LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091020\
Data File : VvU040084.D

Aca On : 10 Sep 2020 16:27

Operator : SY/MD

Sample : L3961-01

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 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 1.495 42 48 56 rBv 11226 11624 2.59% 0.260%
2 1.604 71 82 92 rvB 53170 67051 14.95% 1.499%
3 1.922 172 181 191 rVB 40864 52226 11.64% 1.167%
4 2.581 372 386 398 rBV2 85776 141462 31.54% 3.162%
5 2.652 398 408 433 rVB 33138 75812 16.90% 1.694%

2.829 440 463 517 rBV2 64045 367398 81.92% 8.211%

6

7 3.379 620 634 654 rvB2 26371 62477 13.93% 1.396%
8 3.893 782 794 804 rVB3 3593 7345 1.64% 0.164%
9 4.012 817 831 847 rVB4 3565 9070 2.02% 0.203%
10 4.520 972 989 1013 rBV2 38574 95919 21.39% 2.144%
11 4.649 1014 1029 1050 rBV 68678 179131 39.94% 4.004%
12 4.826 1070 1084 1099 rVB2 16507 36326 8.10% 0.812%
13 5.083 1147 1164 1179 rBV2 74613 164319 36.64% 3.673%
14 5.597 1309 1324 1341 rBV3 17371 38931 8.68% 0.870%

15 5.742 1348 1369 1387 rBV2 141805 370372 82.58% 8.278%

16 6.263 1517 1531 1551 rBV2 161398 308399 68.76% 6.893%

17 6.510 1594 1608 1623 rBV2 24077 49219 10.97% 1.100%
18 6.703 1648 1668 1682 rBV2 92362 178652 39.83% 3.993%
19 7.166 1800 1812 1822 rBV4 7572 13948 3.11% 0.312%
20 7.227 1822 1831 1844 rVBS8 5927 10429 2.33% 0.233%
21 7.308 1844 1856 1870 rBV3 13890 24756 5.52% 0.553%
22 7.498 1909 1915 1925 rVB6 4050 7429 1.66% 0.166%
23 7.575 1928 1939 1954 rVB3 46107 81180 18.10% 1.814%
24 7.726 1973 1986 1997 rVB4 8362 16222 3.62% 0.363%
25 7.906 2014 2042 2055 rBV 167787 315653 70.38% 7.055%
26 8.186 2116 2129 2146 rBV 29618 52462 11.70% 1.173%
27 8.510 2219 2230 2239 rVB6 5879 9959 2.22% 0.223%
28 8.639 2257 2270 2300 rBvV 252967 448494 100.00% 10.024%
29 8.925 2349 2359 2372 rBV3 6057 12385 2.76% 0.277%

30 9.420 2500 2513 2531 rBV 241333 401794 89.59% 8.980%

31 10.755 2914 2928 2950 rVB3 70344 118716 26.47% 2.653%

32 11.472 3140 3151 3174 rVB2 32711 53075 11.83% 1.186%
33 11.806 3243 3255 3270 rBV 238158 386208 86.11% 8.632%
34 12.057 3323 3333 3346 rBV2 17977 29842 6.65% 0.667%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091020\
Data File : VvU040084.D

Aca On : 10 Sep 2020 16:27

Operator : SY/MD

Sample : L3961-01

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 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 SOMO1.0

35 12.189 3362 3374 3388 rBvV 172492 275932 61.52% 6.167%

Sum of corrected areas: 4474217
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VYU091020\
Data File : VU040084.D

Aca On : 10 Sep 2020 16:27

Operator : SY/MD

Sample : L3961-01

Misc - 25.0mL/MSVOA U/WATER

ALS Vial : 18 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: vU040084.D
250000

200000

6.26
150000 5.74

100000 558 6.7¢
4.65 5.08

50000

3.89.01 ‘A

™ =
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50

Abundance TIC: vU040084.D
250000 8|64 9.42 11.81

0

200000

150000

100000
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bl Tl e L |y

b R R B T e T B o S e e L
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: vU040084.D
250000

200000

150000

100000

50000

O*————
Time--> 12.50

=T T — T i L e e
15.50

T T T T L =T
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091020\
Data File : VvU040084.D

Aca On : 10 Sep 2020 16:27

Operator : SY/MD

Sample : L3961-01

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 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.

