LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU053020\
Data File : VU038387.D

Acq On : 29 May 2020 19:38

Operator : JC/MD

Sample : L2749-15 100X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 2 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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 SOM01.0
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.613 75 85 95 rBvV 135614 156250 4._86% 0.890%
2 1.932 176 184 199 rVB 122341 162191 5.05% 0.924%
3 2.401 320 330 348 rvB 58241 93975 2.92% 0.535%
4 2.591 377 389 407 rVB 238506 384449 11.96% 2.190%
5 4.035 819 838 859 rBV3 60601 159817 4._.97% 0.910%
6 4_575 990 1006 1019 rBVv4 16859 43014 1.34% 0.245%
7 4_.671 1021 1036 1075 rVB 228708 626237 19.48% 3.568%
8 5.102 1153 1170 1192 rBV 224890 488313 15.19% 2.782%
9 5.761 1352 1375 1381 rBV2 448287 1126844 35.05% 6.420%
10 5.809 1381 1390 1424 rVB 953993 1958481 60.93% 11.157%

11 6.282 1521 1537 1558 rBV 359550 693362 21.57% 3.950%
12 6.723 1656 1674 1689 rBvV 276570 541406 16.84% 3.084%
13 7.591 1931 1944 1963 rBV 143800 252482 7.85% 1.438%
14 7.922 2028 2047 2058 rBV 535502 941849 29.30% 5.366%
15 7.993 2058 2069 2114 rVB 1775113 3214555 100.00% 18.313%

16 8.202 2123 2134 2148 rVB2 90505 150617 4.69% 0.858%
17 8.655 2262 2275 2302 rBvV 793367 1429655 44.47% 8.145%
18 9.436 2501 2518 2523 rBV 519407 897672 27.93% 5.114%
19 9.587 2554 2565 2583 rVB 164262 269123 8.37% 1.533%
20 9.710 2590 2603 2619 rBvV 433408 717181 22.31% 4._.086%

21 10.115 2716 2729 2748 rBV 184400 307956 9.58% 1.754%
22 10.501 2831 2849 2863 rBV 89603 140760 4._.38% 0.802%
23 10.771 2921 2933 2945 rBV 215366 346919 10.79% 1.976%

24 10.912 2961 2977 2992 rBV3 40814 85172 2.65% 0.485%
25 11.005 2994 3006 3013 rBV5 23275 41156 1.28% 0.234%
26 11.304 3089 3099 3118 rVB 27951 46133 1.44% 0.263%
27 11.481 3144 3154 3167 rVB 63852 95953 2.98% 0.547%
28 11.825 3248 3261 3277 rBV 575626 929581 28.92% 5.296%
29 11.906 3277 3286 3298 rVB 39995 62448 1.94% 0.356%
30 12.108 3332 3349 3365 rBV3 39147 64150 2.00% 0.365%

31 12.205 3365 3379 3396 rBvV 580541 955452 29.72% 5.443%
32 16.967 4850 4860 4877 rBvV 97268 170166 5.29% 0.969%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU053020\
Data File : VU038387.D

Acq On : 29 May 2020 19:38

Operator : JC/MD

Sample : L2749-15 100X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 2 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\SOMUTRO50720WMA .M
TRACE VOA SOM01.0

Sum of corrected areas: 17553319
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU053020\
Vu038387.D

29 May 2020 19:38

JC/MD

L2749-15 100X

25_0mL/MSVOA_U/WATER

2 Sample Multiplier: 1

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

TRACE VOA SOM01.0

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: vU038387.D
1500000
1000000 5.81
500000 5.
6.28
2.59 4.67 5.10 6.7
161 193
A 2/.(10 4.03 45 /\
O 77—
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: vU038387.D
7199
1500000
1000000
8.65
. 12.
7.91 9.44 11.83
500000 9.71
7.59 8.20 oe e 10.50 a7
: : 10: 1.48 ) )
OAU VAL f\.../,\../\..ﬂ"%.ll.-:‘“%...#g“"’.ﬂl.
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: vU038387.D
1500000
1000000
500000
16.97
o T T T T T T T T T T T [T T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU053020\
Data File : VU038387.D

Acq On : 29 May 2020 19:38

Operator : JC/MD

Sample : L2749-15 100X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 2 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 Ethyl ether Concentration Rank 4

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

2.40 0.68 ug/L 93975 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethyl ether 74 C4H100 000060-29-7 90
2 Ethyl ether 74 C4H100 000060-29-7 90
3 Ethyl ether 74 C4H100 000060-29-7 80
4 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 74
5 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 64

Abundance Scan 330 (2.401 min): VU038387.D (-320) (-) m/z 59.10 100.00%
99
74
45
5000
IIIIIIIIIIII/\IIIIII
39, | | o1 2.00 2.20 2.40 2.60 2.80
...,..”,....,”..,...w....,.”.,.n..“...,..”, m/z 74.10 75.72%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #840: Ethyl ether
31
59
5000 45 74 I SR AR AR B

