LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU053120\
Data File : VU038420.D

Aca On : 30 May 2020 17:57

Operator : JC/MD

Sample : L2766-16

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\SOMUTR053120WMA .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

1.498 42 49 56 rBv2 15379 18261 1.02% 0.118%
1.610 73 84 100 rBV2 163453 258051 14.42% 1.661%
114 132 rBV 50055 84321 4.71% 0.543%
1.932 176 184 196 rVB 116569 151320 8.46% 0.974%
2.594 375 390 402 rBV 250230 420911 23.53% 2.710%
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2.681 402 417 457 rVB 120925 434810 24.30% 2.799%
3.308 571 612 613 rBvV2 93025 388191 21.70% 2.499%
709 726 rVB4 12301 30405 1.70% 0.196%
3.877 774 789 805 rvVvB5 6858 18595 1.04% 0.120%
4.482 956 977 1014 rBV 676644 1789002 100.00% 11.518%
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11 4.681 1023 1039 1059 rBV2 202875 671672 37.54% 4.324%
12 5.102 1152 1170 1189 rBV 218035 480282 26.85% 3.092%
13 5.758 1352 1374 1403 rBV2 435984 1156968 64.67% 7.449%
14 6.279 1516 1536 1563 rBV 406860 834779 46.66% 5.374%
15 6.424 1568 1581 1601 rBV2 32295 70203 3.92% 0.452%

16 6.723 1659 1674 1693 rBvV 268371 519469 29.04% 3.344%
17 6.912 1721 1733 1741 rBV5 9834 19118 1.07% 0.123%
18 7.157 1792 1809 1817 rBV 608672 1261929 70.54% 8.125%
19 7.591 1931 1944 1963 rBV 146551 254883 14.25% 1.641%
20 7.922 2032 2047 2062 rBV 519030 936466 52.35% 6.029%

21 7.993 2062 2069 2081 rvVv 32456 59177 3.31% 0.381%
22 8.202 2117 2134 2146 rBV 95885 169159 9.46% 1.089%
23 8.507 2217 2229 2241 rBV3 11714 25226 1.41% 0.162%
24 8.655 2261 2275 2312 rBV 852675 1637534 91.53% 10.543%
25 8.809 2312 2323 2333 rBv4 29738 48819 2.73% 0.314%
26 9.436 2503 2518 2551 rVB 592991 1006019 56.23% 6.477%
27 10.359 2795 2805 2819 rBV2 28718 45744 2.56% 0.295%
28 10.771 2921 2933 2945 rBV 224405 363063 20.29% 2.337%
29 11.041 3007 3017 3031 rVvB4 10484 18666 1.04% 0.120%
30 11.700 3208 3222 3232 rBV7 14758 23696 1.32% 0.153%
31 11.825 3248 3261 3280 rVB 645566 1069781 59.80% 6.887%
32 12.083 3327 3341 3354 rBV5 8054 19430 1.09% 0.125%
33 12.205 3365 3379 3391 rBV 543371 885645 49.50% 5.702%
34 12.523 3467 3478 3490 rBV 21293 35408 1.98% 0.228%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU053120\
Data File : VU038420.D

Aca On : 30 May 2020 17:57

Operator : JC/MD

Sample : L2766-16

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\SOMUTRO053120WMA .M
Title - TRACE VOA SOMO1.0

35 12.796 3553 3563 3574 rBV2 19879 32818 1.83% 0.211%
36 12.909 3588 3598 3607 rBv4 15115 22823 1.28% 0.147%

37 14.115 3961 3973 3988 rBvV 70244 112732 6.30% 0.726%
38 14.352 4036 4047 4060 rBV2 97331 157001 8.78% 1.011%

Sum of corrected areas: 15532377
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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 U\DATA\VU053120\
Vu038420.D

30 May 2020 17:57

JC/MD

L2766-16

25_0mL/MSVOA U/WATER

1 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR053120WMA .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\VU053120\
Data File : VU038420.D

Aca On : 30 May 2020 17:57

Operator : JC/MD

Sample : L2766-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 2-Propanol, 2-methyl- Concentration Rank 3

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

3.31 2.33 ug/L 388191 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 64
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 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 43

Abundance Scan 613 (3.311 min): VU038420.D (-571) (-) m/z 59.10 100.00%
59 ii
5000
41
|| 207 3.00 3.20 3.40 3.60
b et e e e e raae || M7z 41.100  20.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #860: 2-Propanol, 2-methyl-
50
5000
1 3.00 3.20 3.40 3.60
m/z 43.00 14 _15%
15 \\‘ \3 L
G L L U U S S B SR SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
300 320 340 360
5000 m/z 57.10 10.75%
31
15 43
74
G L L U U S S B SR SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #859: 2-Propanol, 2-methyl-
50 3.00 3.20 3.40 3.60
m/z 39.00 9.08%
5000
31
0 15 u\‘ \3 ‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU053120\
Data File : VU038420.D

