LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062520\
Data File : VV017150.D

Aca On : 26 Jun 2020 01:11

Operator : SY/MD

Sample : L3106-18

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 35 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 12 rVB 19484 17425 2.10% 0.244%
2 1.316 63 70 83 rvB 87152 95691 11.55% 1.339%
3 1.579 144 152 166 rvVB 67724 79571 9.60% 1.114%
4 2.126 310 322 335 rBV 130756 197356 23.82% 2.762%
5 2.515 430 443 457 rBvV2 27419 57713 6.96% 0.808%
6 2.779 512 525 539 rBV2 49148 100781 12.16% 1.410%
7 3.209 643 659 677 rVB 68816 149162 18.00% 2.087%
8 3.788 825 839 852 rVB6 16982 43138 5.21% 0.604%
9 3.942 871 887 923 rBV2 60213 251533 30.35% 3.520%
10 4.110 923 939 969 rVB2 297336 828664 100.00% 11.597%

11 4_.377 1007 1022 1045 rBV 106272 275767 33.28% 3.859%
12 4.634 1083 1102 1119 rBV2 152851 391762 47.28% 5.483%
13 5.071 1221 1238 1267 rBV3 235384 583127 70.37% 8.161%
14 5.640 1402 1415 1441 rBV 202179 416972 50.32% 5.835%
15 5.939 1500 1508 1517 rVB 4666 9338 1.13% 0.131%

16 6.093 1542 1556 1572 rBV 130906 267507 32.28% 3.744%
17 7.010 1828 1841 1859 rBV 65299 118468 14.30% 1.658%
18 7.338 1931 1943 1960 rBV 262931 455886 55.01% 6.380%
19 7.643 2029 2038 2052 rBvV 38721 68106 8.22% 0.953%
20 8.113 2173 2184 2208 rBV 259658 459900 55.50% 6.436%

21 8.325 2244 2250 2262 rVB3 6644 12417 1.50% 0.174%
22 8.875 2409 2421 2442 rBV 305218 528399 63.77% 7.395%
23 9.035 2462 2471 2486 rBV 39265 63593 7.67% 0.890%
24 9.158 2504 2509 2520 rVB10 4605 8419 1.02% 0.118%
25 9.952 2745 2756 2765 rBV 17477 29357 3.54% 0.411%
26 10.238 2833 2845 2856 rBV 89100 143628 17.33% 2.010%
27 10.373 2876 2887 2900 rBV2 34336 56428 6.81% 0.790%
28 10.759 2998 3007 3020 rVB 55735 87030 10.50% 1.218%
29 10.936 3051 3062 3073 rBV 54176 84841 10.24% 1.187%
30 11.203 3137 3145 3155 rVvv2 17410 27135 3.27% 0.380%

31 11.270 3155 3166 3187 rVvV 315787 547506 66.07% 7.662%
32 11.550 3243 3253 3268 rBV 60527 100658 12.15% 1.409%
33 11.646 3270 3283 3300 rBV 287357 468916 56.59% 6.562%
34 12.492 3537 3546 3554 rBV7 6661 9207 1.11% 0.129%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062520\
Data File : VV017150.D

Aca On : 26 Jun 2020 01:11

Operator : SY/MD

Sample : L3106-18

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 35 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 - 0 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

35 12.907 3667 3675 3687 rVB9 9593 16782 2.03% 0.235%
36 13.286 3786 3793 3803 rBV9 6694 11849 1.43% 0.166%
37 16.733 4855 4865 4876 rVB3 52527 81517 9.84% 1.141%

Sum of corrected areas: 7145549
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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 VA\DATA\VV062520\
VV017150.D

26 Jun 2020 01:11

SY/MD

L3106-18

25.0mL/MSVOA V/WATER

35 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 : VV017150.D

Aca On : 26 Jun 2020 01:11

Operator : SY/MD

Sample : L3106-18

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 35 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 (DEL) Alkane: Straight-Chai... Concentration Rank 8

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

2.51 0.69 ug/L 57713 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 86
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 78
3 n-Propvl chloride 78 C3H7CI 000540-54-5 47
4 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 45
5 1,2,3-Trimethyldiaziridine 86 C4H10N2 113604-56-1 42