2.00 220 2.40 2.60 2.80
m/z 45.00 67 .32%

15 2% 39

| |
A A B B o B e e I LI B o o o o
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
31
59
74 2.00 220 2.40 2.60 2.80
5000 45 m/z 43.00 21.06%
15 26 39
T T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #841: Ethyl ether
31 2.00 220 2.40 2.60 2.80
m/z 41.05 13.44%
5000 45 59
74
15
2
m/z--> 10 20 30 40 50 60 70 80 90 2.00 220 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU053020\
Data File : VU038387.D

Acq On : 29 May 2020 19:38

Operator : JC/MD

Sample : L2749-15 100X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 2 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 Diisopropyl ether Concentration Rank 2

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

4.03 1.15 ug/L 159817 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diisopropyl ether 102 C6H140 000108-20-3 90
2 Diisopropyl ether 102 C6H140 000108-20-3 83
3 Diisopropyl ether 102 C6H140 000108-20-3 83
4 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 64
5 2-Propanone, l-methoxy- 88 C4H802 005878-19-3 59

Abundance Scan 837 (4.031 min): VU038387.D (-819) (-) m/z 45.00 100.00%
45
5000 ]\
87
w| ﬁg 69 102 360 3.80 4.00 420 4.40
R ¥ 1SS B N P S, m/z 43.00 51.10%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4429: Diisopropyl ether
45
5000 RIS SR LA SRR R
360 3.80 4.00 420 4.40
50 87 m/z 87.10 27.76%
15 27 39‘ ‘ 69 78 102
L S SRS SIS SURIL IULILILS UL IULELLS UL SO S I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
45
360 380 400 4.20 4.40
5000 m/z 41.00 17 .84%
87
27 39 ¥ e 102
mz> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4423: Diisopropy! ether
45 3.60 3.80 4.00 4.20 4.40

m/z 59.10 13.60%

5000
87
59
15 2 39 T 69 102

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\VU053020\
Data File : VU038387.D

Acq On : 29 May 2020 19:38

Operator : JC/MD

Sample : L2749-15 100X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 2 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 4 Mesitylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.48 0.52 ug/L 95953 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3154 (11.481 min): VU038387.D (-3144) (-) m/z 105.05 100.00%
105
5000 120
39 51 63 7|7 91 11.20 11.40 11.60 11.80
e L AUt/ NN ' N NS [ B | R m/z 120.10 49.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9402: Mesitylene
105
120
5000
11.20 11.40 11.60 11.80
. m/z 77.10 13.78%
39 91
"I'“'I"?ZI"'h“'"?f'?ﬁ'ﬁ?'I'"*P"'Ih"'I”*lW"””I“'"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
120 11.20 11.40 11.60 11.80
5000 m/z 91.05 11.82%
15 21 3 Blgges 1 9
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9420: Benzene, 1,2,4-trimethyl-

11.20 11.40 11.60 11.80
m/z 119.05 10.65%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU053020\
Data File : VU038387.D

Acq On : 29 May 2020 19:38

Operator : JC/MD

Sample : L2749-15 100X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 2 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 5 Butylated Hydroxytoluene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.97 0.92 ug/L 170166 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butylated Hydroxytoluene 220 C15H240 000128-37-0 99
2 Butylated Hydroxytoluene 220 C15H240 000128-37-0 97
3 Butylated Hydroxytoluene 220 C15H240 000128-37-0 95
4 Butylated Hydroxytoluene 220 C15H240 000128-37-0 90
5 Phenol, 2,6-bis(l,1-dimethylethy... 277 C17H27NO2 001918-11-2 90
Abundance Scan 4861 (16.970 min): VU038387.D 8;4850) () m/z 205.30 100.00%
205
5000
220
I 91105, 19 1| 161177 082 16.60 16.80 17.00 17.20
..WH.JHA,AHWHM,L“ﬂJm-.u..J“J”,u”p.”“.”“.““.. m/z 220.30 28.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77555: Butylated Hydroxytoluene
205
5000 SRR SV B U B
16.60 16.80 17.00 17.20
57 220 m/z 57.05 19.06%
41 77 91105 198t ‘ 161177 |
...lu..l‘....lu‘...‘l‘..‘.‘.lu‘..‘.‘l‘.l”.‘.‘ "|"" .1..].' M- \”” RARRARRRRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
205
16.60 16,80 17.00 17.20
5000 m/z 206.30 17 .05%
57 220
27 4 77 91105119 145161177191
Wmmwmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77554: Butylated Hydroxytoluene e et
205 16.60 16.80 17.00 17.20
m/z 145.10 13.97%
5000
57 220
2 4‘1 | Iy 8\1 1(\)5119 1“15 161 \ ‘ |
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 | | 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU053020\
Data File : VU038387.D

Acq On : 29 May 2020 19:38

Operator : JC/MD

Sample : L2749-15 100X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 2 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
TRACE VOA SOMO01.0

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]
Ethyl ether 2.40 0.7 ug/L 93975 1 6.28 693362 5.0
Diisopropyl ether 4.03 1.1 ug/L 159817 1 6.28 693362 5.0
Mesitylene 11.48 0.5 ug/L 95953 3 11.83 929581 5.0
Butylated Hydroxy... 16.97 0.9 ug/L 170166 3 11.83 929581 5.0
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