LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062320\
Data File : VU039052.D

Aca On : 23 Jun 2020 20:02

Operator : SY/MD

Sample : L3061-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 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 U\METHOD\SOMUTRO62320WMA .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 1.613 75 85 100 rvB 177034 210017 7.87% 1.138%
2 1.748 120 127 138 rVB 48997 61540 2.31% 0.333%
3 1.932 176 184 202 rVB 143324 187054 7.01% 1.013%
4 2.398 320 329 343 rVB 22133 36421 1.37% 0.197%
5 2.594 375 390 402 rBV 269184 446859 16.75% 2.421%
6 2.668 403 413 437 rVB 47911 126504 4.74% 0.685%
7 2.835 448 465 466 rBvV2 23032 40066 1.50% 0.217%
8 3.263 570 598 665 rBV2 385775 2667694 100.00% 14.453%
9 3.620 696 709 724 rVB2 13043 29976 1.12% 0.162%
10 3.906 786 798 813 rVB2 18045 42936 1.61% 0.233%

11 4.031 818 837 862 rBvV 356378 924075 34.64% 5.006%
12 4.671 1018 1036 1080 rVB2 271959 845069 31.68% 4.578%
13 5.099 1153 1169 1190 rBV 233999 516426 19.36% 2.798%
14 5.758 1350 1374 1406 rBV2 485100 1275344 47.81% 6.910%
15 6.279 1511 1536 1557 rVB 357384 784677 29.41% 4_.251%

16 6.719 1659 1673 1693 rBvV 305206 594662 22.29% 3.222%
17 6.941 1724 1742 1758 rBV 83130 165561 6.21% 0.897%
18 7.195 1804 1821 1837 rVB3 24031 49803 1.87% 0.270%
19 7.536 1916 1927 1934 rBV2 37697 63500 2.38% 0.344%
20 7.591 1934 1944 1960 rVB 156274 275915 10.34% 1.495%

21 7.739 1974 1990 2007 rBvV 302736 567619 21.28% 3.075%
22 7.919 2033 2046 2061 rBvV 566749 976622 36.61% 5.291%
23 8.198 2120 2133 2152 rBV 106092 183429 6.88% 0.994%
24 8.655 2256 2275 2314 rBV 954801 1697935 63.65% 9.199%
25 9.433 2504 2517 2538 rBv2 507118 961459 36.04% 5.209%

26 10.275 2765 2779 2801 rBV 496736 920466 34.50% 4_.987%
27 10.372 2801 2809 2824 rVB6 14026 30876 1.16% 0.167%
28 10.562 2860 2868 2887 rVB3 26530 48061 1.80% 0.260%
29 10.771 2916 2933 2948 rBV 253585 417446 15.65% 2.262%
30 11.044 3000 3018 3042 rBV 680009 1153787 43.25% 6.251%

31 11.822 3248 3260 3283 rVB2 506940 904523 33.91% 4.901%
32 12.205 3361 3379 3402 rBV2 588373 1251196 46.90% 6.779%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062320\
Data File : VU039052.D

Aca On : 23 Jun 2020 20:02

Operator : SY/MD

Sample : L3061-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO62320WMA .M
TRACE VOA SOM01.0

Sum of corrected areas: 18457518
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VYU062320\
Data File : VU039052.D

Aca On : 23 Jun 2020 20:02

Operator : SY/MD

Sample : L3061-05

Misc - 25.0mL/MSVOA U/WATER

ALS Vial :© 21 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA .M
TRACE VOA SOM01.0

Quant Method
Quant Title

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU039052.D
800000
600000
400000 3.26
200000{ 161 o4
1.75
3.9
R o s e e R ——r—r P — i
Time--> 1.50 2.00 2.50 3.00 3.50 4m
Abundance TIC: VU039052.D
8|65
800000
11.04
600000 12
9.43 10.28 11.82
400000
10.77
200000 7 59
69 8.20
H Jl 0.3710.56 J
ok o] o e T — Ly e - v L
Time--> 7 oo 7 50 8.50 9.00 9.50 10. oo 10.50 11.00 11.50 12. oo
Abundance TIC: VU039052.D
800000
600000
400000
200000
0l et T — — T — e - - S —— =
Time--> 1%0 Bm 1%0 Mm Mm 1%0 ﬁm 1%0 mm 1m0 nm
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062320\
Data File : VU039052.D

Aca On : 23 Jun 2020 20:02

Operator : SY/MD

Sample : L3061-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA .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-Propanol, 2-methyl- Concentration Rank 1

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

3.26 17.00 ug/L 2667690 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 78
2 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 64
3 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 64
4 3-Pentanol 88 C5H120 000584-02-1 64
5 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 38

