LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062420\
Data File : VV017084.D

Aca On 24 Jun 2020 20:17

Operator : SY/MD

Sample : L3105-08

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 17 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 V\METHOD\SOMVTR061720WMA .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 1.113 3 7 18 rVB 175093 163446 29.64% 2.776%
2 1.315 63 70 79 rvB 63295 69912 12.68% 1.187%
3 1.579 145 152 163 rBvV 54946 63255 11.47% 1.074%
4 2.126 312 322 335 rBV 114092 165882 30.08% 2.817%
5 3.933 871 884 917 rBV3 59929 234689 42 .56% 3.986%
6 4.106 924 938 973 rVB 179461 492354 89.29% 8.362%
7 4.389 1007 1026 1050 rBv4 131357 444626 80.63% 7 .552%
8 4.698 1109 1122 1140 rVvB7 15563 41739 7.57% 0.709%
9 5.074 1220 1239 1259 rBV2 224564 551425 100.00% 9.365%
10 5.643 1403 1416 1440 rBV 207402 418044 75.81% 7.100%

11 6.097 1543 1557 1578 rBV 125838 262251 47 .56% 4._.454%
12 6.492 1671 1680 1694 rBV2 17706 37088 6.73% 0.630%
13 7.010 1825 1841 1858 rBV2 66574 126017 22.85% 2.140%
14 7.338 1930 1943 1960 rBV 274373 471020 85.42% 8.000%

15 7.643 2028 2038 2054 rBV2 41937 71784 13.02% 1.219%
16 8.109 2173 2183 2207 rBV 272598 470737 85.37% 7.995%
17 8.322 2239 2249 2265 rVB 48568 81292 14.74% 1.381%
18 8.875 2405 2421 2438 rBV 315029 518359 94 .00% 8.804%
19 10.032 2770 2781 2790 rBV3 7084 12289 2.23% 0.209%

20 10.238 2834 2845 2859 rVB 92676 147960 26.83% 2.513%

21 11.270 3154 3166 3180 rBV 303105 478668 86.81% 8.130%

22 11.550 3244 3253 3261 rBvV4 11342 17731 3.22% 0.301%

23 11.646 3270 3283 3299 rBV 280440 444569 80.62% 7 .551%

24 12.370 3500 3508 3518 rVB 6055 9876 1.79% 0.168%

25 14.357 4114 4126 4131 rBV10 6094 10515 1.91% 0.179%

26 16.736 4856 4866 4878 rBV2 54117 82350 14.93% 1.399%
Sum of corrected areas: 5887878

SOMVTRO61720WMA_M Thu Jun 25 16:51:38 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 V\DATA\VV062420\
VvV017084.D

24 Jun 2020 20:17

SY/MD

L3105-08

25_0mL/MSVOA V/WATER

17 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR061720WMA .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 V\DATA\VV062420\
Data File : VV017084.D

Aca On 24 Jun 2020 20:17

Operator : SY/MD

Sample : L3105-08

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR061720WMA .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 Ethane, 1,1-difluoro- Concentration Rank 2

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

1.11 1.95 ug/L 163446 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 91
2 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 90
3 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 90
4 Propiolonitrile 51 C3HN 001070-71-9 3
5 Propane, 2,2-difluoro- 80 C3H6F2 000420-45-1 2

Abundance Scan 6 (1.110 min): VV017084.D (-3) (-) m/z 51.00 100.00%
51
5000 65
— %
4 1.20 1.30 1.40 1.50
0...,....,....,....,....,.jl!.,....,.'!..,.7.4..,5.;3...,....,....,..1.1.7,... m/z 65.00 50.87%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #364: Ethane, 1,1-difluoro-
51
5000 65

1.20 1.30 1.40 1.50
m/z 47.00 25.11%

27
15
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
51
65 1.20 1.30 1.40 1.50
5000 m/z 45.00 17 .64%
27 44
O T T e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #365: Ethane, 1,1-difluoro-
51 1.20 1.30 1.40 1.50
m/z 46.00 6.88%
5000 65
27 4
(O R o o o o e o O R R o RN R R RS RN
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 1.20 1.30 1.40 1.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062420\
Data File : VV017084.D

Aca On 24 Jun 2020 20:17

Operator : SY/MD

Sample : L3105-08

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR061720WMA .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 Ethyl Acetate Concentration Rank 1

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

4.11 5.89 ug/L 492354 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl Acetate 88 C4H802 000141-78-6 90
2 Ethvl Acetate 88 C4H802 000141-78-6 86
3 Ethvl Acetate 88 C4H802 000141-78-6 86
4 Ethvl Acetate 88 C4H802 000141-78-6 64
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 40

