LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062420\
Data File : VV017086.D

Aca On 24 Jun 2020 21:05

Operator : SY/MD

Sample : L3105-10

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 19 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 22 rVB 190444 180017 7.48% 1.830%
2 1.319 63 71 83 rvB2 114636 129707 5.39% 1.318%
3 1.579 145 152 167 rVB 55880 64246 2.67% 0.653%
4 2.129 310 323 338 rBV3 152177 264337 10.99% 2.687%
5 2.782 515 526 540 rBV2 37966 68705 2.86% 0.698%
6 3.212 641 660 681 rVB 416943 869501 36.14% 8.838%
7 3.791 824 840 854 rVB2 12808 31779 1.32% 0.323%
8 3.939 865 886 920 rBV2 953233 2406222 100.00% 24.459%
9 4.103 924 937 958 rVvV 157769 399887 16.62% 4 _.065%
10 4.380 1005 1023 1048 rBv2 108806 328346 13.65% 3.338%

11 4.637 1085 1103 1117 rBV 111736 286620 11.91% 2.913%
12 5.074 1222 1239 1256 rBV3 227448 564976 23.48% 5.743%
13 5.158 1257 1265 1281 rVB2 36657 81133 3.37% 0.825%
14 5.643 1403 1416 1432 rBV 192856 386407 16.06% 3.928%
15 5.939 1494 1508 1526 rBV2 214742 418921 17.41% 4._.258%

16 6.097 1543 1557 1576 rBV 128237 257589 10.71% 2.618%
17 6.495 1673 1681 1691 rBV2 14870 25963 1.08% 0.264%
18 7.010 1828 1841 1858 rBV2 68138 124524 5.18% 1.266%
19 7.338 1931 1943 1959 rBvV 273010 472586 19.64% 4._.804%
20 7.643 2029 2038 2053 rBvV 42889 73499 3.05% 0.747%

21 7.862 2095 2106 2126 rVB 129120 218072 9.06% 2.217%
22 8.109 2172 2183 2199 rBvV 274123 468263 19.46% 4_.760%
23 8.322 2240 2249 2261 rBV 41314 66282 2.75% 0.674%
24 8.875 2408 2421 2427 rBV 299659 523490 21.76% 5.321%
25 10.238 2833 2845 2858 rBV 94979 148565 6.17% 1.510%

26 11.270 3155 3166 3186 rVvVv 280476 445938 18.53% 4 _.533%
27 11.646 3268 3283 3301 rBV 278992 455894 18.95% 4.634%
28 16.736 4855 4866 4879 rBvV 48389 76267 3.17% 0.775%

Sum of corrected areas: 9837736
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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\VV062420\
VV017086.D

24 Jun 2020 21:05

SY/MD

L3105-10

25_0mL/MSVOA V/WATER

19 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 : VV017086.D

Aca On 24 Jun 2020 21:05

Operator : SY/MD

Sample : L3105-10

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 19 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 2.33 ug/L 180017 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 1.l1-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): VV017086.D (-3) (-) m/z 51.00 100.00%
51
65
5000
%
1.20 1.30 1.40 1.50
o...,....,....,....,.?.6.,.4.‘{'!.,....,.'...,....?.1..??....,19.3..,...1.1?.... m/z 65.00 53.60%
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 25.07%

27
2 5 T |
O T e e e
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 17.81%
27 44
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 7.22%
5000 65
27 44|
(O R e R N o o o L e e RN EER s Esns s
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 : VV017086.D

Aca On 24 Jun 2020 21:05

Operator : SY/MD

Sample : L3105-10

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 19 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.

