LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091020\
Data File : VU040087.D

Aca On : 10 Sep 2020 17:38

Operator : SY/MD

Sample : L3961-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 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 U\METHOD\SOMUTRO83120WMA .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 1.494 43 48 56 rvB 11603 10644 2.54% 0.262%
2 1.604 71 82 94 rvVB2 49383 66344 15.81% 1.630%
3 1.925 173 182 189 rBvV 37711 51071 12.17% 1.255%
4 2.578 374 385 397 rBV2 79869 129895 30.96% 3.192%
5 2.655 398 409 431 rVB 25921 67297 16.04% 1.654%
6 2.835 441 465 525 rBvV2 64053 419605 100.00% 10.312%
7 3.378 620 634 651 rBV2 26887 61086 14.56% 1.501%
8 3.893 776 794 807 rBV3 3992 9088 2.17% 0.223%
9 4.012 820 831 848 rVB5 3356 8275 1.97% 0.203%
10 4.523 973 990 1009 rBV3 36392 94446 22.51% 2.321%
11 4.652 1014 1030 1050 rBvV2 59599 161966 38.60% 3.980%
12 4.825 1073 1084 1102 rvB2 17104 38450 9.16% 0.945%
13 5.083 1149 1164 1180 rBV 67550 151444 36.09% 3.722%
14 5.597 1309 1324 1338 rBV3 17294 37708 8.99% 0.927%

15 5.742 1348 1369 1385 rBVv3 131994 342325 81.58% 8.413%

16 6.263 1516 1531 1553 rBvV 125409 237122 56.51% 5.828%

17 6.507 1592 1607 1624 rBV2 24859 51083 12.17% 1.255%
18 6.703 1654 1668 1681 rBV 84969 162529 38.73% 3.994%
19 6.777 1685 1691 1702 rVBS8 3090 5890 1.40% 0.145%
20 7.169 1803 1813 1822 rBv4 8245 15966 3.81% 0.392%
21 7.221 1822 1829 1845 rVB4 5833 11362 2.71% 0.279%
22 7.308 1845 1856 1869 rBv4 12680 23713 5.65% 0.583%
23 7.497 1899 1915 1926 rVB6 4623 10110 2.41% 0.248%
24 7.574 1926 1939 1953 rBV2 42430 72508 17.28% 1.782%
25 7.722 1970 1985 1997 rVB4 9057 16923 4._.03% 0.416%
26 7.906 2015 2042 2060 rBvV 155942 295467 70.42% 7.261%
27 8.185 2114 2129 2141 rBV3 26849 47545 11.33% 1.168%
28 8.510 2220 2230 2242 rVB4 6271 11547 2.75% 0.284%
29 8.639 2258 2270 2300 rBvV 232079 414532 98.79% 10.188%
30 8.931 2349 2361 2380 rVB5 6114 13789 3.29% 0.339%

31 9.420 2499 2513 2532 rBvV 180956 302160 72.01% 7.426%
32 10.754 2915 2928 2943 rBV 66327 108976 25.97% 2.678%
33 11.471 3141 3151 3166 rBV2 31940 48820 11.63% 1.200%
34 11.809 3242 3256 3274 rVB 169603 270509 64.47% 6.648%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091020\
Data File : VU040087.D

Aca On : 10 Sep 2020 17:38

Operator : SY/MD

Sample : L3961-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 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_U\METHOD\SOMUTRO83120WMA .M
Title - TRACE VOA SOMO1.0
35 12.057 3321 3333 3344 rBV3 27521 45547 10.85% 1.119%

36 12.188 3362 3374 3388 rVB 154465 253247 60.35% 6.224%

Sum of corrected areas: 4068989
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091020\
Data File : VU040087.D

Aca On : 10 Sep 2020 17:38

Operator : SY/MD

Sample : L3961-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial :© 21 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .M
TRACE VOA SOM01.0

Quant Method
Quant Title

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU040087.D
200000
150000
5.74 6.26
100000
258 6.7(
2.84 465 5.08
50000 238 452
A 4.83 5.6 6.51
0 3.80.01 A ]L
R B e e T e T i R
Time--> 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: VU040087.D
8|64
200000
9.42
11.81
7.91 12.
150000
100000
10.75
50000 7.57
8.19 11.47 12.04
749231 7.72 L 8.5JJ 8.93 J\ /U
N OO WL /A WD | W AN | G | WS | Gy | G |0 |
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: VU040087.D
200000
150000
100000
50000
O B R e el
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 U\DATA\VU091020\
Data File : VvU040087.D