2.83 5.96 ug/L 367398 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 64
2 Isopropnvl Alcohol 60 C3H80 000067-63-0 64
3 Propane. 2-ethoxv- 88 C5H120 000625-54-7 40
4 Hvdrazine. ethvl- 60 C2H8N2 000624-80-6 40
5 Propane, 2-ethoxy- 88 C5H120 000625-54-7 40

Abundance Scan 463 (2.829 min): VU040084.D (-440) (-) m/z 45.10 100.00%

45
5000

59 240 260 280 300 320
0 NUNAR . 76 m/z 43.05 24._48%
L AL SR SURL L SURELEL UL SURELELS S SO SURLLIL UL - - ¢

m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #295: Isopropy! Alcohol
45

5000 e S e
240 2.0 2.80 3.00 3.20

m/z 41.00 10.59%

e o a 59
T T 1 T T 1 T T 1 1
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance
45
2.40 2.60 2.80 3.00 3.20
5000 m/z 39.00 8.77%
27
19 39 59
O T e e T
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2104: Propane, 2-ethoxy-
45 2.40 2.60 2.80 3.00 3.20
m/z 42.10 6.21%
5000
73
27
15
ol 2 D 1339l 53 %0 88
I e o o B o L B e e
m/z--> 0 10 20 30 40 50 60 70 80 90 240 2.60 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 : VvU040084.D

Aca On : 10 Sep 2020 16:27

Operator : SY/MD

Sample : L3961-01

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 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_U\METHOD\SOMUTR0O83120WMA .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 2 Propane, 2-ethoxy-2-methyl- Concentration Rank 2

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

4.52 1.56 ug/L 95919 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 74
4 2-Pentanol. 2-methvl- 102 C6H140 000590-36-3 64
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 40

Abundance Scan 989 (4.520 min): VU040084.D (-972) (-) m/z 59.10 100.00%
59
5000 87 j\
41
| 53 420 440 460 480
ol e e e S e e m/z 87.10 38.56%
m/z--> 10 20 30 40 50 60 80 90 100
Abundance #4485: Propane, 2-ethoxy-2-methyl-
59
5000 BN AR SRR
87 420 4.40 4.60 4.80
29 41 m/z 57.10 34.66%
A NN 53“‘ o
e L L S UL UL UL S I SIS WL
m/z--> 10 40 50 70 80 90 100
Abundance
59
420 4.40 4.60 4.80
5000 a7 m/z 41.10 27 .60%
53 73 80 93
e L L S UL U UL SU LI I IR WL
m/z--> 10 30 50 60 80 90 100
Abundance #4491: Propane, 2-ethoxy-2-methyl-
59 420 4.40 4.60 4.80
m/z 43.10 13.96%
87
5000
41
29
0 15 N “‘ 47 53| |, 73 ‘ 101
m/z--> 10 20 30 40 5 60 70 8 9 100 420 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 : VvU040084.D

Aca On : 10 Sep 2020 16:27

Operator : SY/MD

Sample : L3961-01

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 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 0.59 ug/L 36326 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 74
4 Ethvl Acetate 88 C4H802 000141-78-6 74
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 38

Abundance Scan 1085 (4.829 min): VU040084.D (-1070) (-) m/z 42.95 100.00%
a3
5000
| 61 70 88 440 4.60 4.80 5.00 5.20
| B Y S m/z 45.10 13.44%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2015: Ethyl Acetate
43
5000
440 460 4.80 5.00 5.20
0,
- 61 7o . m/z 61.00 12 .60%
3 NG NSO IS N N N s - S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
e e
440 460 4.80 5.00 5.20
5000 m/z 70.00 8.79%
61
15 il 55 P 83 88
e S L L S UL L LIS S I UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2018: Ethyl Acetate e e e
43 440 460 4.80 5.00 5.20
m/z 42.10 6.78%
5000
29 61
15 s P 88
m/z--> 10 20 30 40 50 60 70 80 90 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091020\
Data File : VvU040084.D

Aca On : 10 Sep 2020 16:27

Operator : SY/MD

Sample : L3961-01

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 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 6

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

5.60 0.63 ug/L 38931 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-methvl-2-(l-methvleth... 116 C7H160 017348-59-3 74
2 3-0Octanol 130 C8H180 000589-98-0 43
3 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 43
4 Butanoic acid. 3.3-dimethvl- 116 C6H1202 001070-83-3 39
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 9

