2184 2219 rBV 277973 536604 85.37% 8.967%
20 8.875 2408 2421 2440 rBvV 344031 560962 89.24% 9.374%

21 9.759 2685 2696 2704 rBV3 10239 19223 3.06% 0.321%
22 10.238 2831 2845 2857 rBV 100092 162480 25.85% 2.715%
23 10.502 2911 2927 2948 rBV2 96865 173447 27 .59% 2.898%
24 11.270 3155 3166 3185 rBV 365016 565432 89.96% 9.448%
25 11.646 3270 3283 3305 rVB 324103 514196 81.80% 8.592%

Sum of corrected areas: 5984408
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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\VV062320\
VV017027.D

22 Jun 2020 19:21

SY/MD

L3067-06

25.0mL/MSVOA V/WATER

9 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR061720WMA .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\VV062320\
Data File : VV017027.D

Aca On 22 Jun 2020 19:21

Operator : SY/MD

Sample : L3067-06

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR061720WMA .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 2(1H)-Pyridinone, 3-hydroxy- Concentration Rank 1

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

6.34 2.37 ug/L 216729 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Pvridinone. 3-hvdroxv- 111 C5H5NO2 016867-04-2 59
2 2(1H)-Pvrimidinone. 4-amino- 111 C4H5N30 000071-30-7 56
3 Benzene. 1l-chloro-4-(methvilsulfo... 190 C7H7CIO2S 000098-57-7 50
4 2-Aminopvrimidine-1-oxide 111 C4H5N30 035034-15-2 50
5 2-Heptenoic acid, 4-methylphenyl... 218 C14H1802 072060-10-7 45

Abundance Scan 1633 (6.341 min): VV017027.D (-1617) (-) m/z 111.10 100.00%
111
5000 43 /\
5567 BN SR N SRS
| 124 o1 6.00 6.20 6.40 6.60
0..”,.”.,”4.“r.hnnﬂ,... AN m/z 43.00 41.17%
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #6070. 2(1H)-Pyridinone, 3-hydroxy-
111
5000
6.00 6.20 6.40 6.60
55 m/z 55.00 16.70%
o 17 P30 | e 8 g
m/z--> 25 45 60 80 100 120 140 160 180 200 220
Abundance
111
6.00 6.20 6.40 6.60
5000 m/z 67.00 14 .34%
28 41 %9 &3
oL 15 56 95
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53377: Benzene, 1-chloro-4-(methylsulfonyl)-
111 6.00 6.20 6.40 6.60
m/z 39.00 11.80%
75
5000
50 127
99 175 oo
| 2739 | P | 87 ] ‘\L 151 | ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062320\
Data File : VV017027.D

Aca On 22 Jun 2020 19:21

Operator : SY/MD

Sample : L3067-06

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR061720WMA .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 Furan, tetrahydro-2,2,5,5-t... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
7.16 0.93 ug/L 84855 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Furan. tetrahvdro-2.2.5.5-tetram... 128 C8H160 015045-43-9 83
2 Furan. tetrahvdro-2.2.4.4-tetram... 128 C8H160 003358-28-9 53
3 2.5-Hexanediol. 2.5-dimethvl- 146 C8H1802 000110-03-2 50
4 4-Piperidinone. l1-methvl- 113 C6H11NO 001445-73-4 50
5 Furan, tetrahydro-2,2,5,5-tetram... 128 C8H160 015045-43-9 47

Abundance Scan 1888 (7.161 min): VV017027.D (-1875) (-) m/z 43.00 100.00%
ilc}
113
70
5000 55
95 IIIIIIIIIIIIIIIIIIII
6.80 7.00 7.20 7.40
ER L.
Obrr e prrr e ey el o el el ey || M/z 113.00  61.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12639: Furan, tetrahydro-2,2,5,5-tetramethyl-
43
5000 L L B O
55 70 113 6.80 7.00 7.20 7.40
m/z 70.10 53.54%
15 27 95
I O O A - - B
B B LA o o o e B e e e AR RERRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
6.80 7.00 7.20 7.40
5000 m/z 55.00 48.00%
55 113
29 70 83
o 36 62 9 105 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #22116: 2,5-Hexanediol, 2,5-dimethyl-
43 59 6.80 7.00 7.20 7.40
m/z 95.00 25.50%
70
5000
113
0 15 m‘ \‘ 51 o b 77 85 1 131
T e T R e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062320\
Data File : VV017027.D

Aca On 22 Jun 2020 19:21

Operator : SY/MD

Sample : L3067-06

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR061720WMA .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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.50 1.53 ug/L 173447 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dimethvlbutvl isopropvlphosp... 210 C9H20F02P 1000298-25-6 42
2 2-Thiophenecarboxaldehvde. oxime 127 C5H5NOS 029683-84-9 35
3 1H-Pvrazole. 4.5-dihvdro-5-methvl- 84 C4H8N2 001568-20-3 27
4 2-Nonen-4-one 140 C9H160 032064-72-5 27
5 Hexanal, 3,3-dimethyl- 128 C8H160 055320-57-5 27
Abundance Scan 2927 (10.502 min): VV017027.D (-2911) (-) m/z 42.95 100.00%
5000
141 10.20 10.40 10.60 10.80
0 154 197 m/z 127.10 80.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69930: 1,3-Dimethylbutyl isopropylphosphonofluoridate
127
5000 RN U B
43 69 10.20 10.40 10.60 10.80
84 153 m/z 69.10 76.86%
o L o ‘ . 101111 137 167 195
m/z--> 20 0 60 80 100 120 140 160 180 200
Abundance
127
84 10.20 10.40 10.60 10.80
5000 m/z 109.10 61.28%
39
16 28 58 69 100110
O e o L e .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1365: 1H-Pyrazole, 4,5-dihydro-5-methyl- R aRamno
69 10.20 10.40 10.60 10.80
42 m/z 84.10 52 .34%
5000 84
28
56
0..W.MuNN..4,.m.,U..w....“...,.”.,...w....“ S NS
m/z--> 20 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV062320\
Data File : VV017027.D

Acq On 22 Jun 2020 19:21

Operator : SY/MD

Sample : L3067-06

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR061720WMA .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]
2(1H)-Pyridinone, . .. 6.34 2.4 ug/L 216729 1 5.64 456832 5.0
Furan, tetrahydro... 7.16 0.9 ug/L 84855 1 5.64 456832 5.0
unknown-01 10.50 1.5 ug/L 173447 3 11.27 565432 5.0
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