LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052020\
Data File : VV016136.D

Aca On : 20 May 2020 17:02

Operator : SY/MD

Sample : L2725-07

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 15 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\SOMVTRO50720WMA .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 1.316 63 70 78 rvVB 54520 58433 2.38% 0.434%
2 1.579 145 152 167 rVB 64826 79701 3.24% 0.592%
3 1.984 269 278 286 rBV2 18491 25482 1.04% 0.189%
4 2.042 286 296 311 rVB 151263 215817 8.77% 1.603%
5 2.126 311 322 340 rVB 105059 164178 6.67% 1.219%
6 2.788 512 528 556 rVB 1174664 2460317 100.00% 18.273%
7 3.299 673 687 703 rBV3 23612 52893 2.15% 0.393%
8 3.396 703 717 737 rVB3 14767 35863 1.46% 0.266%
9 3.608 769 783 798 rBV2 33609 79544 3.23% 0.591%
10 3.878 848 867 873 rBV2 18551 42397 1.72% 0.315%

11 3.930 873 883 925 rVB 62852 214257 8.71% 1.591%
12 4.380 1004 1023 1041 rBV 80386 218604 8.89% 1.624%
13 4.489 1043 1057 1082 rVB 106880 265048 10.77% 1.969%
14 5.077 1223 1240 1264 rBV2 194894 492530 20.02% 3.658%
15 5.258 1273 1296 1345 rBV2 461010 2210194 89.83% 16.415%

16 5.643 1404 1416 1436 rBV 196097 455491 18.51% 3.383%
17 6.097 1539 1557 1573 rBvV 119213 245135 9.96% 1.821%

18 6.827 1765 1784 1794 rBV2 44710 91874 3.73% 0.682%
19 6.881 1794 1801 1815 rVB 16031 28835 1.17% 0.214%
20 7.010 1832 1841 1854 rvv2 54111 99979 4._.06% 0.743%

21 7.100 1855 1869 1882 rVvVv 310147 680401 27.66% 5.053%
22 7.174 1882 1892 1930 rVvVv 328332 792060 32.19% 5.883%
23 7.338 1931 1943 1961 rVB 243862 423043 17.19%% 3.142%
24 7.524 1985 2001 2022 rBV 632025 1375367 55.90% 10.215%
25 7.647 2031 2039 2054 rVB 33513 60212 2.45% 0.447%

26 8.113 2174 2184 2199 rBV 300447 566168 23.01% 4._.205%
27 8.341 2234 2255 2277 rVB7 32849 104411 4.24% 0.775%

28 8.833 2390 2408 2412 rBV5 37390 80409 3.27% 0.597%
29 8.875 2412 2421 2431 rVV 301102 486367 19.77% 3.612%
30 8.929 2431 2438 2445 rVV 45332 74137 3.01% 0.551%

31 8.978 2445 2453 2479 rVB 135961 257147 10.45% 1.910%
32 9.225 2519 2530 2547 rVB2 23000 40708 1.65% 0.302%
33 10.238 2835 2845 2857 rVB 87511 139772 5.68% 1.038%
34 11.273 3154 3167 3192 rBV 297385 469576 19.09% 3.488%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052020\
Data File : VV016136.D

Aca On : 20 May 2020 17:02

Operator : SY/MD

Sample : L2725-07

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 15 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA .M
TRACE VOA SOMO1.0

35 11.646 3271 3283 3299 rBV 239150 378089 15.37% 2.808%

Sum of corrected areas: 13464439
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052020\
Data File : VV016136.D

Aca On : 20 May 2020 17:02

Operator : SY/MD

Sample : L2725-07

Misc - 25.0mL/MSVOA V/WATER

ALS Vial : 15 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA .M
TRACE VOA SOM01.0

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VV016136.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052020\
Data File : VV016136.D

Aca On : 20 May 2020 17:02

Operator : SY/MD

Sample : L2725-07

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA _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: Cyclic2.04 Concentration Rank 7

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

2.04 2.37 ug/L 215817 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane., 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 91
2 2-Butene. 2-methvl- 70 C5H10 000513-35-9 91
3 2-Butene. 2-methvl- 70 C5H10 000513-35-9 90
4 1-Butene. 3-methvl- 70 C5H10 000563-45-1 87
5 2-Pentene, (E)- 70 C5H10 000646-04-8 87