Abundance Scan 441 (2.508 min): VV017150.D (-430) (-) m/z 43.05 100.00%
43
5000
71
55 86 220 2.40 2.60 2.80
78
0 ...,....,....,....,....-|-,....-,'.'."..,.6.4.'.',:..:,..!.,.9.?.,...?,19...,.. m/z 42.05 85.05%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1828: Butane, 2,3-dimethyl-
43
5000
71 220 2.40 2.60 2.80
m/z 40.95 51.95%
27 55 86
0 15 ‘ ‘\ ! ‘ 63 |
RIS I I I IR LI UL IR IR LA LSS BARES BN
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
220 2.40 2.60 2.80
5000 m/z 71.00 26 .23%
27
71
o1 34 55 62 79 86
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1006: n-Propyl chloride
a4 220 2.40 2.60 2.80
m/z 38.95 21.29%
5000 29
40563 e
o L RS RS R RS RS AR RN RARAS RAARN SARRN RARRN IR AN SRR U AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 220 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062520\
Data File : VV017150.D

Aca On : 26 Jun 2020 01:11

Operator : SY/MD

Sample : L3106-18

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 35 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 (DEL) Alkane: Straight-Chai... Concentration Rank 3

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

2.78 1.21 ug/L 100781 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 80
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 80
3 Pentane. 3-ethvl-2.2-dimethvl- 128 C9H20 016747-32-3 72
4 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 72
5 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 59

Abundance Scan 525 (2.779 min): VV017150.D (-512) (-) m/z 57.10 100.00%
g7
41
5000
71 86 240 2.60 2.80 3.00 3.20
0 .,....,....‘|~,||..-.'~|.,..-~'..,.'..9.6,....,..1.3.4,....,.1‘?8.., m/z 56.00 88.87%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #1827: Pentane, 3-methyl-
57
29 41
5000 RS RS S R
240 2.60 2.80 3.00 3.20
m/z 41.05 64 .99%
S
O T e T T e T T T T
m/z--> 0 20 40 60 80 100 120 140 160
Abundance
57
29 41 2.40 2.60 2.80 3.00 3.20
5000 m/z 43.10 25.41%
1 15 71 g6
e L S SO S WL S WL B
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #12744: Pentane, 3-ethyl-2,2-dimethyl-
57 240 2.60 2.80 3.00 3.20
m/z 39.00 21.26%
5000 a1
0 15 \\ \“ ‘ J‘ 83 99 113
m/z--> 0 20 40 6|0 80 100 120 140 160 ' 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062520\
Data File : VV017150.D

Aca On : 26 Jun 2020 01:11

Operator : SY/MD

Sample : L3106-18

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 35 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 3 (DEL) Alkane: Cyclic3.79 Concentration Rank 9

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

3.79 0.52 ug/L 43138 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 58
2 Cvclohexane 84 C6H12 000110-82-7 53
3 Cvclohexane 84 C6H12 000110-82-7 53
4 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 50
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 47

Abundance Scan 840 (3.791 min): VV017150.D (-825) (-) m/z 56.00 100.00%
96
41
5000 69
3.40 3.60 3.80 4.00 4.20
94 107
0 ...,....,....,....,..-.-":| |'-- "'|'| ',.-.-.|!,....',!!..,....,....,... m/z 41.05  60.34%
m/z--> 0 10 20 30 40 50 80 90 100 110
Abundance #1494: Cyclopentane, methyl
56
41
5000 69 AR VRN RS SRR
340 360 3.80 4.00 4.20
28 a1 m/z 69.05 39.99%
0 15 ‘\ ‘\ | 50\\‘\ 63 1 " ‘
L A UL IS LR UL LS IS UL LR SRS WA B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance
56
4 84
3.40 3.60 3.80 4.00 4.20
5000 m/z 39.00 27 .72%
27 60
15 50, 63 77
o s R AN AR RARRS RAARS RRRRN RS RERRN RARAN RAARN BER
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #1457: Cyclohexane
56 3.40 3.60 3.80 4.00 4.20
41 84 m/z 55.00 24 . 75%
5000 7
69
15
0 "'I%"'I""'I"lﬂl'"'k't' ??“‘ |§?'J|"??|""| T T
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062520\
Data File : VV017150.D

Aca On : 26 Jun 2020 01:11

Operator : SY/MD

Sample : L3106-18

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 35 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 Ethyl Acetate Concentration Rank 1

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

4.11 9.94 ug/L 828664 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 90
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 53

Abundance Scan 939 (4.110 min): VV017150.D (-923) (-) m/z 43.00 100.00%
43 f
5000
s |l so 6|1 088 g 3.80 4.00 420 4.40
| BT 1 S RN S m/z 44.95 13.82%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2019: Ethyl Acetate
43
5000 I SRR AR LN AR
3.80 4.00 4.20 4.40
m/z 61.00 13.77%
29 61 -4
0 1\5 \“ “ 55 ‘ ‘ 1 83 8\8
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
43
3.80 4.00 4.20 4.40
5000 m/z 70.00 10.27%
61
15 29 o 70 e 88
L S S S U S L UL S B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2017: Ethyl Acetate
43 3.80 4.00 4.20 4.40
m/z 42.00 7.25%
5000
15 29 61 70
0'”|'"w"J“""J"'|”"|'”'|”'“|"?ﬁ""w'
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 : VV017150.D

