LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052720\
Data File : VU038314.D

Aca On 27 May 2020 12:41

Operator : JC/MD

Sample : L2749-01

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\SOMUTRO50720WMA .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

1.597 72 80 99 rBv2 258715 405391 21.45% 2.509%
1.700 105 112 125 rVB 46228 55664 2.95% 0.345%
184 197 rVB 121063 158856 8.41% 0.983%
2.594 374 390 400 rBV 233440 394397 20.87% 2.441%
2.658 400 410 437 rVB 155818 290509 15.37% 1.798%

abrwNPE
=
o
W
N
=
\l
)]

3.227 568 587 624 rBV 280119 790294 41.82% 4.892%
3.616 692 708 725 rBv4 11325 27826 1.47% 0.172%
977 1012 rBV 727869 1889907 100.00% 11.698%
4.665 1019 1034 1052 rBV 256283 630650 33.37% 3.904%
5.102 1153 1170 1194 rVB 228481 499825 26.45% 3.094%
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11 5.423 1252 1270 1290 rBV3 22237 52354 2.77% 0.324%
12 5.761 1353 1375 1407 rBV2 451966 1192993 63.12% 7.384%
13 6.282 1516 1537 1555 rBvV 369408 720382 38.12% 4._.459%
14 6.420 1568 1580 1597 rBV2 34106 68642 3.63% 0.425%
15 6.722 1657 1674 1692 rBV 289789 562391 29.76% 3.481%

16 7.157 1793 1809 1817 rBV 696717 1438019 76.09% 8.901%
17 7.591 1932 1944 1965 rBV 157831 273125 14.45% 1.691%
18 7.922 2030 2047 2061 rBvV 566450 1016668 53.79% 6.293%
19 7.992 2062 2069 2080 rvVv 37387 69861 3.70% 0.432%
20 8.201 2121 2134 2146 rBV 101204 179315 9.49% 1.110%

21 8.504 2216 2228 2241 rVB4 14259 32848 1.74% 0.203%
22 8.655 2260 2275 2287 rBV 855267 1470440 77.80% 9.102%
23 8.806 2314 2322 2332 rVB4 26331 38992 2.06% 0.241%
24 9.436 2504 2518 2543 rBV 520582 879004 46.51% 5.441%
25 10.359 2795 2805 2818 rVB3 24738 39665 2.10% 0.246%
26 10.462 2828 2837 2846 rVB 13466 20983 1.11% 0.130%
27 10.771 2919 2933 2945 rBV 236921 381283 20.17% 2.360%
28 10.902 2961 2974 2986 rVB3 22199 37533 1.99% 0.232%
29 11.041 3001 3017 3028 rVB4 13024 24760 1.31% 0.153%
30 11.700 3207 3222 3231 rBV3 13639 22810 1.21% 0.141%
31 11.825 3249 3261 3281 rVB 575982 961799 50.89% 5.953%
32 12.079 3330 3340 3351 rBV3 15026 28956 1.53% 0.179%
33 12.205 3363 3379 3393 rBvV 602510 963469 50.98% 5.964%
34 12.462 3448 3459 3467 rBv4 12014 19179 1.01% 0.119%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052720\
Data File : VU038314.D

Aca On 27 May 2020 12:41

Operator : JC/MD

Sample : L2749-01

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 - 0 Peak Location: TOP

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

Method > Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
Title - TRACE VOA SOMO1.0

35 12.520 3468 3477 3486 rBV2 27315 42786 2.26% 0.265%
36 12.796 3554 3563 3573 rBV2 19910 33519 1.77% 0.207%
37 12.909 3590 3598 3610 rVB3 20685 30229 1.60% 0.187%

38 14.114 3960 3973 3984 rBV 83513 132409 7.01% 0.820%
39 14.356 4031 4048 4066 rBV 142087 231615 12.26% 1.434%

40 14.764 4166 4175 4188 rBV3 12304 20435 1.08% 0.126%
41 16.754 4785 4794 4802 rBV5 15765 25853 1.37% 0.160%
Sum of corrected areas: 16155636
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052720\
Vu038314.D

27 May 2020 12:41

JC/MD

L2749-01

25_0mL/MSVOA U/WATER

1 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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\VU052720\
Data File : VU038314.D

Aca On 27 May 2020 12:41

Operator : JC/MD

Sample : L2749-01

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 3

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

3.23 5.49 ug/L 790294 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 78
3 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 64
4 3-Pentanol 88 C5H120 000584-02-1 56
5 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 37

Abundance Scan 588 (3.231 min): VU038314.D (-568) (-) m/z 59.05 100.00%

50
5000
41

280 300 320 340 360
0...,....,....,..3.6.',|:|...5,0..-:'.,....,7?..,...?9,...., m/z 41.10 20.55%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #859: 2-Propanol, 2-methyl-
59
5000

31 2.80 3.00 3.20 3.40 3.60
41 m/z 43.00 13.34%

15 26“36\\ 50|
O T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
59

2.80 3.00 3.20 3.40 3.60

5000 m/z 57.10 10.13%
81 41
15 26 50
o2t ey
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #858: 2-Propanol, 2-methyl- R e A Rmame na
59 280 300 320 340 360

m/z 39.00 8.60%
5000

41
15 ‘ ‘
\ 26 | L 53 | 74

0...,....,....,....,....,....,....,....,....,....I

m/z--> 10 20 30 50 60 70 80 90 280 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052720\
Data File : VU038314.D

