LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080218\
Data File : VV006832.D

Aca On : 03 Aug 2018 03:05

Operator : SY/MD

Sample : J4261-08

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 37 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 V\METHOD\SOMVTRO80218WMA .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 1.032 29 44 67 rBvY 1618360 1985270 100.00% 23.380%
2 1.254 109 113 122 rBvV2 16998 27054 1.36% 0.319%
3 1.318 125 133 143 rVvVv 128199 149987 7 .55% 1.766%
4 1.581 209 215 226 rVB 114079 134151 6.76% 1.580%
5 1.903 309 315 325 rVB 42332 57891 2.92% 0.682%

2.131 377 386 398 rBvV 202004 279019 14.05% 3.286%
3.954 937 953 968 rBV 156260 404883 20.39% 4._.768%
4.408 1075 1094 1120 rBV 148824 361640 18.22% 4._.259%
5.099 1288 1309 1328 rBvV2 343789 805958 40.60% 9.492%
5.279 1348 1365 1378 rBv4 17554 40830 2.06% 0.481%

=
QO ~NO®

11 5.668 1471 1486 1504 rBV 251872 499251 25.15% 5.880%
12 6.125 1611 1628 1646 rBV 204847 399588 20.13% 4._.706%
13 7.035 1898 1911 1925 rBV 86052 149064 7.51% 1.756%
14 7.366 2000 2014 2032 rBV 324174 562113 28.31% 6.620%
15 7.671 2096 2109 2124 rBV 52526 90513 4_.56% 1.066%

16 8.141 2241 2255 2272 rBV 439132 807093 40.65% 9.505%
17 8.900 2480 2491 2511 rBV 339760 563603 28.39% 6.637%
18 10.269 2905 2917 2929 rBV 165325 262561 13.23% 3.092%
19 11.301 3226 3238 3258 rBV 255982 425096 21.41% 5.006%
20 11.591 3318 3328 3343 rBV3 19907 42588 2.15% 0.502%

21 11.678 3344 3355 3375 rVB 267389 443083 22.32% 5.218%

Sum of corrected areas: 8491236
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080218\
Data File : VVv006832.D

Aca On - 03 Aug 2018 03:05

Operator : SY/MD

Sample : J4261-08

Misc - 25 mL/MSVOA V/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO80218WMA .M
TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1500000

1000000

500000

TIC: VV006832.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080218\
Data File : VV006832.D

Aca On : 03 Aug 2018 03:05

Operator : SY/MD

Sample : J4261-08

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O80218WMA .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 Ethanol Concentration Rank 3

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

1.90 0.58 ug/L 57891 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol 46 C2H60 000064-17-5 86
2 Ethanol 46 C2H60 000064-17-5 64
3 Isopropvl Alcohol 60 C3H80 000067-63-0 9
4 Ethanol 46 C2H60 000064-17-5 9
5 Isopropyl Alcohol 60 C3H80 000067-63-0 7

Abundance Scan 314 (1.900 min): VV006832.D (-309) (-) m/z 44.90 100.00%
5000
R R
1.60 1.80 2.00 2.20
0 64 91105 138 m/z 45.90 40.43%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95: Ethanol
31
5000
1.60 1.80 2.00 2.20
6 m/z 42.85 20.40%
15
04
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96: Ethanol
31
ISR SRR SN R
1.60 1.80 2.00 2.20
5000 m/z 41.90 7.47%
46
0'P'”IM”N””I“'W”'W'”W'”W'“'P”'P”'P'”P'”P'”I””I”
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #294: 1sopropy! Alcohol R e AR RERa
45 1.60 1.80 2.00 2.20
m/z 43.90 4 .96%
5000
27
0'P”Uﬂm”m”ﬁﬁ”W'”W””I““P'”P“'P”W'”W”'W””I””P' ISR SRR RSN R
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080218\
Data File : VV006832.D

Aca On : 03 Aug 2018 03:05

Operator : SY/MD

Sample : J4261-08

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O80218WMA .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 1-Hexanol, 2-ethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.59 0.50 ug/L 42588 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
3 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 64
4 2-Propvl-1-pentanol 130 C8H180 058175-57-8 53
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 50

Abundance Scan 3328 (11.591 min): VV006832.D (-3318) (-) m/z 57.00 100.00%
57
5000 /\qﬂh
41
I | || 112 103 060 1120 1140 1160 1180 1200
Ob ety ”kqnn,”:w”.w”..”..”J.”..”..”.wu.w” m/z 54.90 35.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13669: 1-Hexanol, 2-ethyl-
7
5000 41
11.20 11.40 11.60 11.80 12.00
, 83 m/z 40.90 34.74%
o 98 112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13670: 1-Hexanol, 2-ethyl-
57
11.20 11.40 11.60 11.80 12.00
5000 m/z 42.95 33.21%
43
29‘ o8
R =S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13759: 1-Pentanol, 2-ethyl-4-methyl-
57 11.20 11.40 11.60 11.80 12.00
m/z 69.90 27 .12%
5000 43
29 83
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80 12.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV080218\
Data File : VV006832.D

Acq On : 03 Aug 2018 03:05

Operator : SY/MD

Sample - J4261-08

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 37 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O80218WMA .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]
Ethanol 1.90 0.6 ug/L 57891 1 5.67 499251 5.0
1-Hexanol, 2-ethyl- 11.59 0.5 ug/L 42588 3 11.30 425096 5.0
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