LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091420\
Data File : VU040116.D

Aca On : 14 Sep 2020 13:17

Operator : SY/MD

Sample : L3961-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 9 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 1.363 3 7 11 rBV 5149 5297 1.23% 0.132%
2 1.604 71 82 93 rvB2 52626 79260 18.42% 1.978%
3 1.925 170 182 188 rBvV 43350 62150 14.44% 1.551%
4 2.581 374 386 399 rBV 82015 134332 31.22% 3.352%
5 2.674 399 415 443 rVVv2 19617 73685 17.12% 1.838%
6 2.896 449 484 487 rBV 40114 157083 36.50% 3.919%
7 3.382 622 635 655 rvB2 10003 25179 5.85% 0.628%
8 3.803 756 766 777 rBV6 2561 5241 1.22% 0.131%
9 3.877 777 789 800 rVVve 2692 6761 1.57% 0.169%
10 4_.526 973 991 1004 rBV2 15113 37699 8.76% 0.941%
11 4.665 1017 1034 1074 rBvV2 49274 178383 41.45% 4.451%
12 4.829 1074 1085 1106 rvB 16622 41659 9.68% 1.039%
13 5.083 1147 1164 1185 rBV 72057 160748 37.36% 4.011%
14 5.597 1311 1324 1338 rBV5 8133 18562 4_.31% 0.463%

15 5.742 1346 1369 1386 rBvV2 136915 359562 83.56% 8.971%

16 6.263 1517 1531 1547 rBV 168392 318939 74.12% 7.957%

17 6.507 1596 1607 1621 rVB3 12619 24387 5.67% 0.608%
18 6.703 1653 1668 1684 rBvV 88749 173799 40.39% 4 _.336%
19 7.173 1804 1814 1822 rBV6 2663 4430 1.03% 0.111%
20 7.308 1849 1856 1867 rBVS5 2677 4607 1.07% 0.115%
21 7.574 1927 1939 1958 rBV3 45527 81438 18.93% 2.032%
22 7.906 2021 2042 2057 rBvV 158388 273547 63.57% 6.825%
23 8.185 2118 2129 2140 rBV2 29168 49902 11.60% 1.245%
24 8.642 2258 2271 2300 rBvV 234635 430310 100.00% 10.736%
25 8.941 2352 2364 2381 rBv4 6835 18123 4.21% 0.452%

26 9.420 2500 2513 2531 rBV 251346 411883 95.72% 10.276%
27 10.754 2916 2928 2943 rBV2 67304 110902 25.77% 2.767%

28 10.886 2962 2969 2979 rVB6 2866 4690 1.09% 0.117%
29 11.471 3140 3151 3163 rVB2 11818 18101 4.21% 0.452%
30 11.806 3242 3255 3275 rBV 248653 395014 91.80% 9.856%
31 12.053 3321 3332 3350 rBV2 32087 57812 13.43% 1.442%
32 12.188 3360 3374 3388 rVB 168622 277354 64.45% 6.920%
33 12.767 3543 3554 3565 rBV3 4318 7194 1.67% 0.179%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091420\
Data File : VU040116.D

Aca On : 14 Sep 2020 13:17

Operator : SY/MD

Sample : L3961-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 9 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_U\METHOD\SOMUTRO83120WMA .M
TRACE VOA SOM01.0

Sum of corrected areas: 4008033
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VYU091420\
Data File : VU040116.D

Aca On : 14 Sep 2020 13:17

Operator : SY/MD

Sample : L3961-16

Misc - 25.0mL/MSVOA U/WATER

ALS vial : 9 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

Abundance : .
250000 TIC: VU040116.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091420\
Data File : VU040116.D

Aca On : 14 Sep 2020 13:17

Operator : SY/MD

Sample : L3961-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 9 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.

2.90 2.46 ug/L 157083 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 86
2 Isopropnvl Alcohol 60 C3H80 000067-63-0 78
3 Isopropnvl Alcohol 60 C3H80 000067-63-0 78
4 Propane. 2-ethoxv- 88 C5H120 000625-54-7 56
5 Isopropyl Alcohol 60 C3H80 000067-63-0 56

Abundance Scan 485 (2.899 min): VU040116.D (-449) (-) m/z 45.05 100.00%
45
5000
41 59 76 2.60 2.80 3.00 3.20
O'P”W””P”W””P”W””P“WJJ'”W””P”W””P”W”“P“W””I m/z  43.05 20.75%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #297: Isopropy! Alcohol
45
5000
2.60 2.80 3.00 3.20
m/z 41.10 9.08%
1519 2731 ggdl 53 59
e A AN AR ARRAN AR RAAR) SARLS SAARS AANS) RALLA SARR) RARL RAALA MR
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 8.00%
1519 231 3841 59

