LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
Data File : VU039932.D

Aca On : 21 Aug 2020 16:50

Operator : SY/MD

Sample : L3776-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 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\SOMUTRO81920WMA .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 21 rvB2 21430 21865 5.27% 0.545%
2 1.604 72 82 93 rBv 49057 63597 15.33% 1.585%
3 1.922 171 181 191 rBvV 42637 56150 13.54% 1.399%
4 2.578 375 385 398 rVB 63029 101505 24.47% 2.530%
5 2.655 398 409 425 rBV2 17649 40413 9.74% 1.007%
6 2.848 441 469 519 rBvV2 45207 321597 77 .53% 8.015%
7 3.382 623 635 650 rVB3 9530 20726 5.00% 0.517%
8 3.890 772 793 818 rBV 123323 294946 71.11% 7 .350%
9 4.006 818 829 832 rBV5 2886 4228 1.02% 0.105%
10 4_.527 973 991 1009 rVB3 47382 120292 29.00% 2.998%
11 4.652 1014 1030 1052 rBvV2 62420 172970 41.70% 4.311%
12 4.829 1070 1085 1107 rvVvB 19286 44790 10.80% 1.116%
13 5.083 1148 1164 1178 rBV 68702 153570 37.02% 3.827%
14 5.597 1307 1324 1343 rBv4 23168 54589 13.16% 1.360%

15 5.742 1349 1369 1385 rBV3 134380 348355 83.99% 8.681%

16 6.263 1517 1531 1554 rBV 98717 190367 45.90% 4.744%

17 6.510 1595 1608 1625 rBV 38153 75854 18.29% 1.890%
18 6.703 1654 1668 1686 rBvV2 86446 166349 40.11% 4.146%
19 7.166 1802 1812 1822 rBV6 2647 4201 1.01% 0.105%
20 7.311 1847 1857 1864 rBV7 2802 4599 1.11% 0.115%
21 7.469 1898 1906 1922 rBv4 5359 10950 2.64% 0.273%
22 7.575 1928 1939 1955 rBvV 42577 73592 17.74% 1.834%
23 7.726 1975 1986 1993 rVB9 2832 6329 1.53% 0.158%
24 7.906 2018 2042 2058 rBV 153246 263684 63.57% 6.571%
25 7.973 2058 2063 2075 rVB4 2836 4696 1.13% 0.117%
26 8.186 2117 2129 2141 rBV2 29581 52151 12.57% 1.300%
27 8.639 2257 2270 2296 rBV 240962 414779 100.00% 10.337%
28 8.928 2353 2360 2368 rBV5 2412 4548 1.10% 0.113%

29 9.420 2498 2513 2531 rBV 155295 251960 60.75% 6.279%
30 10.755 2912 2928 2943 rBV2 64853 107890 26.01% 2.689%

31 11.472 3141 3151 3166 rBV 34510 51677 12.46% 1.288%
32 11.809 3245 3256 3267 rVB 147950 229202 55.26% 5.712%
33 12.054 3322 3332 3344 rBV2 16075 26312 6.34% 0.656%

34 12.189 3359 3374 3387 rBV 157896 253917 61.22% 6.328%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
Data File : VU039932.D

Aca On : 21 Aug 2020 16:50

Operator : SY/MD

Sample : L3776-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 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\SOMUTRO81920WMA .M
TRACE VOA SOM01.0

Sum of corrected areas: 4012650
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
VU039932.D

21 Aug 2020 16:50

SY/MD

L3776-08

25_0mL/MSVOA U/WATER

16 Sample Multiplier: 1

> Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO81920WMA .M
- TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L

LSCINT.P
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4.01
ma—

5.74

6.26
6.7(

0
Time-->

JH
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
Data File : VU039932.D

Aca On : 21 Aug 2020 16:50

Operator : SY/MD

Sample : L3776-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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 Ethane, 1,1-difluoro- Concentration Rank 8

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

1.36 0.57 ug/L 21865 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 91
2 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 90
3 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 90
4 Propiolonitrile 51 C3HN 001070-71-9 3
5 Propane, 2,2-difluoro- 80 C3H6F2 000420-45-1 2

Abundance Scan 6 (1.359 min): VU039932.D (-3) (-) m/z 50.90 100.00%
51
65
5000
4447 LS A L U
41 ||| 140 1.50 1.60 1.70 1.80
o SRMMSSRAMESSENISESEISSS N FFE 1] S ST ———— m/z 65.00 54.56%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #364: Ethane, 1,1-difluoro-
51
5000 65 /\I""I""I""I""I"'
1.40 150 1.60 1.70 1.80
o7 47 m/z 46.85 23.13%
o 2 121519 24 3y M 62,
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance
51
o 140 150 1.60 1.70 180
5000 m/z 43.90 20.75%
47

27131 4044

m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #365: Ethane, 1,1-difluoro- R maaas
51 1.40 1.50 1.60 1.70 1.80
m/z 45.00 19.31%
5000 es
47
23 4 62,
O e
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 1.40 1.50 1.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
Data File : VU039932.D

Aca On : 21 Aug 2020 16:50

Operator : SY/MD

Sample : L3776-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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 Isopropyl Alcohol Concentration Rank 1

