LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062420\
Data File : VU039057.D

Aca On 24 Jun 2020 11:42

Operator : SY/MD

Sample : L3061-02

Misc : 25.0mL/MSVOA U/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 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 2.594 377 390 404 rBV2 276099 471696 1.06% 0.787%
2 4.674 1022 1037 1081 rvB2 235040 790056 1.77% 1.317%
3 5.102 1153 1170 1200 rBV 244090 543258 1.22% 0.906%
4 5.758 1352 1374 1385 rBv2 476512 1282712 2.88% 2.139%
5 6.279 1516 1536 1559 rVB 346346 649147 1.46% 1.083%

6.719 1659 1673 1692 rBvV 308861 602890 1.35% 1.005%
6.944 1722 1743 1764 rBV 1629613 3120427 7.01% 5.204%
7.739 1974 1990 2007 rBV 434026 811133 1.82% 1.353%
7.922 2033 2047 2062 rBV 591007 996657 2.24% 1.662%
8.658 2261 2276 2308 rBV 920784 1648152 3.70% 2.748%

=
QO ~NO®

11 9.436 2505 2518 2539 rBV2 509484 1004470 2.26% 1.675%
12 10.279 2765 2780 2800 rBV 971799 1717882 3.86% 2.865%
13 11.047 2995 3019 3061 rBV 26666975 44530022 100.00% 74.258%
14 11.825 3248 3261 3278 rBV 495601 803457 1.80% 1.340%
15 12.208 3364 3380 3401 rVB 564155 994423 2.23% 1.658%

Sum of corrected areas: 59966382

SOMUTR062320WMA_M Thu Jun 25 17:15:32 2020 Page: 1



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 U\DATA\VU062420\
VU039057.D

24 Jun 2020 11:42

SY/MD

L3061-02

25_0mL/MSVOA U/WATER

1 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA .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 U\DATA\VU062420\
Data File : VU039057.D

Aca On 24 Jun 2020 11:42

Operator : SY/MD

Sample : L3061-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 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(1H)-Pyrimidinone, 4-amino- Concentration Rank 2

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

6.94 24 .03 ug/L 3120430 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1IH)-Pvrimidinone. 4-amino- 111 C4H5N30 000071-30-7 50
2 2(1H)-Pvridinone. 3-hvdroxv- 111 C5H5NO2 016867-04-2 45
3 2(1H)-Pvrimidinone. 4-amino- 111 C4H5N30 000071-30-7 45
4 2-Aminopvrimidine-1-oxide 111 C4H5N30 035034-15-2 42
5 2(1H)-Pyrimidinone, 4-amino- 111 C4H5N30 000071-30-7 39

Abundance Scan 1742 (6.941 min): VU039057.D (-1722) (- m/z 111.10 100.00%
111
5000 43
= 93 6.60 6.80 7.00 7.20
83 - - - -
0 ..,....,....,..3.6.|i|:...,-.'.|..~,..'.|.',.7ﬁ4.. el S 224 Tm/z 43.00  47.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6057: 2(1H)-Pyrimidinone, 4-amino-
111
5000 SRR U RS AR
6.60 6.80 7.00 7.20
5 B 69 m/z 67.10 17.46%
0 "I"%%""I""P"'I'éé'l""I"”I""I'??'I"“I""I'"'I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
111
6.60 6.80 7.00 7.20
5000 m/z 55.10 17.23%
55
0 18 28 39 65 83 03
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6056: 2(1H)-Pyrimidinone, 4-amino- N s e e aa m
111 6.60 6.80 7.00 7.20
m/z 41.00 12.13%
5000
! 69
83
0"P'“I”“W'””mu”lﬁil”JL'”'P'”Iﬁ?I”'WI”'P'”I”' USSR SRS A AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062420\
Data File : VU039057.D

Aca On 24 Jun 2020 11:42

Operator : SY/MD

Sample : L3061-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 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 Furan, tetrahydro-2,2,5,5-t... Concentration Rank 4

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

7.74 6.25 ug/L 811133 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 72
2 Furan. tetrahvdro-2.2.5.5-tetram... 128 C8H160 015045-43-9 64
3 Furan. tetrahvdro-2.2.4.4-tetram... 128 C8H160 003358-28-9 53
4 4-Piperidinone. 1l-methvl- 113 C6H11NO 001445-73-4 50
5 Furan, tetrahydro-2,2,4,4-tetram... 128 C8H160 003358-28-9 45