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

Abundance #294: Isopropyl Alcohol R L
45 2.60 2.80 3.00 3.20

m/z 44_00 5.91%

5000

7
15 19 3‘1 3 4‘1‘ 59

0 .,....,...al...l,....,a...,....,....,.... R LR L s e R s e R e EEEEEmmams|

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091420\
Data File : VU040116.D

Aca On : 14 Sep 2020 13:17

Operator : SY/MD

Sample : L3961-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 9 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 5
R.T. EstConc Area Relative to ISTD R.T.
4.53 0.59 ug/L 37699 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 2-Pentanol. 2-methvl- 102 C6H140 000590-36-3 43
4 Propane. 2-ethoxvy-2-methvl- 102 C6H140 000637-92-3 43
5 Propanamide, 2-methoxy-N-methyl- 117 C5H11NO2 1000196-12-6 40
Abundance Scan 992 (4.530 min): VU040116.D (-973) (-) m/z 59.10 100.00%

59
5000 87

||| I‘ 420 440 4.60 4.80
In |

0.”,..”,..”,.”.,.”.,.”!;”..,”..,”.:,”..“...“ m/z 87.10 42.33%
m/z--> 10 20 30 50 60 70 80 90 100 110
Abundance #4490. Propane, 2-ethoxy-2-methyl-
59
5000 LI L L L L L L LB L |
87 420 4.40 4.60 4.80
29 41 m/z 57.10 37.13%
N ‘ ‘ 53 ||, 73 80 93
O e T e e e e e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
e e Emmam s
4.20 4.40 4.60 4.80
5000 m/z 41.05 24.72%
87
15 53 72
O T T T T e T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4447: 2-Pentanol, 2-methyl-
59 420 4.40 4.60 4.80

m/z 43.00 15.41%

5000 45 a7
31
39 69
15 L1 Ay \ 79 08
o.”,.”.,”..“..w..”,.”.,”..“..w..”,.”.,”..“

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091420\
Data File : VU040116.D

Aca On : 14 Sep 2020 13:17

Operator : SY/MD

Sample : L3961-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 9 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 4

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

4.83 0.65 ug/L 41659 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 83
4 Ethvl Acetate 88 C4H802 000141-78-6 83
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 53

Abundance Scan 1085 (4.829 min): VU040116.D (-1074) (-) m/z 43.00 100.00%
43
5000
| 6|1 70 a8 4.40 4.60 4.80 5.00 5.20
2 N A D . m/z 44.95 14.07%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2018: Ethyl Acetate
43
5000
4.40 4.60 4.80 5.00 5.20
0,
- 61 1o m/z 61.00 13.00%
R L s | 88
LRI LR FUELL LN SR UL LI SR SURLLEN FULELLN U
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
ARRRARS A A A
4.40 4.60 4.80 5.00 5.20
5000 m/z 70.00 11.41%
15 29 61
70 o8
e S L L S UL L LIS S IS UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2015: Ethyl Acetate T B B
43 4.40 4.60 4.80 5.00 5.20
m/z 42.00 7.94%
5000
29 61 70
AN RN W A - N - S
m/z--> 10 20 30 40 50 60 70 80 90 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091420\
Data File : VU040116.D

Aca On : 14 Sep 2020 13:17

Operator : SY/MD

Sample : L3961-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 9 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 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.05 0.73 ug/L 57812 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 72
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
3 1-1sobutoxv-2-ethvlhexane 186 C12H260 1000139-90-3 50
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 50
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 45
Abundance Scan 3331 (12.050 min): VU040116.D (-3321) (-) m/z 57.10 100.00%
57
5000 41
70 g3
I | | e 1w 11.80 12.00 12.20 12.40
Olrrrprrrrprrrr el et et bbb e || M/ 41.00 45 73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13670: 1-Hexanol, 2-ethyl-
57
5000
43 11.80 12.00 12.20 12.40
29 ‘ 70 g3 m/z 55.10 44 _38%
98
0"%"}3"J““"”H"'P'kll”'JY”"IJ"I'”lI"“%%?'W"'W""P"'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
11.80 12.00 12.20 12.40
5000 a1 m/z 43.10 38.65%
29
70 83
o 15 98 112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #50341: 1-Isobutoxy-2-ethylhexane
57 11.80 12.00 12.20 12.40
42 m/z 70.10 25.63%
5000
29
71
0 | \‘ Lo B e M2 158 g A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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\VU091420\
Data File : VU040116.D

Acq On : 14 Sep 2020 13:17

Operator : SY/MD

Sample - L3961-16

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .M
TRACE VOA SOMO01.0

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 2.90 2.5 ug/L 157083 1 6.26 318939 5.0
Propane, 2-ethoxy... 4.53 0.6 ug/L 37699 1 6.26 318939 5.0
Ethyl Acetate 4.83 0.7 ug/L 41659 1 6.26 318939 5.0
1-Hexanol, 2-ethyl- 12.05 0.7 ug/L 57812 3 11.81 395014 5.0
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