Aca On : 30 May 2020 17:57

Operator : JC/MD

Sample : L2766-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 Propane, 2-bromo-2-methyl- Concentration Rank 1

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

4.48 10.72 ug/L 1789000 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-bromo-2-methvl- 136 C4H9Br 000507-19-7 59
2 3-Heptanone. 5-ethvl-4-methvl- 156 C10H200 027607-63-2 50
3 Propane. 2-methvl-2-nitro- 103 C4H9NO2 000594-70-7 50
4 Propanal. 2.2-dimethvl- 86 C5H100 000630-19-3 47
5 Propane, 2-bromo-2-methyl- 136 C4H9Br 000507-19-7 45

Abundance Scan 977 (4.482 min): VU038420.D (-956) (-) m/z 57.10 100.00%

41 g7
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86

420 440 460 480

50 71
o..,....,....,...:;!|...,~.-.'::,....,....,....,....,....,....,....,....,... m/z 41.10 88.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15971: Propane, 2-bromo-2-methyl-
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41
5000 29 LN L L L L L L L LB LB
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S 1 T v 1 L A CRE
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o
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86
43
o 21 50 69 77 99 109 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4566: Propane, 2-methyl-2-nitro- R e AR
4 57 4.20 4.40 4.60 4.80
29 m/z 43.10 18.53%
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1\5 ‘\ ‘ \‘\ ! 50 iR
Ol ettt el e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.20 4.40 4.60 4.80

SOMUTRO53120WMA .M Mon Jun 01 14:03:28 2020 Page: 5



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU053120\
Data File : VU038420.D

Aca On : 30 May 2020 17:57

Operator : JC/MD

Sample : L2766-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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.

7.16 7.56 ug/L 1261930 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 37
2 Pentane. 2.2.4.4-tetramethvl- 128 C9H20 001070-87-7 36
3 1-Cvclopentvl-2.2-dimethvl-1-pro... 156 C10H200 337966-85-5 36
4 Ethanedioic acid. dibutvl ester 202 C10H1804 002050-60-4 33
5 1-Butanol, 3,3-dimethyl- 102 C6H140 000624-95-3 33

Abundance Scan 1810 (7.160 min): VU038420.D (-1792) (-) m/z 57.10 100.00%
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU053120\
Data File : VU038420.D

Aca On : 30 May 2020 17:57

Operator : JC/MD

Sample : L2766-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Benzenethiol, 4-methoxy- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.35 0.73 ug/L 157001 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenethiol. 4-methoxv- 140 C7H80S 000696-63-9 59
2 Phenol. 4-(methvlthio)- 140 C7H80S 001073-72-9 59
3 Cvclohexanone. 2-acetvl- 140 C8H1202 000874-23-7 59
4 3-Amino-5-t-butvlisoxazole 140 C7H12N20 055809-36-4 53
5 3-tert-Butyl-2-pyrazolin-5-one 140 C7H12N20 029211-68-5 53

Abundance Scan 4046 (14.349 min): VU038420.D (-4036) (-) m/z 125.10 100.00%
125
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Ob v e |'- i Al 188165 L U207 s57140.20 74 86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18377: Benzenethiol, 4-methoxy-
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5000 ||||||||||||||||||||
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69 m/z 57.10 65.55%
45
o8 2 LS8l 82 e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
125 140
14.00 14.20 14.40 14.60
5000 m/z 111.10 50.29%
45 a1
27 58 69 111
o NSRS YR ATTRIR VPSS S S
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Abundance #18419: Cyclohexanone, 2-acetyl- e T
125 14.00 14.20 14.40 14.60
43 m/z 41.00 33.09%
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b2 e | bl N\‘ s pdr A e
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\VU053120\
Data File : VU038420.D

Acq On : 30 May 2020 17:57

Operator : JC/MD

Sample - L2766-16

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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... 3.31 2.3 ug/L 388191 1 6.28 834779 5.0
Propane, 2-bromo-... 4.48 10.7 ug/L 1789000 1 6.28 834779 5.0
unknown-01 7.16 7.6 ug/L 1261930 1 6.28 834779 5.0
Benzenethiol, 4-m... 14.35 0.7 ug/L 157001 3 11.82 1069780 5.0
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