Aca On : 10 Sep 2020 17:38

Operator : SY/MD

Sample : L3961-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 Isopropyl Alcohol Concentration Rank 1

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

2.84 8.85 ug/L 419605 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 80
2 Isopropnvl Alcohol 60 C3H80 000067-63-0 78
3 Isopropnvl Alcohol 60 C3H80 000067-63-0 56
4 Propane. 2-ethoxv- 88 C5H120 000625-54-7 40
5 Formic acid, l-methylethyl ester 88 C4H802 000625-55-8 40

Abundance Scan 467 (2.842 min): VU040087.D (-441) (-) m/z 45.10 100.00%
45
5000 }/\\\\\‘
a1 260 2.80 3.00 3.0
3 59 : : : :
Oberrrrprrrererrrrrrrrr e A8 e 4 e B | M7Z 43.10  24.09%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #297: Isopropy! Alcohol
45
5000 URREE LRSS SR RS R
2.60 2.80 3.00 3.20
m/z 41.00 10.34%
1519 231 g4l 53 59
U e e LA AN RAAY RAARA SAANS SAAR) NALS LAY AR) RAALA RLLN LAY AR ALY
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
45
2.60 2.80 3.00 3.20
5000 m/z 39.00 8.90%
15 19 27 31 gg4l 59
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #295: Isopropy! Alcohol
45 2.60 2.80 3.00 3.20
m/z 42.00 6.57%
5000
0 1520 A gt 59
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 260 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091020\
Data File : VvU040087.D

Aca On : 10 Sep 2020 17:38

Operator : SY/MD

Sample : L3961-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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-ethoxy-2-methyl- Concentration Rank 2

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

4.52 1.99 ug/L 94446 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-ethoxv-2-methvl- 102 C6H140 000637-92-3 83
2 Propane. 2-ethoxv-2-methvl- 102 C6H140 000637-92-3 78
3 Propane. 2-ethoxv-2-methvl- 102 C6H140 000637-92-3 78
4 2-Pentanol. 2-methvl- 102 C6H140 000590-36-3 43
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 42

Abundance Scan 989 (4.520 min): VU040087.D (-973) (-) m/z 59.10 100.00%

509
5000 87
41

| | 420 440 460 480
o ety . M/z 87.10 40.37%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4485: Propane, 2-ethoxy-2-methyl-
59
5000 LA L L L L L L LB L |
87 4.20 4.40 4.60 4.80
29 ‘ m/z 57.10 34.63%
15
0 | “‘ “‘ 53 72
...,....,....,....,....,....,....,....,....,....,....,
m/z--> 10 20 30 50 60 70 80 90 100
Abundance
59
R e e e RmaEE
87 4.20 4.40 4.60 4.80
5000 m/z 41.10 24.44%
41
29
15 47 53 73 101
O LA o e o o o o L B e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4490: Propane, 2-ethoxy-2-methyl-
59 4.20 4.40 4.60 4.80

m/z 43.10 16.76%

5000
87
L |, s3] 73 80 93
e

m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091020\
Data File : VvU040087.D

Aca On : 10 Sep 2020 17:38

Operator : SY/MD

Sample : L3961-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 Ethyl Acetate Concentration Rank 7

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

4.83 0.81 ug/L 38450 1,4-Difluorobenzene 6.26
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 78
4 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 59
5 Ethyl Acetate 88 C4H802 000141-78-6 45

Abundance Scan 1085 (4.829 min): VU040087.D (-1073) (-) m/z 43.00 100.00%
a3
5000
| 6|1 70 88 440 460 4.80 500 5.20
O'W“P“WMW““W“P“W"W“h“"vmv“w“W““LJW“W““w“v“W“ m/z 45.00 14.00%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2017: Ethyl Acetate
43
5000
440 4.60 4.80 5.00 5.20
29 m/z 61.00 13.16%
15 ) ‘ 61 70 88
OW““W“L&%“WRW“W““J'MWP“W“WMW“w“hW“PmP“W“Wm
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
440 4.60 480 500 520
5000 m/z 42.00 9.75%
29 61 70
o 1519 26 33 58 74 88
A L) AN LARRNALREN AL RELE) L) KAL) LARANRAALY LERR) NARE) RARA) RALRN LALAA LARA LAERARAAS) LA
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2019: Ethyl Acetate
43 440 4.60 4.80 5.00 5.20
m/z 70.00 9.17%
5000
29 61 -
o 1518 24 | ‘ 57 | ‘'7a 8388
IR o ppensgugogngggt gt I Dy AR v M RAg SRy o8
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091020\
Data File : VvU040087.D

