LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091618\
Data File : VU026789.D

Aca On : 15 Sep 2018 20:10

Operator : MD/SY

Sample = J4920-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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\SOMUTR091618WMA .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 1.398 63 70 82 rBv 67657 70877 16.59% 1.952%
2 1.517 100 107 114 rBvV 17910 20188 4.72% 0.556%
3 1.681 150 158 175 rvVvB 55250 68169 15.95% 1.877%
4 2.273 332 342 355 rBV 106399 162807 38.10% 4.483%
5 2.443 384 395 415 rBV 35251 65047 15.22% 1.791%
6 2.839 506 518 533 rVB 14134 29249 6.84% 0.805%
7 4.199 924 941 950 rBV 60800 157838 36.93% 4 .346%
8 4.649 1065 1081 1103 rVvB 77246 182058 42.60% 5.013%
9 5.337 1274 1295 1313 rBV2 162404 427348 100.00% 11.768%
10 5.887 1451 1466 1486 rBV 146179 279853 65.49% 7.706%
11 6.334 1592 1605 1622 rBV 105398 203349 47 .58% 5.600%
12 7.231 1872 1884 1902 rBV 41241 70887 16.59% 1.952%
13 7.565 1974 1988 2004 rBV 174123 294370 68.88% 8.106%
14 7.852 2067 2077 2090 rBV 25491 41832 9.79% 1.152%

15 8.324 2204 2224 2249 rBV 196337 345998 80.96% 9.528%
16 9.093 2450 2463 2480 rBvV 175722 286304 67.00% 7.884%
17 10.433 2870 2880 2897 rBV 73481 116955 27.37% 3.221%
18 10.732 2960 2973 2985 rVB2 25144 38287 8.96% 1.054%
19 11.485 3196 3207 3235 rBV 150754 239691 56.09% 6.600%
20 11.745 3276 3288 3312 rBV 131155 226325 52.96% 6.232%

21 11.861 3312 3324 3341 rVB 187754 304043 71.15% 8.372%

Sum of corrected areas: 3631475
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091618\
VU026789.D

15 Sep 2018 20:10

MD/SY

J4920-09

25_0mL/MSVOA U/WATER

23 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR091618WMA .M
TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091618\
Data File : VU026789.D

Aca On : 15 Sep 2018 20:10

Operator : MD/SY

Sample : J4920-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR091618WMA _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 3

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

2.44 1.16 ug/L 65047 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 64
2 Isopropvl Alcohol 60 C3H80 000067-63-0 9
3 Isopropvl Alcohol 60 C3H80 000067-63-0 9
4 Isopropvl Alcohol 60 C3H80 000067-63-0 9
5 Formamide 45 CH3NO 000075-12-7 4

Abundance Scan 394 (2.440 min): VU026789.D (-384) (-) m/z 45.00 100.00%
45 h
5000
384l 59 g4 220 2.40 2.60 2.80
Obrrrprrer et e e || M7z 43.00 22.70%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #294: |sopropy! Alcohol
45
5000
220 2.40 2.60 2.80
27 m/z 41.10 8.98%
AR RAE: i) 59
Orr e T e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #295: |sopropy! Alcohol
45
220 2.40 2.60 2.80
5000 m/z 38.95 7.18%
s Taogu | g
U S S N RRRR RAAAA RARAA LARE SRR LARAS AAARS RS RAARS RRALS RRALA RAN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #296: Isopropy! Alcohol
45 2.20 2.40 2.60 2.80
m/z 42.00 6.05%
5000
27
15 19
. | | % e 59 69
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 220 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091618\
Data File : VU026789.D

Aca On : 15 Sep 2018 20:10

Operator : MD/SY

Sample : J4920-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR091618WMA _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 Silane, methoxytrimethyl- Concentration Rank 5

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

2.84 0.52 ug/L 29249 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. methoxvtrimethvl- 104 C4H120Si 001825-61-2 83
2 Silane. methoxvtrimethvl- 104 C4H120Si 001825-61-2 83
3 Silane. (2-methoxvethvD)trimethvl- 132 C6H160Si 018173-63-2 83
4 Tert-butvl(methoxv)dimethvlsilane 146 C7H180Si 1000364-10-7 83
5 Thiazole, tetrahydro- 89 C3H7NS 000504-78-9 9

