LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052620\
Data File : VU038298.D

Aca On : 26 May 2020 15:50

Operator : JC/MD

Sample : L2749-02

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\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

1.498 43 49 56 rBv2 15539 19463 1.05% 0.117%
1.600 72 81 100 rBv2 318921 486948 26.15% 2.937%
112 121 rVB 50374 59723 3.21% 0.360%
1.932 175 184 201 rVB 128549 173059 9.29% 1.044%
2.591 373 389 399 rBvV 256762 429842 23.09% 2.593%
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2.652 399 408 425 rVB 160801 270835 14.55% 1.633%
3.208 562 581 598 rBV 317016 706537 37.95% 4.261%
708 724 rBV3 11298 25481 1.37% 0.154%
4.481 954 977 1009 rBV 712263 1861930 100.00% 11.230%
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1 4.661 1017 1033 1051 rBV 259010 619565 33.28% 3.737%
11 4.742 1054 1058 1079 rVB2 25393 50186 2.70% 0.303%
12 5.102 1154 1170 1188 rBV 240799 515435 27.68% 3.109%
13 5.427 1253 1271 1286 rBV5 22692 52598 2.82% 0.317%

14 5.761 1352 1375 1407 rBV2 477409 1258026 67.57% 7.588%
15 6.279 1517 1536 1563 rVV 383198 786494 42 _.24% 4.744%

16 6.420 1567 1580 1601 rVvB2 34443 69206 3.72% 0.417%
17 6.722 1659 1674 1691 rBV2 299344 584599 31.40% 3.526%
18 7.156 1790 1809 1817 rBV 697589 1437685 77.21% 8.671%
19 7.591 1931 1944 1957 rBV 165664 288290 15.48% 1.739%
20 7.922 2033 2047 2061 rBvV 604689 1075896 57.78% 6.489%

21 7.989 2062 2068 2079 rvv2 37966 70558 3.79% 0.426%
22 8.201 2121 2134 2147 rBV2 107849 186341 10.01% 1.124%
23 8.443 2197 2209 2217 rBvV4 12904 23376 1.26% 0.141%
24 8.497 2218 2226 2240 rVB4 16282 37614 2.02% 0.227%
25 8.655 2260 2275 2287 rBV 819439 1431453 76.88% 8.634%
26 8.806 2314 2322 2332 rVB3 24809 37137 1.99% 0.224%
27 9.436 2505 2518 2538 rBvV 550175 941641 50.57% 5.679%
28 10.359 2793 2805 2821 rVB4 22834 37494 2.01% 0.226%
29 10.462 2827 2837 2850 rVB 13813 22598 1.21% 0.136%
30 10.770 2921 2933 2946 rBV 239730 384005 20.62% 2.316%
31 10.902 2959 2974 2989 rBV3 28364 48127 2.58% 0.290%
32 11.041 3003 3017 3029 rVB2 11880 22808 1.22% 0.138%
33 11.700 3208 3222 3231 rBV5 13137 20180 1.08% 0.122%

34 11.825 3248 3261 3279 rVB 613923 1023555 54.97% 6.173%

SOMUTRO50720WMA_M Wed May 27 14:16:45 2020 Page: 1



LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052620\
Data File : VU038298.D

Aca On : 26 May 2020 15:50

Operator : JC/MD

Sample : L2749-02

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\SOMUTRO50720WMA .M
Title - TRACE VOA SOMO1.0

35 12.082 3327 3341 3356 rBv4 13188 31436 1.69% 0.190%
36 12.204 3364 3379 3396 rBV 619191 1004872 53.97% 6.061%
37 12.462 3448 3459 3469 rBv4 12503 20254 1.09% 0.122%
38 12.520 3469 3477 3487 rBV 26113 40485 2.17% 0.244%
39 12.796 3552 3563 3574 rBV3 23374 43370 2.33% 0.262%
40 12.912 3587 3599 3606 rBV3 17740 27568 1.48% 0.166%

41 14.114 3963 3973 3988 rBVY 75964 122157 6.56% 0.737%
42 14.356 4037 4048 4061 rBV 132654 209575 11.26% 1.264%
43 16.751 4786 4793 4805 rBV6 11498 21802 1.17% 0.131%

Sum of corrected areas: 16580204
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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\VU052620\
Vu038298.D

26 May 2020 15:50

JC/MD

L2749-02

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\VU052620\
Data File : VU038298.D

Aca On : 26 May 2020 15:50

Operator : JC/MD

Sample : L2749-02

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.

3.21 4.49 ug/L 706537 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 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 37
5 4-Pentene-2-ol, 2-methyl 100 C6H120 000624-97-5 9

Abundance Scan 582 (3.211 min): VU038298.D (-562) (-) m/z 59.10 100.00%
59
5000 /\
T 280 300 320 340 3.60
0 ...,....,....,..3.6.',|:|...5,0..:'.,....,.73...,...?9,...., m/z 41.00 19.39%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #859: 2-Propanol, 2-methyl-
59
5000 AR ERRRSERARAE AR
- 280 3.00 3.20 3.40 3.60
41 m/z 43.00 13.78%
o 15 26 ‘ 36, || 50
L S S S S UL SU I UL IS UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
59
280 300 320 340 3.60
5000 m/z 57.10 9.92%
41
15
26 53 74
e L S S S S SU AL UL UL UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #860: 2-Propanol, 2-methyl- R ARENaR R
59 2.80 3.00 3.20 3.40 3.60
m/z 39.00 8.21%
5000
31
0 15 26\ ‘ ‘ ‘ 50
m/z--> 10 2'0 30 ' 50 6|O 70 8 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\VU052620\
Data File : VU038298.D

