LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU121318\

Data File : VU028631.D

Aca On - 12 Dec 2018 00:53

Operator : MD/SY

sample - J6347-06

Misc - 5.0mL/MSVOA U/WATER 0 O
ALS Vial : 25 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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\82U120618W.M

Title - SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

1.569 110 123 134 rVB 8564 17155 3.14% 0.582%
2.621 439 450 460 rBvV 3263 5934 1.09% 0.201%
rBve6 2528 6070 1.11% 0.206%
4.881 1133 1153 1170 rBV2 75163 170372 31.17% 5.780%
4.981 1170 1184 1203 rVB2 114138 250748 45.87% 8.507%

abrwWNPEF
N
o
(o}
o
(o0}
O
a1
(o}
o
\l
e}
=
\l

6 5.309 1272 1286 1313 rBV 92316 195916 35.84% 6.647%
7 5.884 1450 1465 1485 rVV 200228 396075 72.46% 13.437%
8 7.562 1974 1987 2007 rBV 309056 546605 100.00% 18.544%
9 9.090 2449 2462 2481 rBV 268093 449622 82.26% 15.254%
10 10.305 2830 2840 2856 rBV 199333 321622 58.84% 10.911%
11 11.324 3146 3157 3177 rBV3 13770 29336 5.37% 0.995%
12 11.482 3195 3206 3226 rBV 238258 374599 68.53% 12.708%
13 11.742 3278 3287 3299 rBV2 16480 29048 5.31% 0.985%
14 11.832 3299 3315 3336 rvVVv5 35977 119905 21.94% 4.068%
15 11.929 3337 3345 3363 rVB5 12498 27081 4._.95% 0.919%
16 12.228 3430 3438 3445 rBv4 4025 7563 1.38% 0.257%

Sum of corrected areas: 2947651
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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\VU121318\
VU028631.D

12 Dec 2018 00:53

MD/SY

J6347-06

5.0mL/MSVOA U/WATER

25 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W .M
SW846 8260

: 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\VU121318\
Data File : VU028631.D

Aca On : 12 Dec 2018 00:53

Operator : MD/SY

Sample : J6347-06

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 25 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W_M
SW846 8260

Quant Method
Quant Title

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 1-Heptanol, 6-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.83 16.00 ug/Il 119905 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptanol. 6-methvl- 130 C8H180 001653-40-3 72
2 1-Heptanol. 4-methvl- 130 C8H180 000817-91-4 59
3 (S)-3-Ethvl-4-methvipentanol 130 C8H180 1000144-07-1 50
4 Cvclopentane. methvl- 84 C6H12 000096-37-7 47
5 1-Octanol 130 C8H180 000111-87-5 47
Abundance Scan 3314 (11.829 min): VU028631.D (-3299) (-) m/z 55.10 100.00%
43 > 69
84
5000
| | 97 11.60 11.80 12.00 12.20
o 1 | Y m/z 69.10 85.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13673: 1-Heptanol, 6-methyl-
4, 55 g9
5000 29 84 \“ T T e
11.60 11.80 12.00 12.20
o m/z 43.05 83.45%
o Ll ez 77 i, L 112 1m0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13674: 1-Heptanol, 4-methyl-
a4 69
56
84 11.60 11.80 12.00 12.20
5000 29 m/z 56.10 79.17%
15 “‘ ‘ I | ‘ l ‘ ‘ 97 112
O T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13750: (S)-3-Ethyl-4-methylpentanol
4 69 11.60 11.80 12.00 12.20
84 m/z 41.05 78.81%
55
5000
0 I""I'"'I""I""I""I""I""I""I"?TI""%%?"I""I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.60 11.80 12.00 12.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121318\
Data File : VU028631.D

Acq On : 12 Dec 2018 00:53

Operator : MD/SY

Sample - J6347-06

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 25 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W_M
SW846 8260

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]

1-Heptanol, 6-met... 11.83 16.0 ug/I1 119905 4 11.48 374599 50.0

82U120618W.M Thu Dec 13 16:40:59 2018 Page: 4