Aca On : 26 Jun 2020 01:11

Operator : SY/MD

Sample : L3106-18

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 35 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 unknown-01 Concentration Rank 2

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

7.01 1.42 ug/L 118468 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha...alpha.-Dichloromethvl m... 114 C2H4CIl20 004885-02-3 47
2 Methane. oxvbislchloro- 114 C2H4CI20 000542-88-1 25
3 2-Propanol. 1.3-dichloro- 128 C3H6CI20 000096-23-1 9
4 2-Propanol. 1.3-dichloro- 128 C3H6CI20 000096-23-1 9
5 1,3-Cyclohexadiene 80 C6H8 000592-57-4 9

Abundance Scan 1841 (7.010 min): VV017150.D (-1828) (-) m/z 79.00 100.00%
79
5000 42
‘ 114
6.60 6.80 7.00 7.20 7.40
o,'|,|'?3 . 2% TnJz 42.00 49.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #7040: .alpha.,.alpha.-Dichloromethyl methyl ether
79
5000
15 6.60 6.80 7.00 7.20 7.40
29 m/z 81.00 32.67%
e g
U A A AR RS A SRS SRS EERL SRS RARNY SRS BAL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
79
6.60 6.80 7.00 7.20 7.40
5000 49 m/z 114.00 23.53%
29
0 e RO - R N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11979: 2-Propanol, 1,3-dichloro- TP Tt
79 6.60 6.80 7.00 7.20 7.40
m/z 51.00 22 .82%
5000
43
15
0 29 61 92 111125
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062520\
Data File : VV017150.D

Aca On : 26 Jun 2020 01:11

Operator : SY/MD

Sample : L3106-18

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 35 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 6 Benzene, propyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.37 0.52 ug/L 56428 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 87
2 Benzene. propvl- 120 C9H12 000103-65-1 81
3 Benzene. propvl- 120 C9H12 000103-65-1 72
4 1.2-Ethanediamine. N-(phenvimeth... 150 C9H14N2 004152-09-4 72
5 1,2-Ethanediamine, N-(phenylmeth... 150 C9H14N2 004152-09-4 72
Abundance Scan 2886 (10.370 min): VV017150.D (-2876) (-) m/z 91.00 100.00%
q1
5000
% s 65 78 i T
51 105 : : : :
Ol prrrr e i et S byt b ot || M/z 120.00  22.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9407: Benzene, propyl-
91
5000 NSNS BSULER BUGLRE
10.00 10.20 10.40 10.60
65 120 m/z 92.00 11.59%
o 15 27 % Sleg | T | 105
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
91
10.00 10.20 10.40 10.60
5000 m/z 65.00 10.81%
120
27 39 51 65 78 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9406: Benzene, propyl-
91 10.00 10.20 10.40 10.60
m/z 77.90 7.44%
5000
120
o 15 27 30 515 % 78 | 105 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062520\
Data File : VV017150.D

Aca On : 26 Jun 2020 01:11

Operator : SY/MD

Sample : L3106-18

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 35 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 7 Benzene, l-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.76 0.79 ug/L 87030 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 93
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3007 (10.759 min):W017150.D(—2998)d)(—) m/z 105.00 100.00%
105
5000
120
39 51 65 7 o1 o8 10.40 10.60 10.80 11.00
Ol ety e e 28w Tm/z 120.05  27.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 10.40 10.60 10.80 11.00
20 . o1 m/z 91.00 12._.47%
o 2 T Sles® e o7 | 13
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
10.40 10.60 10.80 11.00
5000 m/z 77.00 10.86%
120
15 27 3 sl 65 o9l
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9427: Benzene, 1-ethyl-2-methyl-
105 10.40 10.60 10.80 11.00

m/z 78.95 9.29%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062520\
Data File : VV017150.D

Aca On : 26 Jun 2020 01:11

Operator : SY/MD

Sample : L3106-18

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 35 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 8 Benzene, 1,2,3-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.94 0.77 ug/L 84841 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
3 Benzene. 1-ethvl-2-methvl- 120 C9H12 000611-14-3 95
4 Mesitvlene 120 C9H12 000108-67-8 94
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 94

