LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080819\
Data File : VV012138.D

Aca On : 08 Aug 2019 22:09

Operator : SY/MD

Sample : K4214-03

Misc : 25mL/MSVOA V/WATER

ALS Vial : 13 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\SOMVTRO80819WMA .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 2.129 311 323 330 rBV 73466 106109 1.59% 0.939%
2 2.184 330 340 370 rVV 4588818 6658088 100.00% 58.914%
3 2.663 475 489 513 rBV 96880 190800 2.87% 1.688%
4 3.737 802 823 845 rBV2 209559 550192 8.26% 4 .868%
5 3.965 873 894 900 rBV5 45438 136915 2.06% 1.211%

4.389 1010 1026 1055 rBV4 164833 437714 6.57% 3.873%
5.093 1227 1245 1269 rBV3 147440 350304 5.26% 3.100%
5.663 1402 1422 1445 rBV 131334 273492 4.11% 2.420%
78577 155137 2.33% 1.373%
6.579 1692 1707 1715 rBV 193127 387812 5.82% 3.432%
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11 7.029 1834 1847 1864 rBV2 47064 80340 1.21% 0.711%
12 7.357 1937 1949 1968 rBV 186288 324156 4.87% 2.868%
13 8.132 2176 2190 2225 rBV3 148375 307802 4.62% 2.724%
14 8.894 2415 2427 2447 rBV 186307 304387 4._.57% 2.693%
15 10.055 2769 2788 2809 rBvV 114310 205624 3.09% 1.819%

16 10.257 2841 2851 2864 rBV2 62699 99935 1.50% 0.884%
17 11.293 3162 3173 3194 rVB 207293 327934 4._.93% 2.902%

18 11.669 3279 3290 3307 rVB 199362 320385 4.81% 2.835%
19 15.164 4366 4377 4390 rBV2 55379 84338 1.27% 0.746%

Sum of corrected areas: 11301464
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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\VV080819\
Vv012138.D

08 Aug 2019 22:09

SY/MD

K4214-03

25mL/MSVOA V/WATER

13 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO80819WMA .M
TRACE VOA SOM01.0

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VV012138.D
2|18
4000000
3000000
2000000
1000000
3.74 4.39 5.09 5.66 6.
0 ...,....,?J‘.L..,.z"?s..,....,....1\?6....,....,A....,....,G.Al?..,/v
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: VV012138.D
4000000
3000000
2000000
1000000
oA 703 7/.\36 8/.&3 8.89 19-\0510.26 11.29 11.67
— 77— 77— 77—
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: VV012138.D
4000000
3000000
2000000
1000000
15.16
‘17T 77T A ——— 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 V\DATA\VV080819\
Data File : VV012138.D

Aca On : 08 Aug 2019 22:09

Operator : SY/MD

Sample : K4214-03

Misc : 25mL/MSVOA V/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO80819WMA .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 2-Propanol, 2-methyl- Concentration Rank 3

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

2.66 3.49 ug/L 190800 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 78
2 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 64
3 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 56
4 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 43
5 3-Pentanol 88 C5H120 000584-02-1 40

Abundance Scan 488 (2.660 min): VV012138.D (-475) (-) m/z 58.95 100.00%
99 [
5000
41
240 2.60 2.80 3.00
89
0 ...,....,....,....',|:|...?1..:'.;....,?3?..,....~,.... m/z 40.95 19.27%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #859: 2-Propanol, 2-methyl-
59
5000
- 240 2.60 2.80 3.00
41 m/z 43.00 14 _.78%
o 15 26“36\\ 50
LI I SN SR SULSLELS SRR SUELELS S UL SR
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
59
240 260 280 3.00
5000 m/z 57.00 11.08%
31
41
15
26 53 74
e S SR L S AL SIS UL SIS LS SURIL L UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #860: 2-Propanol, 2-methyl- L*‘VLV*_h
59 240 2.60 2.80 3.00
m/z 39.00 9.20%
5000
31
0 15 26 | ‘ ‘ ‘ 50
m/z--> 10 2'0 30 ' 50 6|0 70 80 90 240 2.60 280 3.00