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

2.85 8.45 ug/L 321597 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 1sopnropnvl Alcohol 60 C3H80 000067-63-0 72
5 Formic acid, l-methylethyl ester 88 C4H802 000625-55-8 40

Abundance Scan 470 (2.851 min): VU039932.D (-441) (-) m/z 45.00 100.00%
45
5000 //\\\\\_
R e ma
41 2.60 2.80 3.00 3.20
3 59
o.,....,....,....,....,....,....,..ﬁ!!|.: e e || W72 42.95 21 20%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #295: Isopropy! Alcohol
45
5000 HRRS RSN AN SR L
2.60 2.80 3.00 3.20
- m/z 41.00 10.05%
15 19 31 g4l 59
U R LA ARy LA BARY N RRAR AN AL REAR) RARLA RARES AAAN LARRA RRARI B
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
45
2.60 2.80 3.00 3.20
5000 m/z 38.90 7.28%
. 1519 2731 544l 53 59
T T T T P T T A T e e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #294: Isopropyl Alcohol
45 2.60 2.80 3.00 3.20
m/z 42.00 6.12%
5000
15 ﬁg 27‘31 3841 59
ObrprrrrprerHr e e e e
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 260 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
Data File : VU039932.D

Aca On : 21 Aug 2020 16:50

Operator : SY/MD

Sample : L3776-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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 Propane, 2-ethoxy-2-methyl- Concentration Rank 2

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

4.53 3.16 ug/L 120292 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 83
3 2-Pentanol. 2-methvl- 102 C6H140 000590-36-3 64
4 Propane. 2-ethoxvy-2-methvl- 102 C6H140 000637-92-3 40
5 3-Pentanol, 2,2-dimethyl- 116 C7H160 003970-62-5 40

Abundance Scan 992 (4.530 min): VU039932.D (-973) (-) m/z 59.00 100.00%
59
5000 87 A
a1 SN 5 U
o 420 440 4.60 4.80
| U1 U P — m/z 87.00 42.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4485: Propane, 2-ethoxy-2-methyl-
59
5000 ISR AR R S
87 420 4.40 4.60 4.80
29 m/z 57.00 32 .34%
J B ‘ s ‘ 72
'”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P
m/z--> 10 20 30 50 60 70 80 90 100 110
Abundance
59
420 440 4.60 480
5000 o m/z 41.00 22 .28%
29 A n]\
53 73 80 93
S U SR I SIS UL IS UL SIS WL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4447: 2-Pentanol, 2-methyl- AL FA A S
59 420 440 4.60 4.80
m/z 43.00 13.51%
45
5000 87
31
69
0"'I'%é'l'"'I"'??LL"I"'“ﬁ""I"'??""I"'gﬁ""l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
Data File : VU039932.D

Aca On : 21 Aug 2020 16:50

Operator : SY/MD

Sample : L3776-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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 Ethyl Acetate Concentration Rank 6

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

4.83 1.18 ug/L 44790 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 36

Abundance Scan 1085 (4.829 min): VU039932.D (-1070) (-) m/z 42.95 100.00%
43
5000
| T T 88 440 4.60 4.80 5.00 5.20
Otrprerrprrreprrrrprrerrerprrr e e m/z  44.90 14.00%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2018: Ethyl Acetate
43
5000
440 4.60 4.80 5.00 5.20
0
29 61 1 m/z 61.00 13.72%
10 26 33 58 74 88
miz> 5 10 15 20 25 30 35 40 45 80 85 60 65 70 75 80 8 90 96
Abundance
43
440 460 4.80 500 520
5000 m/z 70.00 10.65%
15 2 61
o 19 26 0 88
A L) RN LARRNALREN RALSA RELE) AL KAL) LARANRAALY RRRR) NARE) RARA) RALLY 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 T BRamr B
43 440 460 4.80 5.00 5.20
m/z 41.90 6.98%
5000
29 61 4o
o 118 26 | i 57| 174 g3 88
m/z--> 5 10 1% 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 440 4.60 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
Data File : VU039932.D

Aca On : 21 Aug 2020 16:50

Operator : SY/MD

Sample : L3776-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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 Propane, 2-methyl-2-(1-meth... Concentration Rank 5

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

5.60 1.43 ug/L 54589 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 78
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 43
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 39
4 3-Hexanol 102 C6H140 000623-37-0 38
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 38

Abundance Scan 1325 (5.601 min): VU039932.D (-1307) (-) m/z 59.00 100.00%
59
5000
41 101 SRS S LR S
| 53 520 5.40 5.60 5.80 6.00
b e ey e | M/Z 57.00  52.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59
5000 RRAARARRSRARARARENY
a 520 5.40 5.60 5.80 6.00
101 m/z 41.00 24 _36%
29
0 ‘\‘\ | \‘\ 53‘\\\ 73 86 ‘
LU UL SR SURLL AL SN SR SULELRL SR SURLELIL SRR I B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
M
520 5.40 5.60 5.80 6.00
5000 m/z 101.00 22.12%
43 101
SR o JNA RN NN W
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8358: 2-Hexanol, 2-methy!l- e e
509 520 5.40 5.60 5.80 6.00
m/z 42.90 19.32%
5000
43 101 /\
31
Ungy |'%§'|" J”J""“‘Jj"l??hh i"'éﬁ" "|??"| RIS BRI B NARARAARSS SRS AR N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 520 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
Data File : VU039932.D