Abundance Scan 295 (2.039 min): VV016136.D (-286) (-) m/z 55.00 100.00%
55
5000
39 70 AL
A
3 51 6165 81 1.80 2.00 2.20 2.40
0........,....,....,....,....,....,....,....,..:.|.+:.,....;!.!::...,....,.:..-,.-...,....,....,...., m/z 70.05  39.57%
m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis- A
55
5000 70 L L UL I A
M 1.80 2.00 2.20 2.40
29 m/z 39.00 32 .34%
L SU eies
G ) Ly ) LA LA A A AL AL LRSI ARSI AL SALA AR AR LS SR LA
m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
55
1.80 2.00 2.20 2.40
5000 m/z 41.05 29.32%
41 70
27
0 1 15 3337 51 63
m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #567: 2-Butene, 2-methyl-
55 1.80 2.00 2.20 2.40
m/z 42.05 23 .55%
5000 70
41
29
0 15 37M 45 51| 6266,
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052020\
Data File : VV016136.D

Aca On : 20 May 2020 17:02

Operator : SY/MD

Sample : L2725-07

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA _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 13

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

3.30 0.58 ug/L 52893 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butene. 2.3-dimethvl- 84 C6H12 000563-79-1 91
2 2-Pentene. 4-methvl- 84 C6H12 004461-48-7 91
3 2-Butene. 2.3-dimethvl- 84 C6H12 000563-79-1 91
4 2-Pentene. 4-methvl-. (2)- 84 C6H12 000691-38-3 91
5 2-Pentene, 4-methyl-, (2)- 84 C6H12 000691-38-3 91

Abundance Scan 687 (3.299 min): VV016136.D (-673) (-) m/z 69.00 100.00%
41 69
5000 84
55
34 |, 45 5|1I l 65| | 3.00 3.20 3.40 3.60
Obrperrrprerprerprerpreepreprt b e e et et ey m/z 41.00 99.30%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1504: 2-Butene, 2,3-dimethyl-
41 69
5000 RN LN UL LN UL
84 300 320 340 3.60
27 55 m/z 84.10 41 _.55%
| 3 [ 5\1‘ | 65‘ |
Ak Nkl A A S RARAS RNk AR AN SRS LA IR AR B AR AR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
41
69 3.00 3.20 3.40 3.60
5000 m/z 39.00 34 .36%
27 84
o 15 31 38 a4 51%° 665
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1502: 2-Butene, 2,3—dimethy|— LA L L L N B |
41 69 3.00 3.20 3.40 3.60
m/z 67.00 16.37%
5000
84
27 55
o 15 3033 38|44 51 | 586265 | 747781
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052020\
Data File : VV016136.D

Aca On : 20 May 2020 17:02

Operator : SY/MD

Sample : L2725-07

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA _M
Quant Title : 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: Straight-Chai... Concentration Rank 11

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

3.61 0.87 ug/L 79544 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 94
2 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 94
3 2-Pentene. 3-methvl- 84 C6H12 000922-61-2 90
4 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 90
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 90

Abundance Scan 784 (3.611 min): VV016136.D (-769) (-) m/z 41.00 100.00%
69
5000 °° 84
34 50 | 65 3.20 3.40 3.60 3.80 4.00
Obrrrrrrrrrererereprreeprrrree I‘f‘.‘}....l!:l!,....,....;.I.-.:....,.7.7..?.1:..;....,...., m/z 69.05 89.85%
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1510: 2-Pentene, 3-methyl-, (2)-
4
69
5000
27 %5 84 3.20 3.40 3.60 3.80 4.00
4 m/z 84.10 51.68%
ot %2 S8 N eS| o7
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
41
69
3.20 3.40 3.60 3.80 4.00
5000 55 m/z 55.00 50.37%
27 84
o 15 32 38 44 Ot 6265 77
L R R RARRA RAALA LAAAA RAALY LR LR RERAN AL LARAA RLAL) LANES RURN LARRN AL LARRA ALK N
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1473: 2-Pentene, 3-methyl-
4 69 3.20 3.40 3.60 3.80 4.00
m/z 39.00 30.82%
5000 55 84
27
0 15 24|30 3é‘\‘45 S1 || 6265 | 7781,
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052020\
Data File : VV016136.D

Aca On : 20 May 2020 17:02

Operator : SY/MD

Sample : L2725-07

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA _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 Cyclopentene, 4-methyl- Concentration Rank 5