Aca On : 10 Sep 2020 17:38

Operator : SY/MD

Sample : L3961-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 Propane, 2-methyl-2-(1-meth... Concentration Rank 8

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

5.60 0.80 ug/L 37708 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 83
2 3-Pentanol 88 C5H120 000584-02-1 64
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 59
4 Propane. 2-ethoxvy-2-methvl- 102 C6H140 000637-92-3 45
5 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 45

Abundance Scan 1325 (5.600 min): VU040087.D (-1309) (-) m/z 59.10 100.00%
59
5000
43
101 RS SR R

| | 520 5.40 5.60 5.80 6.00
s 1 e m/z 57.10 56.97%

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-

59
5000 ||||||||||||||/\|||||||||
a1 5.20 540 5.60 5.80 6.00
101 m/z 43.00  29.24%
29

0 ”.,.”.,”.Up”.J“L.?ﬂu:u...w??”,.?ﬁ,.”.ﬂn..,”..“...“..w...w

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance
3 \
n

IS U | S S

5.20 5.40 5.60 5.80 6.00

5000 31 m/z 41.10 26 .85%
41
o 15 50 70 87
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e S ERmR R Q’{\. R
59 520 5.40 5.60 5.80 6.00

m/z 101.10 15.67%

5000 41

68
1 s0 1) 126 142

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.20 5.40 560 5.80 6.00

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091020\
Data File : VvU040087.D

Aca On : 10 Sep 2020 17:38

Operator : SY/MD

Sample : L3961-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 Acetic acid, cyano-, 1,1-di... Concentration Rank 4

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

6.51 1.08 ug/L 51083 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 64
3 3-0ctanol 130 C8H180 000589-98-0 64
4 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 64
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 43

Abundance Scan 1608 (6.510 min): VU040087.D (-1592) (-) m/z 59.10 100.00%
5p
5000
41
il o ok 6bo e
o..,....,....|i:|...,..'!.'i....,7.2...,....,....,:...,1.?‘.‘.,....,....,...., m/z 57.10 56.28%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59
5000 RSN SERE RRREE EE ARAE
a1 6.20 6.40 6.60 6.80
101 m/z 41.00 33.19%
29
0"|"'H““"Jlm”'?P“ﬁli""l??" 2 ""IL"'I""I""I"”I""I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
6.20 6.40 6.60 6.80
5000 M m/z 101.10 22 .93%
68
o 50 126 142
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13639: 3-Octanol R R R
59 6.20 6.40 6.60 6.80
m/z 43.00 17.78%
5000 29 4 83
101
0 ‘ ‘ L\M‘ 5L, 69 , 91 ‘ 112 129
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091020\
Data File : VvU040087.D

Aca On : 10 Sep 2020 17:38

Operator : SY/MD

Sample : L3961-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 Furan, tetrahydro-2,4-dimet... Concentration Rank 9

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

7.31 0.50 ug/L 23713 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. tetrahvdro-2.4-dimethvl-.... 100 C6H120 039168-01-9 58
2 Oxetane. 2-ethvl-3-methvl- 100 C6H120 053778-62-4 58
3 Furan. tetrahvdro-2.5-dimethvl-.... 100 C6H120 002144-41-4 49
4 Methacrvlamide 85 C4H7NO 000079-39-0 47
5 Furan, tetrahydro-2,5-dimethyl- 100 C6H120 001003-38-9 47

Abundance Scan 1857 (7.311 min): VU040087.D (-1845) (-) m/z 85.10 100.00%
41 85
55
5000
67 N RN RS R
|“ ‘ | | 100 700 7.20 7.40 7.60
Ol et Ll Tm/z 41.00 85.74%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3964: Furan, tetrahydro-2,4-dimethyl-, cis-
85
41 55
5000
7.00 7.20 7.40 7.60
29 ‘ 70 100 m/z 55.10 72.59%
0 \‘\‘ ‘\ | ! | | \‘
LURUELE U LA UL UL SR S FULLLS SULLEL SO
m/z--> 20 30 40 50 60 70 80 90 100
Abundance
85
41 56
7.00 7.20 7.40 7.60
5000 m/z 56.00 59.19%
29 70
51 100
L L L S S R SIS S B
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3963: Furan, tetrahydro-2,5-dimethyl-, cis-
56 85 7.00 7.20 7.40 7.60
41 m/z 39.00 49 .64%
5000
29 67 100
0'I"'HM"'JiIJ'W'l‘MI"'MI""I"lW""l'"'I
m/z--> 20 30 40 50 60 70 80 90 100 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091020\
Data File : VvU040087.D