Aca On : 21 Aug 2020 16:50

Operator : SY/MD

Sample : L3776-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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 3-Octanol Concentration Rank 3

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

6.51 1.99 ug/L 75854 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 3-0ctanol 130 C8H180 000589-98-0 64
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 40
4 3-Heptanol. 5-methvl- 130 C8H180 018720-65-5 39
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 38

Abundance Scan 1608 (6.510 min): VU039932.D (-1595) (-) m/z 59.00 100.00%
59
5000
| T 550 640 650 650 |
o..,....,....,....|',:|...‘??.'!:i....,7.22..,..5.‘7,....,|....,....,....,.... m/z 57.00 58.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59
5000 ISR RN R R
a 6.20 6.40 6.60 6.80
101 m/z 41.00 29.07%
29
0..,....,...Wﬂ...ﬂ,ﬂn.ﬁQ.ﬁzi....,??.. 2 DU GBS DB SRR S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
6.20 6.40 6.60 6.80
m/z 101.00 21.53%
5000 29 41 83 1
101
0 51 69 91 112 129
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8346: 2-Hexanol, 2-methyl- S EEREREEE
59 6.20 6.40 6.60 6.80
m/z 43.00 17.75%
5000
a1 101
0 15 \ﬁl \‘H 51\\\‘\ 69 8\3
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
Data File : VU039932.D

Aca On : 21 Aug 2020 16:50

Operator : SY/MD

Sample : L3776-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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 7
R.T. EstConc Area Relative to ISTD R.T.
11.47 1.13 ug/L 51677 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-octvl ester. (... 186 C11H2202 1000164-41-5 36
3 Ethane-1.1-diol dipropanoate 174 C8H1404 026880-30-8 33
4 Propanoic acid. 2.2-dimethvl- 102 C5H1002 000075-98-9 32
5 di-tert-Butyl dicarbonate 218 C10H1805 024424-99-5 25
Abundance Scan 3150 (11.468 min): VU039932.D (-3141) (-) m/z 57.00 100.00%
57
5000
i 101 o T e
o LI 117 129 m/z 41.00 25.79%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #4322: Propanoic acid, 2,2-dimethyl-
57
41 ) o
5000 U SRR ML L B

11.20 11.40 11.60 11.80
m/z 101.10 19.85%
|

69 87 102

onq””““w””“”m””“”w”m“”w””“”q””.”w””“”q””“”w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
57
R R R
11.20 11.40 11.60 11.80
5000 m/z 59.00 11.97%
101
29 43 70 83 112
o 129 142 171
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #41440: Ethane-1,1-diol dipropanoate R
57 11.20 11.40 11.60 11.80
m/z 56.00 9.93%
5000
101
8 73 | 131
Ol el e e SNBSS . NS ) E
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
Data File : VU039932.D

Aca On : 21 Aug 2020 16:50

Operator : SY/MD

Sample : L3776-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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 9
R.T. EstConc Area Relative to ISTD R.T.
12.05 0.57 ug/L 26312 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 83
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 59
4 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 59
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
Abundance Scan 3331 (12.050 min): VU039932.D (-3322) (-) m/z 57.00 100.00%
57
41
5000
70
83 WL_”
| | | | 98 11.80 12.00 12.20 12.40
Oberrprrer e sttt il L Tm/z 41.00  55.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13669: 1-Hexanol, 2-ethyl-
57
5000 41
0 11.80 12.00 12.20 12.40
29 83 m/z 42.90 39.14%
S S -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
11.80 12.00 12.20 12.40
5000 m/z 55.00 38.39%
43
29 70 83
0 18 51 |, 63 77 %8 112
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13661: 1-Hexanol, 2-ethyl-
57 11.80 12.00 12.20 12.40
m/z 70.00 34 .58%
5000 41
29
70 83
oL 15 H\ s1l es || 77 [, %8 112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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\VU082120\
Data File : VU039932.D

Acq On : 21 Aug 2020 16:50

Operator : SY/MD

Sample : L3776-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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]
Ethane, 1,1-diflu... 1.36 0.6 ug/L 21865 1 6.26 190367 5.0
Isopropyl Alcohol 2.85 8.4 ug/L 321597 1 6.26 190367 5.0
Propane, 2-ethoxy... 4.53 3.2 ug/L 120292 1 6.26 190367 5.0
Ethyl Acetate 4.83 1.2 ug/L 44790 1 6.26 190367 5.0
Propane, 2-methyl... 5.60 1.4 ug/L 54589 1 6.26 190367 5.0
3-Octanol 6.51 2.0 ug/L 75854 1 6.26 190367 5.0
unknown-01 11.47 1.1 ug/L 51677 3 11.81 229202 5.0
1-Hexanol, 2-ethyl- 12.05 0.6 ug/L 26312 3 11.81 229202 5.0
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