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

4.49 2.91 ug/L 265048 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 4-methvl- 82 C6H10 001759-81-5 87
2 Cvclopentene. 1-methvl- 82 C6H10 000693-89-0 87
3 Cvclopentene. 1-methvl- 82 C6H10 000693-89-0 87
4 Cvclopentene. 3-methvl- 82 C6H10 001120-62-3 86
5 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 83

Abundance Scan 1057 (4.489 min): VV016136.D (-1043) (-) m/z 67.00 100.00%
67
5000 /\
82
T i a0 440 ab0 aky
2 46 56 63 74
o..,....,....,....,....,....,....,....i‘i.‘...,....;!.!!,....,....|: !.,....,.!.I;!...,....,... m/z 82.05 27.86%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1231: Cyclopentene, 4-methyl-
67 j
5000
82 420 4.40 4.60 4.80
- 29 m/z 38.95 19.79%
o 15 24| 31 36 42 4851H 576063, |70 74 79|
miz> L 10 15 2 25 % 35 4 45 % %5 60 65 10 75 80 85 90
Abundance
67
420 4.40 4.60 4.80
5000 82 m/z 78.95 15.79%
39
27 53 79
o 1215 24| 3236 42 507566063 74
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1242: Cyclopentene, l—methyl— T T |/|\| L B L B
67 420 4.40 4.60 4.80
m/z 41.00 15.40%
5000
a9 82
1215 24|30 36|42 507756 63, |, 74
m/z--> 5 10 15 20 25 30 35 45 45 50 55 60 65 70 75 80 85 90 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052020\
Data File : VV016136.D

Aca On : 20 May 2020 17:02

Operator : SY/MD

Sample : L2725-07

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA _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 Amylene hydrate Concentration Rank 1

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

5.26 24.26 ug/L 2210190 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Amvlene hvdrate 88 C5H120 000075-85-4 83
2 Amvlene hvdrate 88 C5H120 000075-85-4 78
3 Amvlene hvdrate 88 C5H120 000075-85-4 72
4 Propanoic acid. 2-hvdroxy-2-methvl- 104 C4H803 000594-61-6 53
5 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 39

Abundance Scan 1297 (5.261 min): VV016136.D (-1273) (-) m/z 59.00 100.00%
50
55 73
5000 43
363|9| 26 51 62 6770 g7 5.00 5.20 5.40 5.60
A L S L m/z 73.10 59.98%
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2100: Amylene hydrate
59
55
5000 73
31 43 5.00 5.20 5.40 5.60
27 39 m/z 55.00 54 .16%
. 35 4651 6367
LARRRA SNARN RARRA SNUASA RRARA RRASA KRN ARRRS KRS BRRAN RAAR BRARA RARAE RRLAL RAREA RN ARRAASERRA B
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
59
73 500 520 5.40 560
5000 55 m/z 43.00 36.75%
31 43
;g 2 39 46 51 63 6770
L3 AL AN REREN ALAAA KAL) RAAL) RANE RRAR) RARRNRRLA) LAK) RAARA KANAA RERRLAREN RARMA LALL) LALI LA
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2101: Amylene hydrate R Rz mmasts o n s S
50 5.00 5.20 5.40 5.60
m/z 41.00 20.24%
5000 3
31 43 55
27
39
0I'”'P'”I“'W'“'“”'P'ﬁf“'hlh'ﬁq“ﬁ%”l“'i§%ﬁ§”?ﬂ'”v'”l“'W?Z'P'”I“
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052020\
Data File : VV016136.D

Aca On : 20 May 2020 17:02

Operator : SY/MD

Sample : L2725-07

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA .M
- TRACE VOA SOMO1.0

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 6 Cyclobutane, (1-methylethyl... Concentration Rank 10

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

6.83 1.01 ug/L 91874 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclobutane. (1-methvlethvlidene)- 96 C7H12 001528-22-9 90
2 Cvclopentene. 1.5-dimethvl- 96 C7H12 016491-15-9 87
3 Cvclopentene. 4.4-dimethvl- 96 C7H12 019037-72-0 83
4 3.5-Dimethvilcvclopentene 96 C7H12 007459-71-4 72
5 2-Heptyne 96 C7H12 001119-65-9 59