Abundance Scan 939 (4.109 min): VV017084.D (-924) (-) m/z 43.00 100.00%
a3
5000 ?F
| s 6|1 70 88 o 1oa 3.80 4.00 4.20 4.40
Ol e i o e e 2Ot || M7z 45.00 14 .29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2019: Ethyl Acetate
43
5000
3.80 4.00 4.20 4.40
m/z 60.95 13.19%
61
s TR =
AR AR AR RS NS RS AR AR AR RS SRARS LRSS AR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
380 400 420 440
5000 m/z 70.00 11.18%
15 23 61
70 o8
e R R AR RS RS RARAN AR RARRA RSN WAL RARAN LARRS L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2018: Ethyl Acetate R RRRmERmREy
43 3.80 4.00 4.20 4.40
m/z 42.00 7.38%
5000
29 61 70
0'”I}§W““m'”'HJ”I”'WM”'L“”I“?ﬁ”'W'”'P'“I”'W“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062420\
Data File : VV017084.D

Aca On 24 Jun 2020 20:17

Operator : SY/MD

Sample : L3105-08

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR061720WMA .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 Acetic acid, butyl ester Concentration Rank 5

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

8.32 0.78 ug/L 81292 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. butvl ester 116 C6H1202 000123-86-4 64
2 Acetic acid. butvl ester 116 C6H1202 000123-86-4 50
3 Acetic acid. butvl ester 116 C6H1202 000123-86-4 42
4 Isobutvl acetate 116 C6H1202 000110-19-0 39
5 Acetic acid, butyl ester 116 C6H1202 000123-86-4 37

Abundance Scan 2249 (8.322 min): VV017084.D (-2239) (-) m/z 43.00 100.00%
43
5000 56
73
8.00 8.20 8.40 8.60
87
o..,....,....,.??.',h..?,"..'.-.,'..‘??,.|...,...~.,...9.7,....,....,... m/z 56.05  40.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8113: Acetic acid, butyl ester
43
5000
56 8.00 820 840 8.60
73 m/z 73.00 21.89%
15 2 | | a7
Obrr o el SO0 S0l €2 L 87 den a5
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
8.00 8.20 8.40 8.60
5000 56 m/z 40.95 19.71%
73
0 15 29 62 87 101 117
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8120: Acetic acid, butyl ester
43 8.00 8.20 8.40 8.60
m/z 61.00 17.96%
56
5000
73
27 ‘ ‘
0"P"W"M“'”'““"PjﬁWk'”l'”'I”§ZP"W"”I'”'I”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062420\
Data File : VV017084.D

Aca On 24 Jun 2020 20:17

Operator : SY/MD

Sample : L3105-08

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR061720WMA .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 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.74 0.86 ug/L 82350 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-bis(1l.1-dimethvlethv... 234 C16H260 004130-42-1 94
2 Phenol. 2.6-bis(1.1-dimethvlethv... 234 C16H260 004130-42-1 93
3 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 91
4 Phenol. 2.6-bis(l.1-dimethvlethyv... 234 C16H260 004130-42-1 91
5 4-tert-Butyl-2,6-diisopropylphenol 234 C16H260 057354-65-1 87
Abundance Scan 4867 (16.739 min): VV017084.D (-4856) (-) m/z 219.20 100.00%
219
5000
4% o1 1151045150 il 16140 16,60 168 1700 "
77 129 145 175191 : : : :
3 R W | T 'ul.,-.-'...5...-.,....?9?..~...|-.,.???,...??.1. m/z 234.20  20.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89225: Phenol, 2,6-bis(1,1-dimethylethyl)-4-ethyl-
219

16.40 16.60 16.80 17.00
234 m/z 220.20 16.23%

5000

74 88102 119133

159 175189203

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

219
16.40 16.60 16.80 17.00
5000 m/z 57.00 15.52%
234
57

o7 4 74 88102 119133 159175191205

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89102: 3,5-di-tert-Butyl-4-hydroxybenzaldehyde
219 16.40 16.60 16.80 17.00

m/z 41.00 11.06%

5000

234

57

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV062420\
Data File : VV017084.D

Acq On 24 Jun 2020 20:17

Operator : SY/MD

Sample - L3105-08

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 17 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR061720WMA .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]
Ethane, 1,1-diflu... 1.11 2.0 ug/L 163446 1 5.64 418044 5.0
Ethyl Acetate 4.11 5.9 ug/L 492354 1 5.64 418044 5.0
Acetic acid, buty... 8.32 0.8 ug/L 81292 2 8.87 518359 5.0
Phenol, 2,6-bis(1... 16.74 0.9 ug/L 82350 3 11.27 478668 5.0
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