Aca On : 10 Sep 2020 17:38

Operator : SY/MD

Sample : L3961-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 unknown-01 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.47 0.90 ug/L 48820 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2.2-dimethvl- 102 C5H1002 000075-98-9 43
2 Sulfurous acid. dibutvl ester 194 C8H1803S 000626-85-7 38
3 Propanoic acid. 2.2-dimethvl- 102 C5H1002 000075-98-9 38
4 Ethvnvl tert-butvl sulfoxide 130 C6H100S 041463-34-7 33
5 Propanedioic acid, oxo-, bis(2-m... 230 C11H1805 092778-43-3 32

Abundance Scan 3151 (11.471 min): VU040087.D (-3141) (-) m/z 57.10 100.00%
g7
5000
41
101 AU UL SN
11.20 11.40 11.60 11.80
73 87 117 129
O”P'“P”W'”hm'WJ”P'”P”W'”W””I””P”W'”W””I”“P”W m/z 41.10 28.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4322: Propanoic acid, 2,2-dimethyl-
57
41 \ »
5000 L SULUL UL LI UM
29 11.20 11.40 11.60 11.80
m/z 101.20 16.20%
‘ 149 69 87 102
S R R R AR R KRS AR RRARS RS LARAN AARSS ALY SARAN EARAS MARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57
11.20 11.40 11.60 11.80
5000 a1 m/z 59.00 13.80%
0 33 | 49 | 6573 8 94 109 121 139 151
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #4321: Propanoic acid, 2,2-dimethyl- R B e L

57 11.20 11.40 11.60 11.80
m/z 39.00 11.30%

5000 41
29
15 ‘ ol Jhl, 69 8\7 192 1 A

o PRI 1 SN Mt AL SURES SEMMSESES 7 HRRSES ) ENS

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091020\
Data File : VvU040087.D

Aca On : 10 Sep 2020 17:38

Operator : SY/MD

Sample : L3961-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 1-Hexanol, 2-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.06 0.84 ug/L 45547 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 l1l-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
3 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 64
4 2-Propvl-1-pentanol 130 C8H180 058175-57-8 59
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 59
Abundance Scan 3334 (12.060 min): VU040087.D (-3321) (-) m/z 57.10 100.00%
g7
41
5000
H J | 98 112 11.80 12.00 12.20 12.40
o..,....,....,....,....,~.-...',...':,'!...,".!-..,...!,....,.-...,.. m/z 41.10 57.94%
m/z--> 10 20 40 60 70 80 90 100 110 120
Abundance #13670. 1-Hexanol, 2-ethyl-
57
5000
43 11.80 12.00 12.20 12.40
29 70 83 m/z 43.10 37.31%
0 18 “ | | ‘ 51 ‘ | 63 “ " ‘\ 9\8 112
mz-> 10 20 30 40 % 60 70 8 90 106 110 130
Abundance
57
11.80 12.00 12.20 12.40
5000 41 m/z 55.10 36.79%
29 0 8
P S - O A
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #13759: 1-Pentanol, 2-ethyl-4-methyl-
57 11.80 12.00 12.20 12.40
m/z 70.10 31.96%
5000 43
29 69 83
0 18 ‘ sl s ) 77| %8 11
m/z--> 10 20 30 40 50 60 % 80 %1&1@1% 11,80 12.00 12.20 12.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU091020\
Data File : VU040087.D

Acq On : 10 Sep 2020 17:38

Operator : SY/MD

Sample : L3961-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO083120WMA .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]
Isopropyl Alcohol 2.84 8.8 ug/L 419605 1 6.26 237122 5.0
Propane, 2-ethoxy... 4.52 2.0 ug/L 94446 1 6.26 237122 5.0
Ethyl Acetate 4.83 0.8 ug/L 38450 1 6.26 237122 5.0
Propane, 2-methyl... 5.60 0.8 ug/L 37708 1 6.26 237122 5.0
Acetic acid, cyan... 6.51 1.1 ug/L 51083 1 6.26 237122 5.0
Furan, tetrahydro... 7.31 0.5 ug/L 23713 1 6.26 237122 5.0
unknown-01 11.47 0.9 ug/L 48820 3 11.81 270509 5.0
1-Hexanol, 2-ethyl- 12.06 0.8 ug/L 45547 3 11.81 270509 5.0
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