Abundance Scan 3063 (10.939 min): WOlg)lSO.D (-3051) (-) m/z 105.00 100.00%

105
5000 120

10.60 10.80 11.00 11.20

0 m/z 120.00 47 .45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000 ||||||||||||||||||||/|\||

10.60 10.80 11.00 11.20
m/z 77.00 13.85%

7 39 51 g (7 9

0 "I']'-'S'I"2"I""‘I""I""I""'I'"‘NI""I""' AR ARA RARAI LA LA L AR A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
105
10.60 10.80 11.00 11.20
5000 120 m/z 91.00 12.12%

01

wmmmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #9427: Benzene, 1-ethyl-2-methyl-
5

10.60 10.80 11.00 11.20
m/z 119.00 11.73%

5000

120
77

15 27 39 51 65

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062520\
Data File : VV017150.D

Aca On : 26 Jun 2020 01:11

Operator : SY/MD

Sample : L3106-18

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 35 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 9 Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.55 0.92 ug/L 100658 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Indane 118 C9H10 000496-11-7 76
3 Indane 118 C9H10 000496-11-7 76
4 trans-Cinnamvl bromide 196 C9H9Br 026146-77-0 64
5 7-Methylenecycloocta-1,3,5-triene 118 C9H10 002570-13-0 64

Abundance Scan 3253 (11.550 min): VV017150.D (-3243) (-) m/z 116.95 100.00%

117

5000

11.20 11.40 11.60 11.80
m/z 118.00 53.31%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8951: Indane

2\ A\
LI L L L B B

11.20 11.40 11.60 11.80
m/z 115.10 42.31%

5000

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
11.20 11.40 11.60 11.80
5000 m/z 91.00 17.82%

58 91
o 27 3 507 g6 77 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8949: Indane

11.20 11.40 11.60 11.80
m/z 116.00  15.84%

5000

11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062520\
Data File : VV017150.D

Aca On : 26 Jun 2020 01:11

Operator : SY/MD

Sample : L3106-18

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 35 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 10 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.73 0.74 ug/L 81517 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 93
2 Phenol. 2.6-bis(1.1-dimethvlethv... 234 C16H260 004130-42-1 91
3 Phenol. 2.6-bis(1l.1-dimethvlethv... 234 C16H260 004130-42-1 91
4 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 90
5 4-tert-Butyl-2,6-diisopropylphenol 234 C16H260 057354-65-1 87
Abundance Scan 4864 (16.730 min): VV017150.D (-4855) (-) m/z 219.20 100.00%
219
5000
57 234 RN SR IUULRE
41 27 91 115 133 159175191205 l 281 16.40 16.60 16.80 17.00
) ST Y UV O S PR ASWTISOY  Aoy -- SD SR m/z 57.10 19.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89103: 3,5-di-tert-Butyl-4-hydroxybenzaldehyde
219
5000
16.40 16.60 16.80 17.00
57 191 234 m/z 234.30 19.01%
LI 7o uswntseirs e |
m/z--> 20 40 60 éo 160 150 110 160 180 200 220 240 260 280
Abundance
219
16.40 16.60 16.80 17.00
5000 m/z 220.20 15.71%

234
57
26 41 74 88102 119135 159 175 191,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89225: Phenol, 2,6-his(1,1-dimethylethyl)-4-ethyl-
219 16.40 16.60 16.80 17.00
m/z 91.00 9.83%
5000
234
ol o7 | \ 74 192 uorzs | 19917510208 | \‘
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 : VV017150.D

Acq On : 26 Jun 2020 01:11

Operator : SY/MD

Sample : L3106-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO061720WMA _M
Quant Title : TRACE VOA SOMO1.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Str... 2.51 0.7 ug/L 57713 1 5.64 416972 5.0
(DEL) Alkane: Str... 2.78 1.2 ug/L 100781 1 5.64 416972 5.0
(DEL) Alkane: Cyc... 3.79 0.5 ug/L 43138 1 5.64 416972 5.0
Ethyl Acetate 4.11 9.9 ug/L 828664 1 5.64 416972 5.0
unknown-01 7.01 1.4 ug/L 118468 1 5.64 416972 5.0
Benzene, propyl- 10.37 0.5 ug/L 56428 3 11.27 547506 5.0
Benzene, l-ethyl-_... 10.76 0.8 ug/L 87030 3 11.27 547506 5.0
Benzene, 1,2,3-tr... 10.94 0.8 ug/L 84841 3 11.27 547506 5.0
Indane 11.55 0.9 ug/L 100658 3 11.27 547506 5.0
3,5-di-tert-Butyl... 16.73 0.7 ug/L 81517 3 11.27 547506 5.0
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