Abundance Scan 597 (3.260 min): VU039052.D (-570) (-) m/z 59.10 100.00%
59
5000
41
3.00 3.20 3.40 3.60
37/ |,|45 50 55 72 89
0'W“W““W“P“W“W“W“JJ¢v“wm4”'W“P“WNW““W“P“W“WN m/z 40.95 21.83%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 ij
Abundance #859: 2-Propanol, 2-methyl-
59
5000
- 3.00 3.20 3.40 3.60
41 m/z 42.95 15.03%
o 1518 27| 37, |45 50 55|
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
59
3.00 3.20 3.40 3.60
5000 m/z 57.10 10.68%
81 41
4 1518 27 37 45 50 55
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #858: 2-Propanol, 2-methyl-
59 3.00 3.20 3.40 3.60
m/z 39.00 9.57%
5000
31
15 41
0 “I”'W'“'L'”I“'W?ZIP'”I“'“'J?ﬁ'“l'“?ﬁl'i”'W'”'P'Z?“'W'”'P'“I”'W'“
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062320\
Data File : VU039052.D

Aca On : 23 Jun 2020 20:02

Operator : SY/MD

Sample : L3061-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA .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 Diisopropyl ether Concentration Rank 3

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

4.03 5.89 ug/L 924075 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diisopropvl ether 102 C6H140 000108-20-3 86
2 Diisopropvl ether 102 C6H140 000108-20-3 78
3 1-Propanol. 2-(1-methvlethoxv)- 118 C6H1402 003944-37-4 64
4 Diisopropvl ether 102 C6H140 000108-20-3 64
5 2-Propanone, l-methoxy- 88 C4H802 005878-19-3 50

Abundance Scan 837 (4.031 min): VU039052.D (-818) (-) m/z 45.00 100.00%
45
5000 /\
87 SRR A C—
39 59 360 3.80 4.00 420 4.40
69
Ol i S8 o192 Tm/z 42.95 55.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4429: Diisopropyl ether
45
5000 R AL UL AR LA
360 3.80 4.00 4.20 4.40
50 87 m/z 87.10 26.76%
oL 15 2 39 6 78 102
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
45
360 3.80 4.00 4.20 4.40
5000 m/z 41.00 20.00%
87
59
o 27 39 69 102
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8864: 1-Propanol, 2-(1-methylethoxy)-
45 3.60 3.80 4.00 4.20 4.40

m/z 59.10 11.75%

5000
87
31 59
o o5 | 39| s3 | 69 75 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 360 380 400 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062320\
Data File : VU039052.D

Aca On : 23 Jun 2020 20:02

Operator : SY/MD

Sample : L3061-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA .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 2(1H)-Pyrimidinone, 4-amino- Concentration Rank 7

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

6.94 1.05 ug/L 165561 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Pvrimidinone. 4-amino- 111 C4H5N30 000071-30-7 59
2 2-Aminopvrimidine-1-oxide 111 C4H5N30 035034-15-2 56
3 2(1H)-Pvridinone. 3-hvdroxv- 111 C5H5NO2 016867-04-2 53
4 2(1H)-Pvrimidinone. 4-amino- 111 C4H5N30 000071-30-7 45
5 Bruceantin 548 C28H36011 041451-75-6 45

Abundance Scan 1742 (6.941 min): VU039052.D (-1724) (-) m/z 111.10 100.00%
5000 43
55 67 SRR U A AR
| | | 7783 9B 6.60 6.80 7.00 7.20
b e e et e e | Mz 43.00  51.82%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #6057: 2(1H)-Pyrimidinone, 4-amino-
111
5000
6.60 6.80 7.00 7.20
s A 69 m/z 67.10 18.63%
oL 18 ull 5 | 7 % 105
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
111
660 680 7.00 7.20
5000 m/z 55.10 17.52%
o8 95
44 53 60 81
s R R R A IS RS RS IS RARRS WARRS RN
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #6070: 2(1H)-Pyridinone, 3-hydroxy-
111 6.60 6.80 7.00 7.20
m/z 41.00 13.78%
5000
55
ol 18 % 3 65 8 %
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062320\
Data File : VU039052.D

Aca On : 23 Jun 2020 20:02

Operator : SY/MD

Sample : L3061-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA .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 5 Furan, tetrahydro-2,2,5,5-t... Concentration Rank 5

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

7.74 3.62 ug/L 567619 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. tetrahvdro-2.2.5.5-tetram... 128 C8H160 015045-43-9 64
2 Furan. tetrahvdro-2.2.5.5-tetram... 128 C8H160 015045-43-9 56
3 Furan. tetrahvdro-2.2.4.4-tetram... 128 C8H160 003358-28-9 53
4 4-Piperidinone. l1-methvl- 113 C6H11NO 001445-73-4 50