Aca On : 26 May 2020 15:50

Operator : JC/MD

Sample : L2749-02

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-bromo-2-methyl- Concentration Rank 1

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

4.48 11.84 ug/L 1861930 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 n-Hexane 86 C6H14 000110-54-3 53
3 Propanal. 2.2-dimethvl- 86 C5H100 000630-19-3 47
4 Propane. 2-bromo-2-methvl- 136 C4H9Br 000507-19-7 45
5 Propane, 2-methyl-2-nitro- 103 C4H9NO2 000594-70-7 45

Abundance Scan 977 (4.481 min): VU038298.D (-954) (-) m/z 57.10 100.00%
41 57
5000
86
—— e T
420 440 460 4.80
o..,....,....,...:;!'..?ﬁ-.n:,....7,.1...,....,....,....,....,....,....,... m/z 41.00 89.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15971: Propane, 2-bromo-2-methyl-
57
41
5000 29 U U L R R
420 4.40 4.60 4.80
m/z 39.00 32.04%
0 | 50 | 69 79 93 105112 123 135
miz> 10 % 30 4 % 60 7 80 6 1060 110 130 130 140
Abundance
57
4 420 440 460 480
5000 m/z 86.10 29.52%
29 86
oL 15 50 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1786: Propanal, 2,2-dimethyl- R e AR
M 57 420 440 4.60 4.80
m/z 43.00 18.32%
5000
29 86
0 15 ‘ ‘ 50 i 70
m/z--> 10 20 30 45 55 60 70 80 90 100 110 120 130 140 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052620\
Data File : VU038298.D

Aca On : 26 May 2020 15:50

Operator : JC/MD

Sample : L2749-02

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 unknown-01 Concentration Rank 2

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

7.16 9.14 ug/L 1437690 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanol. 3.3-dimethvl- 102 C6H140 000624-95-3 40
2 1-Butanesulfonvl chloride 156 C4H9CI02S 002386-60-9 38
3 1-Cvclopentvl-2.2-dimethvl-1-pro... 156 C10H200 337966-85-5 38
4 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 38
5 Oxirane, 2-methyl-3-propyl-, trans- 100 C6H120 006124-91-0 37

Abundance Scan 1810 (7.160 min): VU038298.D (-1790) (-) m/z 57.10 100.00%
57
41
5000
72 85 A L UL I
680 700 720 7.40
o..,....,....,....L:':.??.-.'.:,.‘??.,.'...,..L.,...???...,....,....,... m/z 41.00  60.46%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4472: 1-Butanol, 3,3-dimethyl-
57
69
41
5000

6.80 7.00 7.20 7.40

m/z 56.10 32.48%

\ | 87
..,....,....,‘....‘,..‘..,..‘.:,....}....,..‘.‘.,....,....,....,....,...
m/z--> 10 30 40 50 60 70 80 90 100 110 120 130
Abundance

4 97

o

29 e i

6.80 7.00 7.20 7.40
5000 m/z 39.00 22.03%

ol 15 48 64 72 83 91 99 114121
I o B B A AR e EEEaE S S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130

Abundance #28339: 1-Cyclopentyl-2,2-dimethyl-1-propanol e EETEEEEmE R

57 680 700 720 740

m/z 72.10 15.42%

41
5000
29 73
50 sl e

o

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 U\DATA\VU052620\
Data File : VU038298.D

Aca On : 26 May 2020 15:50

Operator : JC/MD

Sample : L2749-02

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 1.02 ug/L 209575 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(methvithio)- 140 C7H80S 001073-72-9 64
2 Phenol. 4-(methvlthio)- 140 C7H80S 001073-72-9 59
3 Benzene. (methvisulfinvl)- 140 C7H80S 001193-82-4 59
4 3-Amino-5-t-butvlisoxazole 140 C7H12N20 055809-36-4 59
5 Benzenethiol, 4-methoxy- 140 C7H80S 000696-63-9 59
Abundance Scan 4049 (14.359 min): VU038298.D (-4037) (-) m/z 125.10 100.00%
25 140
57 111
5000
41
Lol e e otes B 1000 140 1420 1240 1els0
b et g 398 IS L P27 Thy77140.20 0 91.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18369: Phenol, 4-(methylthio)-
125 140
5000 UL SRR RS &
14.00 14.20 14.40 14.60
45 g1 97 m/z 57.05 63.16%
15 27 || s7. 89 T | |
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 58.93%
45 97
o 27 53 69 O 111
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18389: Benzene, (methylsulfinyl)- R B
125 140 14.00 14.20 14.40 14.60
m/z 40.95 33.86%
5000 77 97
51
65
”1|5||2|7| |3|9”” |‘-‘-‘-“-‘|‘--‘-“-‘| Illow?lllh”l “....l....l....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\VU052620\
Data File : VU038298.D

Acq On : 26 May 2020 15:50

Operator : JC/MD

Sample : L2749-02

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... 3.21 4.5 ug/L 706537 1 6.28 786494 5.0
Propane, 2-bromo-... 4.48 11.8 ug/L 1861930 1 6.28 786494 5.0
unknown-01 7.16 9.1 ug/L 1437690 1 6.28 786494 5.0
Phenol, 4-(methyl... 14.36 1.0 ug/L 209575 3 11.83 1023560 5.0
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