LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062520\
Data File : VV017133.D

Aca On = 25 Jun 2020 17:35

Operator : SY/MD

Sample : L3106-03

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 16 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 20 rvB 169146 161314 14.21% 2.079%
2 1.315 61 70 81 rvB2 94961 115286 10.15% 1.485%
3 1.579 144 152 160 rBvV 72253 81686 7.19% 1.053%
4 2.126 309 322 336 rBV2 155903 248413 21.88% 3.201%
5 2.778 516 525 537 rBv4 13326 26505 2.33% 0.342%

3.213 647 660 679 rvB2 143173 304875 26.85% 3.928%
3.939 868 886 913 rBv3 256719 720488 63.46% 9.283%
rvB 422858 1135426 100.00% 14.630%
4.380 1003 1023 1048 rBV3 130567 420962 37.08% 5.424%
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1 4.634 1084 1102 1115 rBV4 42557 111681 9.84% 1.439%
11 4.701 1117 1123 1139 rVB6 16682 36848 3.25% 0.475%
12 5.074 1223 1239 1257 rBV2 247069 599321 52.78% 7.722%
13 5.161 1260 1266 1279 rVB2 12970 25160 2.22% 0.324%
14 5.643 1402 1416 1436 rBV 208253 418275 36.84% 5.389%
15 5.939 1496 1508 1522 rBV3 40434 81807 7.20% 1.054%

16 6.097 1542 1557 1575 rBV 137624 281933 24.83% 3.633%
17 7.010 1830 1841 1858 rBV2 70821 127345 11.22% 1.641%
18 7.338 1930 1943 1960 rBV 290661 498274 43.88% 6.420%

19 7.643 2028 2038 2051 rBV 44756 77761 6.85% 1.002%
20 7.862 2093 2106 2126 rVB3 37413 73465 6.47% 0.947%
21 8.109 2170 2183 2202 rBV 274534 488600 43.03% 6.296%
22 8.325 2240 2250 2263 rBV 22533 37791 3.33% 0.487%
23 8.412 2265 2277 2283 rBV10 7098 14912 1.31% 0.192%

24 8.875 2409 2421 2440 rBV 313080 519136 45.72% 6.689%
25 10.238 2828 2845 2860 rBV 98077 156692 13.80% 2.019%

26 11.270 3156 3166 3184 rBV 310155 474976 41.83% 6.120%
27 11.646 3271 3283 3299 rBV 289330 456903 40.24% 5.887%
28 16.736 4857 4866 4879 rBvV 41450 65145 5.74% 0.839%

Sum of corrected areas: 7760980
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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 V\DATA\VV062520\
VV017133.D

25 Jun 2020 17:35

SY/MD

L3106-03

25_0mL/MSVOA V/WATER

16 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\VV062520\
Data File : VV017133.D

Aca On : 25 Jun 2020 17:35

Operator : SY/MD

Sample : L3106-03

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 16 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 1.93 ug/L 161314 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 91
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): VV017133.D (-3) (-) m/z 51.00 100.00%
51
65
5000
e
1.20 1.30 1.40 1.50
o.,....,...?Z»”...,:...?2....,19‘.‘..,1.2]7..,.... e || m/z  65.00  55.25%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #364: Ethane, 1,1-difluoro-
51
5000 65
1.20 1.30 1.40 1.50
m/z 47.00 24 .62%
0 '%"hPw"IN"I'”'I"”I"'W"'W""""P"'I”"
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
51
65 1.20 1.30 1.40 1.50
5000 m/z 45.00 17 .65%
27 40
L UL UL L B B L B L S
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #365: Ethane, 1,1-difluoro-
51 1.20 1.30 1.40 1.50
m/z 45.95 7.81%
5000 65
2l
O o T T o o o B B e e
m/z--> c') 2'0 4'0 6|0 8|0 1c')o 12'0 14'10 160 1&'30 2(')0 1.20 1.30 1.40 1.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062520\
Data File : VV017133.D

Aca On : 25 Jun 2020 17:35

Operator : SY/MD

Sample : L3106-03

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 16 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 13.57 ug/L 1135430 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 86
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 40

Abundance Scan 939 (4.110 min): VV017133.D (-923) (-) m/z 43.00 100.00%
43
5000 (
61 70 3.80 4.00 4.20 4.40
88 - : - -
N /T N - Sy A - R, - m/z 45.00 14.07%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2019: Ethyl Acetate
43
5000 IS SRR SRR RN AR
3.80 4.00 4.20 4.40
m/z 60.95 13.57%
29 61 -4
0 1\5 \“ | “ 55 ‘ ‘ | 83 8\8
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
43
3.80 4.00 4.20 4.40
5000 m/z 70.00 11.19%
15 2 61
70 o8
e L S S UL S S UL UL I
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2015: Ethyl Acetate
43 3.80 4.00 4.20 4.40
m/z 42.00 7.21%
5000
29 61 70
0 '|'%E'|' '”JI""Il*"'I'?§'I""'l""'l"'ﬁ8l""l"'
m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062520\
Data File : VV017133.D

Aca On : 25 Jun 2020 17:35

Operator : SY/MD

Sample : L3106-03

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 16 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 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.74 0.69 ug/L 65145 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 95
2 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 93
3 Phenol. 2.6-bis(1l.1-dimethvlethv... 234 C16H260 004130-42-1 93
4 Phenol. 2.6-bis(l.1-dimethvlethyv... 234 C16H260 004130-42-1 91
5 3,5-di-tert-Butyl-4-hydroxybenza... 234 C15H2202 001620-98-0 87
Abundance Scan 4867 (16.739 min): VV017133.D (-4857) (-) m/z 219.20 100.00%
219
5000
M 57 o1 234 LN SN I
77 105 129145199 175101 16.40 16.60 16.80 17.00
0 ...,....l,'n...-'.|,:..l.h,.!' el ',,',295,ll 298209 | "m/z 234.20 21.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89226: Phenol, 2,6-bis(1,1-dimethylethyl)-4-ethyl-
219
5000 LNV SUGRE I
234 16.40 16.60 16.80 17.00
57 m/z 57.10 19.11%
o 74 88102 119133 159175 191905
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 220.20 17.43%
" 57 101 234
o 18 77 91 115 ]_3]_145159 175 205
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
m/z 41.00 11.15%
5000
57 234

41

74 88102 119133 159 175189203

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\VV062520\
Data File : VV017133.D

Acq On = 25 Jun 2020 17:35

Operator : SY/MD

Sample : L3106-03

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 16 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 1.9 ug/L 161314 1 5.64 418275 5.0
Ethyl Acetate 4.11 13.6 ug/L 1135430 1 5.64 418275 5.0
Phenol, 2,6-bis(1... 16.74 0.7 ug/L 65145 3 11.27 474976 5.0
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