Abundance Scan 518 (2.839 min): VU026789.D (-506) (-) m/z 89.00 100.00%
8o
59
5000
43 s 260 280 3.00 320
0'”P'”P”'P”W'“WMHW“'W”“IH”I””L'”P”'P”W'”W”'W m/z 59.00 56.29%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4671: Silane, methoxytrimethyl-
89
59
5000 IRRBE LR LR RS S

2.60 2.80 3.00 3.20
m/z 42.95 8.71%

31 4 | g | 104
o BN SNMS  NSRY TSSSSth .4 S SR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4670: Silane, methoxytrimethyl-
89
2.60 2.80 3.00 3.20
5000 59 m/z 90.00 8.45%
15 29 45 | 7 . 104
e S YN MMM | M.
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14390: Silane, (2-methoxyethyl)trimethyl- e R ma
89 2.60 2.80 3.00 3.20
m/z 45.00 6.23%
5000 59
73
43
o2 1 & | . 101 117 131
B Raa s e  RARadEan
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091618\
Data File : VU026789.D

Aca On : 15 Sep 2018 20:10

Operator : MD/SY

Sample : J4920-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR091618WMA _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 Hexanal, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.73 0.80 ug/L 38287 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal. 2-ethvl- 128 C8H160 000123-05-7 72
2 Hexanal. 2-ethvl- 128 C8H160 000123-05-7 72
3 Hexanal. 2-ethvl- 128 C8H160 000123-05-7 59
4 1.3-Propanediol. 2-(Chvdroxvmethv... 120 C5H1203 000077-85-0 59
5 Cyclobutanol, 2-ethyl- 100 C6H120 035301-43-0 50
Abundance Scan 2972 (10.729 min): VU026789.D (-2960) (-) m/z 57.10 100.00%
57 72
5000 4l
| s0 || 81 o 10.40 10.60 10.80 11.00
) SN 1 S — m/z 72.00 83.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12454: Hexanal, 2-ethyl-
57 72
5000 AU SR ARSI
41 10.40 10.60 10.80 11.00
29 m/z 41.00 50.58%
ol 15 | ||| 50]], 65 | 8 o1 100 110 128
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12455:; Hexanal, 2-ethyl-
57
2 AU A SN
a1 10.40 10.60 10.80 11.00
5000 29 m/z 43.10 36.57%
0 50\\‘\\ 65\ min 82 95 109 128
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12456: Hexanal, Z-Ethyl- L L L L N NN |
57 72 10.40 10.60 10.80 11.00
m/z 55.10 27 .49%
5000 43
29
0 ‘ A 1l 65 8 100 110 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091618\
Data File : VU026789.D

Aca On : 15 Sep 2018 20:10

Operator : MD/SY

Sample : J4920-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR091618WMA _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 1
R.T. EstConc Area Relative to ISTD R.T.
11.75 4.72 ug/L 226325 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 86
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
4 2-Propvl-1-pentanol 130 C8H180 058175-57-8 53
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 50
Abundance Scan 3289 (11.748 min): VU026789.D (-3276) (-) m/z 57.10 100.00%
57
5000 41
3 11.40 11.60 11.80 12.00
112
o...,....,....,....|,!...5,°.':.|:,...':|,|'!..~.-'.-|!..?.1..!,....,....,.1.?‘?,.. m/z 41.10 45.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13669: 1-Hexanol, 2-ethyl-
57
5000 41 L DAL DAL SRR B
11.40 11.60 11.80 12.00
29 ‘ 83 m/z 55.10 39.23%
98
Los Dl LT om o
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #13670: 1-Hexanol, 2-ethyl-
57
11.40 11.60 11.80 12.00
5000 m/z 43.10 33.14%
43
‘ 70 83
98
0...,..}ﬁ...Mhh..J,l..ﬁQ.Ll,....y”..,.h..,...h....%%?..,.”.,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13661: 1-Hexanol, 2-ethyl-
57 11.40 11.60 11.80 12.00
m/z 56.10 27 .83%
5000 41
70 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11140 11.60 11.80 12.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU091618\
Data File : VU026789.D

Acq On : 15 Sep 2018 20:10

Operator : MD/SY

Sample - J4920-09

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR091618WMA .M
TRACE VOA SOMO01.0

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 2.44 1.2 ug/L 65047 1 5.89 279853 5.0
Silane, methoxytr... 2.84 0.5 ug/L 29249 1 5.89 279853 5.0
Hexanal, 2-ethyl- 10.73 0.8 ug/L 38287 3 11.48 239691 5.0
1-Hexanol, 2-ethyl- 11.75 4.7 ug/L 226325 3 11.48 239691 5.0
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