Aca On 27 May 2020 12:41

Operator : JC/MD

Sample : L2749-01

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 Propane, 2-methyl-2-nitro- Concentration Rank 1

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

4.48 13.12 ug/L 1889910 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-methvl-2-nitro- 103 C4H9NO2 000594-70-7 50
2 Propanal. 2.2-dimethvl- 86 C5H100 000630-19-3 47
3 Propanal. 2.2-dimethvl- 86 C5H100 000630-19-3 45
4 Propane. 2-bromo-2-methvl- 136 C4H9Br 000507-19-7 45
5 Propane, 2-methyl-2-nitro- 103 C4H9NO2 000594-70-7 40

Abundance Scan 977 (4.481 min): VU038314.D (-952) (-) m/z 57.10 100.00%
41 57
5000
86
—— e e
420 440 460 4.80
37| |44 5053 6367 71 83
O'W“P“WMW““PNP“W“W!hPMP”4HW““va“W“M““P“W“W“' m/z 41.00 88.10%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4564: Propane, 2-methyl-2-nitro-
4 57
29
5000 U U L R R
420 4.40 4.60 4.80
m/z 39.00 31.63%
15 26“ 37\ | 46 51 | 1
Ofrrrrr e T T T T T T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
M 57
420 440 460 480
5000 29 m/z 86.10 28.47%
86
0 15 26 44 5053 70
A L) KAL) RN RN KA RN AR RALR LS RLAAN RALRA RAARNRARA) RRRN LARLERARMA LARRNRRALE AR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1779: Propanal, 2,2-dimethyl-  ma e e R
a1 57 420 440 460 4.80
m/z 43.00 17.91%
5000 29
86
o 15 24 37|45 5053, | 71 .
miz-> 8 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 5 90 95 420 440 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052720\
Data File : VU038314.D

Aca On 27 May 2020 12:41

Operator : JC/MD

Sample : L2749-01

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 2

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

7.16 9.98 ug/L 1438020 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 40
2 Dichloroacetic acid butvl ester 184 C6H10C1202 029003-73-4 38
3 Oxirane. 2-methvl-3-propvl-. trans- 100 C6H120 006124-91-0 37
4 Pentane. 2.2.4.4-tetramethvl- 128 C9H20 001070-87-7 33
5 Ethanedioic acid, dibutyl ester 202 C10H1804 002050-60-4 28

Abundance Scan 1810 (7.160 min): VU038314.D (-1793) (-) m/z 57.10 100.00%
g7
41
5000
72 85 SRS SRS RN
6.80 7.00 7.20 7.40
o..,....,....,....|,.-|...,'.-.'!:,.‘?“?'.,I..??..'..,...?‘,’9...,....,.. m/z 41.00 60.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7672: Butane, 2,2,3,3-tetramethyl-
57
5000
41 6.80 7.00 7.20 7.40
- m/z 56.10 30.95%
0 15 | “ “ 51 i 69 83 9\9
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
SR N R I
6.80 7.00 7.20 7.40
5000 sg A m/z 39.00 21.30%
83
35 48 65 O 111
e R RS RN RS RN RS IS AR RARSS RS RS N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3956: Oxirane, 2-methyl-3-propyl-, trans-
41 6.80 7.00 7.20 7.40

m/z 72.10 15.76%

5000 57 71 a5
0 [ 5Ll 65 79 100

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 680 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052720\
Data File : VU038314.D

Aca On 27 May 2020 12:41

Operator : JC/MD

Sample : L2749-01

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 Phenol, 4-(methylthio)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .36 1.20 ug/L 231615 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(methvithio)- 140 C7H80S 001073-72-9 59
2 1.2-Benzenediol. 3-methoxv- 140 C7H803 000934-00-9 59
3 1.4-Benzenediol. 2-methoxv- 140 C7H803 000824-46-4 59
4 Benzenethiol. 4-methoxv- 140 C7H80S 000696-63-9 59
5 Uracil, 5-ethyl- 140 C6H8N202 004212-49-1 59
Abundance Scan 4049 (14.359 min): VU038314.D (-4031) (-) m/z 125.10 100.00%
y 0
7 111
5000
41
97 181 14.00 14.20 14.40 14.60
9 83 . . . .
(1 .~.'|:-, il b b4 153165 | 196207 1 h /5714010 91.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18365: Phenol, 4-(methylthio)-
125 140
5000 AU SR RS &
14.00 14.20 14.40 14.60
97 m/z 57.05 62.41%
45 69 81
NI -7 A B N 0 N N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
140
125
14.00 14.20 14.40 14.60
5000 97 m/z 111.10 55.02%
51
o 15 27 39 68 /° 110
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #18331: 1,4-Benzenediol, 2—methoxy— LI LN L LB L N DL B
140 14.00 14.20 14.40 14.60
m/z 41.00 33.02%
125
5000 97
1527 % % 9y |
0:::‘: |‘W||”||‘l‘| |=||“||||‘|=‘|| |‘|||‘||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.20 14.40 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU052720\
Data File : VU038314.D

Acq On 27 May 2020 12:41

Operator : JC/MD

Sample : L2749-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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-Propanol, 2-met... 3.23 5.5 ug/L 790294 1 6.28 720382 5.0
Propane, 2-methyl... 4.48 13.1 ug/L 1889910 1 6.28 720382 5.0
(DEL) Alkane: Str... 7.16 10.0 ug/L 1438020 1 6.28 720382 5.0
Phenol, 4-(methyl... 14.36 1.2 ug/L 231615 3 11.83 961799 5.0
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