Abundance Scan 1990 (7.739 min): VU039057.D (-1974) (-) m/z 43.00 100.00%
43
70
5000 55 113
95
7.40 7.60 7.80 8.00
o..,....,....,....|,|!:..,.'.:.|,‘??.'.',-....ﬁ‘?...,....,....,..-..,.1.?‘?,... m/z 70.10  55.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12642: Furan, tetrahydro-2,2,5,5-tetramethyl-
43
5000 55 rryrrrrrTTrTTTT T T rT T T T
20 113 7.40 7.60 7.80 8.00
o5 m/z 113.20 51.80%
o sl les s | 105
mz-> 10 % % 40 80 60 70 85 9 100 110 130 130
Abundance
43
740 7.60 7.80 8.00
5000 m/z 55.10 46.49%
% 70 113
15 27 95
83
G R RS R AR RARAS RAARS AL RS RALAS RSN RARAS RARRS LRSS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12643: Furan, tetrahydro-2,2,4,4-tetramethyl-
43 7.40 7.60 7.80 8.00
m/z 95.10 24 .00%
5000 - 113
- 70 83
0 7 36/ 62 | | 95 105 | 127
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062420\
Data File : VU039057.D

Aca On 24 Jun 2020 11:42

Operator : SY/MD

Sample : L3061-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 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-Hexanol, 2,5-dimethyl-, (S)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.28 8.55 ug/L 1717880 Chlorobenzene-d5 9.44
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 72
3 2-Hexanol. 2.5-dimethvl-. (S)- 130 C8H180 003730-60-7 50
4 2-Octanol. 2.6-dimethyvl- 158 C10H220 018479-57-7 50
5 6-Methyl-2-heptanol, methyl ether 144 C9H200 1000365-52-0 45

Abundance Scan 2780 (10.279 min): VU039057.D (-2765) (-) m/z 59.10 100.00%
59
5000 /\\
41 69 e e R
97 115 1000 10.20 10.40 10.60
53
o..,....,....,....',|.|.‘.‘7.,..|!|',-....|,~....7,9.5.*.3.?1...'.,...19?:.'..,... m/z 41.00 21.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13760: 2-Hexanol, 2,5-dimethyl-, (S)-
59
5000 T T T T T T T T TR
mmmmmmmm
m/z 42.95 19.29%
41 97
69 115
0"I'}$'I'"'f%"'l't'%?"H'I""“""?%"'I"'tl""l"M'I"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
59
110,00 10.20 10.40 10.60
5000 m/z 55.10 19.09%
43
27
a3 71 83 97 115
e B A R R UL IR L IS LSS WS BARRN WA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13761: 2-Hexanol, 2,5-dimethyl-, (S)-
59 10.00 10.20 10.40 10.60
m/z 56.10 13.86%
5000 41
69
27 97
53 115
. N W 11| NP S RN A N e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 1000 1020 1040 1060
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062420\
Data File : VU039057.D

Aca On 24 Jun 2020 11:42

Operator : SY/MD

Sample : L3061-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 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 4 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.05 277.12 ug/L 44530000 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Thiophenecarboxaldehvde. oxime 127 C5H5NOS 029683-84-9 35
2 Furan. 2.3-dihvdro-3-methvl- 84 C5H80 001708-27-6 27
3 Pentane. 2-chloro-4-methvl- 120 C6H13ClI 025346-32-1 27
4 Cvclopropane. (1.2-dimethvlpropvl)- 112 C8H16 006976-27-8 27
5 1-Piperidinamine, N-[1-(ethylazo... 184 C9H20N4 059856-64-3 25
Abundance Scan 3020 (11.050 min): VU039057.D (-2995) (-) m/z 43.00 100.00%
43 69 127
a4 109
5000
57
97 141 10.80 11.00 11.20 11.40
o..,....,....,....',::..,.'.~.|.-,...'.;'.‘...,-.'.'..,...-:,....,'...1.1,9'..!,....,'....,1.“.3?‘.,.. m/z 69.10 87.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11729: 2-Thiophenecarboxaldehyde, oxime
127
84
5000 U LI SRR SO SR
10.80 11.00 11.20 11.40
39 m/z 127.20 79.29%
16 28 ‘ 50 58 69 100 H0
O T R A S Re
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
69
41 o 10,80 11.00 11.20 11.40
5000 m/z 109.20 58.68%
27 55
18
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9320: Pentane, 2-chloro-4-methyl- B L R ma
69 10.80 11.00 11.20 11.40
m/z 84.10 55.04%
41 84
5000
27 ‘ 56
0'WE?VHM“”L“w“mvhﬁ““v“WHHVHWH“PHWH“PHWH“V' LA I SRR DU SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 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\VU062420\
Data File : VU039057.D

Acq On 24 Jun 2020 11:42

Operator : SY/MD

Sample - L3061-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA .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)-Pyrimidinon. .. 6.94 24_0 ug/L 3120430 1 6.28 649147 5.0
Furan, tetrahydro... 7.74 6.3 ug/L 811133 1 6.28 649147 5.0
2-Hexanol, 2,5-di... 10.28 8.6 ug/L 1717880 2 9.44 1004470 5.0
unknown-01 11.05 277.1 ug/L 44530000 3 11.83 803457 5.0
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