Abundance Scan 1325 (5.601 min): VU040084.D (-1309) (-) m/z 59.10 100.00%
99
5000
101 SRS SR LR S
||| | 520 5.40 5.60 5.80 6.00
O s B T s B e m/z 57.10 49 .24%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59
5000 AR "/XI""I"
a1 520 5.40 560 5.80 6.00
101 m/z 41.10 27 .83%
29
0 M\ | \‘\ 53‘\\\ 73 86
RSN NI UL IURELI I UL SO I SULEL L B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
520 5.40 560 5.80 6.00
5000 41 83 m/z 43.00 25.56%
31
101
53 69 112
G R RS RN RS RS RS RS LS AR SR RLN SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8387: 2-Pentanol, 2,4-dimethyl-
59 520 5.40 5.60 5.80 6.00

m/z 101.20 18.29%

5000

43 101

31 83
15 \\‘37\”\ 53\\\\6571 1

L RS N FA

m/z--> 10 20 30 40 50 60 70 80 90 100 110 520 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091020\
Data File : VvU040084.D

Aca On : 10 Sep 2020 16:27

Operator : SY/MD

Sample : L3961-01

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO083120WMA_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 5 Acetic acid, cyano-, 1,1-di... Concentration Rank 4

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

6.51 0.80 ug/L 49219 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 74
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 64
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 40
4 3-Octanol 130 C8H180 000589-98-0 40
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 40

Abundance Scan 1608 (6.510 min): VU040084.D (-1594) (-) m/z 59.10 100.00%
59
5000 a1
101 S I W —
| | a7 6.20 6.40 6.60 6.80
o} P11 OSSN m/z 57.10 61.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
50
5000 ISR RN R R
a1 6.20 6.40 6.60 6.80
101 m/z 41.10 39.66%
29
0 M\ ‘\‘\50 Al 73 86
A IR NI L AR IR NN LA RN S SIS RN SARSS SRR AR
m/z--> 10 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 24 .42%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8346: 2-Hexanol, 2—methy|— LI L LR I ThrT [T ]
50 6.20 6.40 6.60 6.80
m/z 43.10 20.93%
5000
a1 101
0"w%?w"“?%'“\UJ“?}JMi'”é?"“lg?“l'“'|'“'|'“'|'“'|'“'|'“'|
m/z--> 10 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 : VvU040084.D

Aca On : 10 Sep 2020 16:27

Operator : SY/MD

Sample : L3961-01

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 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 7 unknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.47 0.69 ug/L 53075 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 Propanoic acid. 2.2-dimethvl- 102 C5H1002 000075-98-9 37
3 Sulfurous acid. dibutvl ester 194 C8H1803S 000626-85-7 35
4 di-tert-Butvl dicarbonate 218 C10H1805 024424-99-5 32
5 Propanoic acid, 2,2-dimethyl-, s... 208 C5H9Ag02 007324-58-5 32
Abundance Scan 3150 (11.468 min): VU040084.D (-3140) (-) m/z 57.10 100.00%
g7
5000
41
1 11,20 11.40 1160 11.80
o..,....,....,....',:'...,..-!!|,....,7..3..,..5.‘?,....,|=...,.1.1.“?,....,....,....,...., m/z 41.00 32.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4321: Propanoic acid, 2,2-dimethyl-
57
5000 41
29 11.20 11.40 11.60 11.80
m/z 101.10 18.89%
15 69 87 102
0“V“W“”V“W“LPNW““VHWH“VHW““P“W““V“W““V“W
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 41 m/z 59.00 16.16%
29
ol 15 49 69 87 102
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #56796: Sulfurous acid, dibuty! ester e R A
57 11.20 11.40 11.60 11.80
m/z 39.00 11.30%
5000 a1
0 33 1,49 [, 65 73 83 94 109 121 139 151
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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU091020\
Data File : VvU040084.D

Acq On : 10 Sep 2020 16:27

Operator : SY/MD

Sample - L3961-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 18 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .M
TRACE VOA SOMO1.0

Quant Method
Quant Title

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 2.83 6.0 ug/L 367398 1 6.26 308399 5.0
Propane, 2-ethoxy... 4.52 1.6 ug/L 95919 1 6.26 308399 5.0
Ethyl Acetate 4.83 0.6 ug/L 36326 1 6.26 308399 5.0
Propane, 2-methyl... 5.60 0.6 ug/L 38931 1 6.26 308399 5.0
Acetic acid, cyan... 6.51 0.8 ug/L 49219 1 6.26 308399 5.0
unknown-01 11.47 0.7 ug/L 53075 3 11.81 386208 5.0
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