Abundance Scan 1785 (6.830 min): VV016136.D (-1765) (-) m/z 81.10 100.00%
g1
5000 Q
96
67
|| 62 | 74| 91 I| 6.40 6.60 6.80 7.00 7.20
0...,....,....,....,....-'-".,-'-- .l LT T S m/z 79.00 34.70%
m/z--> 10 20 30 60 70 80 90 100
Abundance #2926: Cyclobutane, (1-methylethylidene)-
81
5000
6.40 6.60 6.80 7.00 7.20
27 39 53 o7 96 m/z 96.00 26.36%
0 ‘\ ““ 46 \\“\‘ 62\‘\ 75\ “ | 86
L FURERILS UL SR SURLLLN SRR SULEL L AL IURLEL SUREL B
m/z--> 10 40 50 70 80 90 100
Abundance
81
RSN RAARERARSS RS RN
6.40 6.60 6.80 7.00 7.20
5000 m/z 39.00 19.08%
27 39 96
53
ob o wm s e 7l e
m/z--> 10 20 30 40 50 60 80 90 100
Abundance #2911: Cyclopentene, 4,4-dimethyl-
8l 6.40 6.60 6.80 7.00 7.20
m/z 67.00 16.42%
5000
27 P 53 o 9%
0 ”'I'}é'I'”'I""I”"I'"W""I"”I""I”"I"' USRS S U
m/z--> 10 20 30 40 50 60 70 80 90 100 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052020\
Data File : VV016136.D

Aca On : 20 May 2020 17:02

Operator : SY/MD

Sample : L2725-07

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters:

LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA _M

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 2-Butanol, 2,3-dimethyl- Concentration Rank 4

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

7.10 7.47 ug/L 680401 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanol. 2.3-dimethvl- 102 C6H140 000594-60-5 83
2 2-Butanol. 2.3-dimethvl- 102 C6H140 000594-60-5 83
3 2-Butanol. 2.3-dimethvl- 102 C6H140 000594-60-5 74
4 2-Pentanol. 2-methvl- 102 C6H140 000590-36-3 72
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 50

Abundance Scan 1869 (7.100 min): VV016136.D (-1855) (-) m/z 58.95 100.00%
5o
5000
41
69 P
S 77 101 6.80 7.00 7.20 7.40
O 8 L I e I m/z 41.05 37.07%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4478: 2-Butanol, 2,3-dimethyl- M
59

5000 R e e R EEEAAE ma ]
6.80 7.00 7.20 7.40
41 87

69 ‘ m/z 69.05 33.31%

15
| 25/, \ | ||47 53 | \ 77 101
ok
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
59

6.80 7.00 7.20 7.40

5000 m/z 87.10 28.20%
87
31 41 69
53
O T T e T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4473: 2-Butanol, 2,3-dimethyl-
59 6.80 7.00 7.20 7.40
m/z 43.00 27.10%
5000
41 87
31 69
15 i “H 53 | ‘ 101
O T B o o LA o e o o e B
m/z--> 10 40 50 70 80 90 100 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052020\
Data File : VV016136.D

Aca On : 20 May 2020 17:02

Operator : SY/MD

Sample : L2725-07

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA _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 2-Pentanol, 2-methyl- Concentration Rank 3

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

7.17 8.69 ug/L 792060 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol. 2-methvl- 102 C6H140 000590-36-3 78
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 78
3 2-Butanol. 2.3-dimethvl- 102 C6H140 000594-60-5 64
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 56
5 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 53

Abundance Scan 1891 (7.171 min): VV016136.D (-1882) (-) m/z 59.00 100.00%
50
5000
69 87
| 81 113 6.80 7.00 7.20 7.40 7.60
o...,....,....,....,....,..'!--,....,....,....,....,....,....,.. m/z 45.00 33.49%
m/z--> 10 20 40 50 60 70 80 90 100 110 120
Abundance #4459: 2-Pentanol, 2-methyl-
59
5000
45 6.80 7.00 7.20 7.40 7.60
87 m/z 41.00 28 .58%
15 \‘ 69
0.........ﬂ‘.”.‘”........”‘.”. T
I I I I I I I I I | | |
m/z--> 10 20 30 60 70 80 90 100 110 120
Abundance
59
6.80 7.00 7.20 7.40 7.60
5000 m/z 43.00 26.19%
31 45
87
39 69
0 15 25 53 77 28 115
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4479: 2-Butanol, 2,3-dimethyl-
50 6.80 7.00 7.20 7.40 7.60
m/z 87.00 24 .97%
5000
87
51 4 69
0"W'”'P'”””'WML'E?”I”'W'”'P'”I”'W'”'P'”I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052020\
Data File : VV016136.D