SOMVTRO80819WMA .M Fri Aug 09 17:54:02 2019 Page: 3



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080819\
Data File : VV012138.D

Aca On : 08 Aug 2019 22:09

Operator : SY/MD

Sample : K4214-03

Misc : 25mL/MSVOA V/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO80819WMA .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 Propane, 2-methyl-2-nitro- Concentration Rank 1

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

3.74 10.06 ug/L 550192 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-methvl-2-nitro- 103 C4H9NO2 000594-70-7 50
2 Propane. 2-methvl-2-nitro- 103 C4H9NO2 000594-70-7 38
3 Propanal. 2.2-dimethvl- 86 C5H100 000630-19-3 37
4 Propane. 2-methvl-2-nitro- 103 C4H9NO2 000594-70-7 35
5 2-Propenoic acid, 2-methyl- 86 C4H602 000079-41-4 33

Abundance Scan 824 (3.740 min): VV012138.D (-802) (-) m/z 41.00 100.00%
4.1 57
5000 /\
86
R AR R AT
3 3.40 3.60 3.80 4.00
45 5053 | 62 6771 83
opuququupuwuq“”“m;Aququhﬁ:W“q”“w”“”qmq“”“mp m/z 57.00 99.49%
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4566: Propane, 2-methyl-2-nitro-
41 57
29
5000 L AN L RN AR
3.40 3.60 3.80 4.00
m/z 39.00 39.64%
0 1518 26| 38| 46 5053H
miz> 5 10 15 20 25 3 35 40 45 %0 % 80 65 70 75 8 85 30 9
Abundance
41 57
29 340 360 380 400
5000 m/z 86.00 34.43%
0 15 26 38 | 465053
£ R L) AL KA LAY R KAL) KAL) KAL) KAL) KAL) KAL) KAL) NALL) ALY KAL) ALY KA L
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1786: Propanal, 2,2-dimethyl- R e B
M 57 340 3.60 3.80 4.00
m/z 43.00 20.11%
5000
29 86
o 15 26 38| 44 5053 | 70
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080819\
Data File : VV012138.D

Aca On : 08 Aug 2019 22:09

Operator : SY/MD

Sample : K4214-03

Misc : 25mL/MSVOA V/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO80819WMA .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 unknown-01 Concentration Rank 2

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

6.58 7.09 ug/L 387812 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanesulfonvl chloride 156 C4H9CI02S 002386-60-9 38
2 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 36
3 Propane. 2-methvl-2-nitro- 103 C4H9NO2 000594-70-7 35
4 Pentane. 2.2.4.4-tetramethvl- 128 C9H20 001070-87-7 28
5 1-Hepten-3-ol 114 C7H140 004938-52-7 28

Abundance Scan 1707 (6.579 min): VV012138.D (-1692) (-) m/z 57.00 100.00%

57
41
5000
72 85

| ‘ 6 | | 6.20 6.40 6.60 6.80 7.00
Ob el 88 L 100 Tm/z 41.00  65.46%

100
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #28581: 1-Butanesulfonyl chloride
an ¥
29
5000 LA LI L L L L L L LB L LB}

6.20 6.40 6.60 6.80 7.00
m/z 56.00 30.01%

o 15 w | 50|, % 72 83 91 99 121
AR R RARE B o e e T e A RARARSERES B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57
43 AR L
6.20 6.40 6.60 6.80 7.00
5000 m/z 39.00 25_.59%
29 85
o2 b 50 69 77 100
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4567: Propane, 2-methyl-2-nitro- R R R
41 57 620 640 660 680 700
m/z 72.00 15.87%
29
5000
I 1 T SR h U
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080819\
Data File : VV012138.D

Aca On : 08 Aug 2019 22:09

Operator : SY/MD

Sample : K4214-03

Misc : 25mL/MSVOA V/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO80819WMA .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 Cyclohexanone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.05 3.38 ug/L 205624 Chlorobenzene-d5 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone 98 C6H100 000108-94-1 96
2 Cvclohexanone 98 C6H100 000108-94-1 94
3 Cvclohexanone 98 C6H100 000108-94-1 91
4 Cvclohexanone 98 C6H100 000108-94-1 91
5 Cyclopentanone, 2-methyl- 98 C6H100 001120-72-5 87