5 Ethosuximide 141 C7H11NO2 000077-67-8 47
Abundance Scan 1990 (7.739 min): VU039052.D (-1974) (-) m/z 43.00 100.00%
a8
70 113
5000 95
95
| | 7.40 7.60 7.80 8.00
o..,....,....,..3.6.|i|!...,.'.:.,‘??.'.',-....,?‘?..,....,....,..-..,.1.?‘?,... m/z 70.10 54.86%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12639: Furan, tetrahydro-2,2,5,5-tetramethyl-
43
5000
55 70 113 7.40 7.60 7.80 8.00
m/z 113.10 52.03%
27 95
0 NI N | 8
L e s | S
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
S
7.40 7.60 7.80 8.00
5000 55 m/z 55.10 47.81%
113
70
o7 95
0 36 63 81 105
e L as == SR
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12643: Furan, tetrahydro-2,2,4,4-tetramethy!-
a3 7.40 7.60 7.80 8.00
m/z 95.10 22 .59%
5000 o 113
70 83
0 2 36 62 | | 9% 105 | 127
s 1 = N A e e R BB S S
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062320\
Data File : VU039052.D

Aca On : 23 Jun 2020 20:02

Operator : SY/MD

Sample : L3061-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA .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 6 2-Hexanol, 2,5-dimethyl-, (S)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.28 4.79 ug/L 920466 Chlorobenzene-d5 9.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol. 2.5-dimethvl-. (S)- 130 C8H180 003730-60-7 90
2 2-Hexanol. 2.5-dimethvl-. (S)- 130 C8H180 003730-60-7 56
3 2-Octanol. 2.6-dimethvl- 158 C10H220 018479-57-7 50
4 2-Hexanol. 2.3-dimethvl- 130 C8H180 019550-03-9 45
5 2-Hydroxy-2,4-dimethyl-3-pentanone 130 C7H1402 003212-67-7 45

Abundance Scan 2780 (10.279 min): VU039052.D (-2765) (-) m/z 59.10 100.00%
59
5000 jk_
41 SRR UM BN B
|| 49 || 69 g O us 10.00 10.20 10.40 10.60
Olerrrrrprrrr bl 8L e | M/Z 41.10  22.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13760: 2-Hexanol, 2,5-dimethyl-, (S)-
509
5000 U SN BN B
10.00 10.20 10.40 10.60
m/z 43.00 19.99%
41 97
69
o153 gl oy M8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
59
10.00 10.20 10.40 10.60
5000 m/z 55.10 19.76%
43
27
. 1 e 97 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #29640: 2-Octanol, 2,6-dimethyl-
50 10.00 10.20 10.40 10.60
m/z 56.10 13.86%
5000
41 69
0 3 oTs0p, | B 95 111 125 143
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062320\
Data File : VU039052.D

Aca On : 23 Jun 2020 20:02

Operator : SY/MD

Sample : L3061-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA .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 7 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.04 6.38 ug/L 1153790 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dimethvlbutvl isopropvlphosp... 210 C9H20F02P 1000298-25-6 42
2 1H-Pvrazole-4-carboxvlic acid. 3... 127 C4H5N302 041680-34-6 35
3 Ethanone. 1l-cvclopropvl- 84 C5H80 000765-43-5 27
4 1H-Pvrazole. 4.5-dihvdro-5-methvl- 84 C4H8N2 001568-20-3 27
5 2-Pentene, 4-methyl-, (2)- 84 C6H12 000691-38-3 27
Abundance Scan 3017 (11.041 min): VU039052.D (-3000) (-) m/z 43.00 100.00%
69
127
84 109
5000
55
o 1080 1100 1170 1140
o} e m/z 69.10 83.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69930: 1,3-Dimethylbutyl isopropylphosphonofluoridate
1.7
5000 UL DAL SUML SRR B
43 69 10.80 11.00 11.20 11.40
84 153 m/z 127.20  73.49%
o L ‘ | 10111l | 137 ‘ 167 195
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109 .
10.80 11.00 11.20 11.40
5000 m/z 109.20 55.66%
52
43 68 81 91
S L L S L L BN R B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1435: Ethanone, 1-cyclopropyl- I R REEE R E s
43 69 10.80 11.00 11.20 11.40

m/z 84.10 52 .24%

5000

27
e blll 5\5 1
< N — S U I G —

m/z--> 20 40 60 80 100 120 140 160 180 200 10.80 11.00 11.20 11.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU062320\
Data File : VU039052.D

Acq On : 23 Jun 2020 20:02

Operator : SY/MD

Sample - L3061-05

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA .M
TRACE VOA SOMO1.0

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]
2-Propanol, 2-met... 3.26 17.0 ug/L 2667690 1 6.28 784677 5.0
Diisopropyl ether 4.03 5.9 ug/L 924075 1 6.28 784677 5.0
2(1H)-Pyrimidinon. .. 6.94 1.1 ug/L 165561 1 6.28 784677 5.0
Furan, tetrahydro... 7.74 3.6 ug/L 567619 1 6.28 784677 5.0
2-Hexanol, 2,5-di... 10.28 4.8 ug/L 920466 2 9.43 961459 5.0
unknown-01 11.04 6.4 ug/L 1153790 3 11.82 904523 5.0
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