Aca On : 20 May 2020 17:02

Operator : SY/MD

Sample : L2725-07

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA _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-Pentanol, 3-methyl- Concentration Rank 2

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

7.52 14.14 ug/L 1375370 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanol. 3-methvl- 102 C6H140 000077-74-7 90
2 3-Pentanol. 3-methvl- 102 C6H140 000077-74-7 64
3 3-Pentanol. 3-methvl- 102 C6H140 000077-74-7 45
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 43
5 4-Heptanol, 3-methyl- 130 C8H180 001838-73-9 36

Abundance Scan 2000 (7.521 min): VV016136.D (-1985) (-) m/z 73.10 100.00%
7B
5000 %5
43
. |‘| o leel | 0 8 10 720 7.0 7.60 7.80
Ol ol L 49y 8L O 79 ] 100 Tm/z 55.00  49.79%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4464: 3-Pentanol, 3-methyl-
73
5000 55
7.20 7.40 7.60 7.80
45 m/z 42.95 29.60%
29 39‘ ‘ 87
0"w}é'w'Jﬂﬂ"”HL"w”“'w'§ﬂwl"wlj'w"'w"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
73
7.20 7.40 7.60 7.80
5000 55 m/z 44.95  24.74%
43
29 87
Oy |"??|' T |"§?|" "?%" '|""|1p?"|'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4448: 3-Pentanol, 3-methyl-
73 7.20 7.40 7.60 7.80
m/z 41.00 21.26%
55
5000
43
- 87
0 15 “\37\“‘49\\‘ 67‘ 1
LU SR SURLL AL S AL SR SULELL SR SURLELEL SRR WL B A S S R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052020\
Data File : VV016136.D

Aca On : 20 May 2020 17:02

Operator : SY/MD

Sample : L2725-07

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA _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 11 Cyclopentanol, 1-methyl- Concentration Rank 9

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

8.34 1.07 ug/L 104411 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentanol. 1-methvl- 100 C6H120 001462-03-9 52
2 2-Methvl-1.5-hexadiene-3-ol 112 C7H120 017123-60-3 27
3 Isopropenvlcvclopropane 82 C6H10 004663-22-3 25
4 1.4-Pentadiene. 3-methvl- 82 C6H10 001115-08-8 14
5 1,3-Pentadiene, 3-methyl-, (E)- 82 C6H10 002787-43-1 11

Abundance Scan 2255 (8.341 min): VV016136.D (-2234) (-) m/z 71.00 100.00%
!
43
5000 58
R B
51 6 95 800 8.20 8.40 8.60
o...,....,....,..??|-,|:.-..;l.-'!'.'.,.."..-,!..'.','!.|..,....,...?1,9... m/z 43.00 59.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3891: Cyclopentanol, 1-methyl-
71
43
5000 %8 BENARPE SRR SRR N
8.00 8.20 8.40 8.60
85 m/z 67.00 50.75%
oL B T wl sl s o
miz--> T e'o 7'0 80 8 160 110
Abundance
71
8.00 8.20 8.40 8.60
5000 41 m/z 58.00 47 .10%
27 53 65 79 97
G R A R R UL UL AL RS RS MRS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1235: Isopropenylcyclopropane
67 8.00 8.20 8.40 8.60
m/z 39.00 22 .94%
5000 39
27 53 82
0 "'|'%?'|"'“|"'ll'"'PJL"?%j'l|7§“|h"'|""|""|""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052020\
Data File : VV016136.D

Aca On : 20 May 2020 17:02

Operator : SY/MD

Sample : L2725-07

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TRACE VOA SOM01.0

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

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA _M

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 12 3-Pentanol, 2,3-dimethyl- Concentration Rank 12

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

8.93 0.76 ug/L 74137 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanol. 2.3-dimethvl- 116 C7H160 000595-41-5 64
2 3-Pentanol. 2.3-dimethvl- 116 C7H160 000595-41-5 59
3 3-Pentanol. 2.3-dimethvl- 116 C7H160 000595-41-5 59
4 3-Pentanol. 2.3-dimethvl- 116 C7H160 000595-41-5 59
5 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 40