Abundance Scan 2787 (10.052 min): VV012138.D (-2769) (-) m/z 55.00 100.00%

56
42
98
5000
69
83

H a9, |l 62 77, | 11 9.80 10.00 10.20 10.40
SE——] ] P NT) O S| A 4 AV N M~ m/z 42.00 68.10%

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3166: Cyclohexanone
55
98
42
5000 LA B L L L L L L L LB
69 9. 80 10 00 10. 20 10. 40

m/z 98.00 58.38%

M 49 || 63

83
0 | 2, 77\‘ 1l
T T T T T P T T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance /\

55

42 e
9.80 10.00 10.20 10.40
5000 98 m/z 69.00 32.88%
69
27 83
15 49 63
o NS WM 11 MM 0T RS M
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3163: Cyclohexanone R
2 55 9.80 10.00 10.20 10.40

m/z 41.00 32.48%

5000
27 69 98
S =2 “ 49 ||| 63 “ 77,83 ‘
S N 1 O 0O £ R

49
m/z--> 10 20 30 40 50 60 70 80 90 100 110 9.80 10.00 10.20 10.40

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080819\
Data File : VV012138.D

Aca On : 08 Aug 2019 22:09

Operator : SY/MD

Sample : K4214-03

Misc : 25mL/MSVOA V/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO80819WMA .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 unknown-02 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.16 1.29 ug/L 84338 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopenten-4-one. 1.2.3.3-tetra... 138 C9H140 1000163-38-6 38
2 9-Borabicvclol3.3.11nonane. 9-(3... 208 C13H25B0O 1000160-84-8 35
3 1.4-Benzenediol. 2.5-dimethvl- 138 C8H1002 000615-90-7 30
4 (2Z2.4BE)-3.7-Dimethvl-2.4-octadiene 138 C10H18 1000374-08-4 30
5 1,3-Diazadamantan-6-one, 5,7-dim... 180 C10H16N20 080808-86-2 27
Abundance Scan 4376 (15.161 min): VV012138.D (-4366) (-) m/z 138.00 100.00%
138
95
41 109
5000 57 193
165
7 208 RPN U AU B
281 14.80 15.00 15.20 15.40
0 m/z 95.00 72.60%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #17618: Cyclopenten-4-one, 1,2,3,3-tetramethyl-
95
138
5000 110 L B UL BN B B

14. 80 15.00 15.20 15.40

67
41 m/z 83.00 66.43%
0 " \‘H ‘\ Lyl I |
,....,....,....,....,....,....,....,....,....,....,....,....,....,....,..
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
138
R R
14.80 15.00 15.20 15.40
5000 m/z 109.00 54 _.45%
97
3 67 g 208
29
0 123 179
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #17359: 1,4-Benzenediol, 2,5-dimethyl- R
138 14.80 15.00 15.20 15.40
m/z 41.00 53.20%
5000 123
39
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 80 15.00 15. 20 15.40
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV080819\

Vv012138.D

08 Aug 2019 22:09

SY/MD

K4214-03
25mL/MSVOA_V/WATER

13 Sample Multiplier: 1

TRACE VOA SOMO01.0

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name RT EstConc Units Response
2-Propanol, 2-met... 2.66 3.5 ug/L 190800
Propane, 2-methyl. .. 3.74 10.1 ug/L 550192
unknown-01 6.58 7.1 ug/L 387812
Cyclohexanone 10.05 3.4 ug/L 205624
unknown-02 15.16 1.3 ug/L 84338

SOMVTRO80819WMA_M Fri Aug 09 17:54:06 2019

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO80819WMA .M

|--Internal Standard---|
| # RT Resp Conc]

5.66 273492
5.66 273492

8.89 304387

5.0
5.0
273492 5.0
5.0
327934 5.0
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