4.10 5.17 ug/L 399887 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 78
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 40

Abundance Scan 936 (4.100 min): VV017086.D (-924) (-) m/z 43.00 100.00%
43 p
5000
| 61 73 g8 100 - 3.80 4.00 4.20 4.40
Obrr el e 22 Tm/z 45.00 13.64Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2019: Ethyl Acetate
43
5000
3.80 4.00 4.20 4.40
29 61 m/z 60.95 12.43%
)] | 388
O e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43
380 400 4.20 440
5000 m/z 70.00 11.04%
29 61
15 73 88
G L R U UL W B S RS SRS RERRN RRRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2015: Ethyl Acetate
43 3.80 4.00 4.20 4.40
m/z 42.00 7.04%
5000
61
57 ) Tpe
O~ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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 : VV017086.D

Aca On 24 Jun 2020 21:05

Operator : SY/MD

Sample : L3105-10

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 19 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 0.63 ug/L 66282 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. butvl ester 116 C6H1202 000123-86-4 78
2 Acetic acid. butvl ester 116 C6H1202 000123-86-4 78
3 Acetic acid. butvl ester 116 C6H1202 000123-86-4 64
4 Acetic acid. butvl ester 116 C6H1202 000123-86-4 50
5 Isobutyl acetate 116 C6H1202 000110-19-0 39

Abundance Scan 2249 (8.322 min): VV017086.D (-2240) (-) m/z 43.00 100.00%
43
5000 56
3 8.00 8.20 8.40 8.60
o..,....,....,.??.',L:.‘.‘?..'.-.,‘t’%..,'.|...??.E.‘?,....1,0.1...,....,... m/z 56.00  40.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8119: Acetic acid, butyl ester
43
5000 56

8.00 8.20 8.40 8.60
m/z 41.05 19.75%

73
oL 15 2l 62 | 87 101 117
B o o o o o B R N AREREEESmEs
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 73.10 17.39%
15 29 73
0 37 50 62 87 101 115
L b o o o o o R R N AREREEEEms
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8120: Acetic acid, butyl ester
a3 8.00 8.20 8.40 8.60
m/z 61.00 16.27%
56
5000
73
27 ‘ ‘
0..“.”,HJM.”JHA”,”ka”.“.”,néﬂ.”.“.”,”.w.”
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 : VV017086.D

Aca On 24 Jun 2020 21:05

Operator : SY/MD

Sample : L3105-10

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method

- Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR061720WMA .M
Quant Title :

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 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 76267 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 Phenol. 2.6-bis(1.1-dimethvlethv... 234 C16H260 004130-42-1 95
3 3.5-di-tert-Butvl-4-hvdroxvbenza. .. 234 C15H2202 001620-98-0 93
4 Phenol. 2.6-bis(l.1-dimethvlethyv... 234 C16H260 004130-42-1 93
5 4-tert-Butyl-2,6-diisopropylphenol 234 C16H260 057354-65-1 83
Abundance Scan 4867 (16.739 min): VV017086.D (-4855) (-) m/z 219.20 100.00%
219
5000
41 57 o1 234 USSR AN SRR
| wlmlﬁmﬂmﬂ%% 269 16.40 16.60 16.80 17.00
0|....|...|.|...."|..l..l...“I.'“""|"'..|‘....|..I..|'.... S A o A m/z 234.20 20.96%
m/iz--> 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 AU VAL SRR
234 16,40 16.60 16.80 17.00
57 m/z 220.20 20.66%
Ozﬂ} M%mnm3HMMM%\‘
mz-> 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 15.78%
234
o264 74 88102 119135 159 175191,
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89106: 3,5-di-tert-Butyl-4-hydroxybenzaldehyde
2] 16.40 16.60 16.80 17.00
m/z 41.00 13.98%
5000
234
191
8w s mn'? |
0 S ||||||||‘||||||||‘|“|‘||||‘||||||||‘|||||||‘||||| S L
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16,40 16.60 16.80 17.00

SOMVTRO061720WMA .M Thu Jun 25 16:52:39 2020

Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV062420\
Data File : VV017086.D

Acq On 24 Jun 2020 21:05

Operator : SY/MD

Sample : L3105-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 19 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 2.3 ug/L 180017 1 5.64 386407 5.0
Ethyl Acetate 4.10 5.2 ug/L 399887 1 5.64 386407 5.0
Acetic acid, buty... 8.32 0.6 ug/L 66282 2 8.87 523490 5.0
Phenol, 2,6-bis(1... 16.74 0.9 ug/L 76267 3 11.27 445938 5.0
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