Abundance Scan 2438 (8.929 min): VV016136.D (-2431) (-) m/z 73.00 100.00%
B
55
87
5000 43
98 8.60 8.80 9.00 9.20
67 81
0...,....,....,..??L::‘..,.'.!|.',..-.'::'!:..,-.|..:,....,....,....,.. m/z 55.00 72.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8395: 3-Pentanol, 2,3-dimethyl-
73
87
5000 55
43 8.60 8.80 9.00 9.20
m/z 87.00 58.48%
27 101
0 L 1L 37\y L 67‘H‘ [CI
RIS SO SURILIL SO SURILS SO UL UL IR L R
m/z--> 10 40 50 70 80 90 100 110 120
Abundance
73
43 860 8.80 9.00 9.20
5000 87 m/z 43.00 49.81%
27 55
byl e e s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8380: 3-Pentanal, 2,3-dimethyl-
7 8.60 8.80 9.00 9.20
m/z 40.95 46.38%
87
5000 43 5
27
I Il 37\‘_ s leren | s | 0L s
R S SO SUILL SULILIL SULILLS SO UL UL IR L R
m/z--> 10 40 50 70 80 90 100 110 120 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052020\
Data File : VV016136.D

Aca On : 20 May 2020 17:02

Operator : SY/MD

Sample : L2725-07

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA _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 13 3-Hexanol, 3-methyl- Concentration Rank 6

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

8.98 2.64 ug/L 257147 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexanol. 3-methvl- 116 C7H160 000597-96-6 72
2 3-Hexanol. 3-methvl- 116 C7H160 000597-96-6 64
3 3-Hexanol. 3-methvl- 116 C7H160 000597-96-6 64
4 3-Pentanol. 2.3-dimethvl- 116 C7H160 000595-41-5 59
5 3-Pentanol, 2,3-dimethyl- 116 C7H160 000595-41-5 50

Abundance Scan 2454 (8.981 min): VV016136.D (-2445) (-) m/z 73.10 100.00%
7B
45 55
5000 87
39
101
67 81 8.60 8.80 9.00 9.20 9.40
o...,....,....,....|;!...,-.':!|:|,...'=!'.:..,.-...,.?“?! o m/z 55.00 58.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8361: 3-Hexanol, 3-methyl-
73
45
5000 87
8.60 8.80 9.00 9.20 9.40
101 m/z 45.00 58.48%
0 ‘ 67 |, 81 115
”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'
m/z--> 10 70 80 90 100 110 120
Abundance
73
45 8.60 8.80 9.00 9.20 9.40
5000 87 m/z 41.00 53.14%
55
29 101
0 39 67 81 95 115
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8348: 3-Hexanol, 3-methyl-
7B 8.60 8.80 9.00 9.20 9.40
45 m/z 87.05 45_26%
5000 87
7 55
15 “ 101
0 "'I'J'll"*ll""h"" '“*t? '§?h'l"?%"'|""|""|}}§|" AR SRS R
m/z--> 10 20 30 50 70 80 90 100 110 120 8.60 8.80 9.00 9.20 9.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV052020\
Data File : VV016136.D

Acq On : 20 May 2020 17:02

Operator : SY/MD

Sample : L2725-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA .M
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: Cyc... 2.04 2.4 ug/L 215817 1 5.64 455491 5.0
(DEL) Alkane: Str... 3.30 0.6 ug/L 52893 1 5.64 455491 5.0
(DEL) Alkane: Str... 3.61 0.9 ug/L 79544 1 5.64 455491 5.0
Cyclopentene, 4-m... 4.49 2.9 ug/L 265048 1 5.64 455491 5.0
Amylene hydrate 5.26 24 _.3 ug/L 2210190 1 5.64 455491 5.0
Cyclobutane, (1-m... 6.83 1.0 ug/L 91874 1 5.64 455491 5.0
2-Butanol, 2,3-di... 7.10 7.5 ug/L 680401 1 5.64 455491 5.0
2-Pentanol, 2-met... 7.17 8.7 ug/L 792060 1 5.64 455491 5.0
3-Pentanol, 3-met... 7.52 14.1 ug/L 1375370 2 8.87 486367 5.0
Cyclopentanol, 1-... 8.34 1.1 ug/L 104411 2 8.87 486367 5.0
3-Pentanol, 2,3-d... 8.93 0.8 ug/L 74137 2 8.87 486367 5.0
3-Hexanol, 3-methyl- 8.98 2.6 ug/L 257147 2 8.87 486367 5.0
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