LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092818\

Data File : VU027268.D

Aca On - 28 Sep 2018 13:55

Operator : MD/SY

Sample - J5104-02 -
Misc : 5.0mL/MSVOA U/WATER e
ALS Vial : 15 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\82U092218W.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 2.325 347 358 380 rVB 36986 61098 8.80% 1.541%
2 2.453 385 398 418 rBV 44897 88784 12.79% 2.239%
3 4.199 921 941 952 rBV2 8465 24385 3.51% 0.615%
4 4.270 952 963 985 rVB 23878 59084 8.51% 1.490%
5 4.643 1064 1079 1102 rBvV 64067 155194 22.36% 3.914%

6 4.884 1138 1154 1171 rBvV 100318 225089 32.43% 5.677%
7 4.987 1171 1186 1205 rVvB 138984 306212 44.12% 7.723%
8 5.312 1273 1287 1312 rBV 129498 271661 39.14% 6.852%
9 5.887 1451 1466 1485 rBV 213357 415665 59.88% 10.484%
10 7.566 1974 1988 2004 rBV 398986 694116 100.00% 17.507%
11 9.090 2450 2462 2488 rVB 301134 506176 72.92% 12.767%
12 10.054 2750 2762 2778 rBvV2 6487 12763 1.84% 0.322%
13 10.234 2807 2818 2829 rBVvV4 4104 7458 1.07% 0.188%
14 10.308 2829 2841 2867 rBvV 272898 429530 61.88% 10.833%
15 11.263 3126 3138 3151 rBVv4 15189 30927 4_.46% 0.780%
16 11.340 3152 3162 3188 rVB 45542 79327 11.43% 2.001%
17 11.485 3195 3207 3224 rBV 334746 518931 74.76% 13.088%
18 11.745 3279 3288 3306 rBvV2 17109 29406 4.24% 0.742%
19 12.224 3429 3437 3450 rBV5 5739 12031 1.73% 0.303%
20 12.456 3497 3509 3515 rBV3 6266 11126 1.60% 0.281%
21 12.501 3515 3523 3537 rVB2 14805 25906 3.73% 0.653%
Sum of corrected areas: 3964869
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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\VU092818\
VU027268.D

28 Sep 2018 13:55

MD/SY

J5104-02

5.0mL/MSVOA U/WATER

15 Sample Multiplier: 1

> Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W.M
- SW846 8260

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

FA18-E5JEB5-ER1
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Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092818\

Data Path :

Data File : VU027268.D

Aca On : 28 Sep 2018 13:55
Operator : MD/SY

Sample : J5104-02

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_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

Concentration Rank 1

Peak Number 1

Isopropyl Alcohol

R.T. EstConc Area
2.45 14 .50 ug/I1 88784
Hit# of 5 Tentative ID

1 Isopropvl Alcohol

2 Hvdrazine. 1.2-dimethvl-
3 Formamide

4 Hvdrazine. ethvl-

5 1-Butene, 4-methoxy

Relative to ISTD R.T.
Pentafluorobenzene 4.99
MW  MolForm CAS# Qual
60 C3H80 000067-63-0 86
60 C2H8N2 000540-73-8 9
45 CH3NO 000075-12-7 4
60 C2H8N2 000624-80-6 4
86 C5H100 004696-30-4 4

Abundance

5000

0

Scan 397 (2.450 min): VU027268.D (-385) (-)
45

41
38 L

59

m/z 45.10 100.00%

:?’

220 2.40 2.60 2.80

m/z-->

5 10 15 20 25 30 35 40 45 50 55 60 65

Abundance

5000

#297: Isopropy! Alcohol
45

27 4
15 19 | 31 38 ! !:

53 59

m/z 43.00 21.61%

—

220 2.40 2.60 2.80

0
m/z-->

5 10 15 20 25 30 35 40 45 50 55 60 65

m/z 41.00 9.07%

-

220 2.40 2.60 2.80

m/z 39.00 7.59%

-

220 2.40 2.60 2.80

FA18-E5JEB5-ER1

Abundance #276: Hydrazine, 1,2-dimethyl-
45 60
30
5000
27
1518 | 42 57
0 “ | L I, 1, Ly
R LA I N B o e R R R R R RS R Ea R R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #90: Formamide
45
5000
17 29
14|, 26 | 42
O e e S e T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65

m/z 42.00 6.17%

-

220 2.40 2.60 2.80
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Data Path
Data File
Aca On

Sample
Misc
ALS Vial

Quant Method
Quant Title

TIC Library

15

Library Search Compound Report

= Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092818\
: VU027268.D
: 28 Sep 2018 13:55
Operator : MD/SY
: J5104-02
= 5.0mL/MSVOA U/WATER
: Sample Multiplier: 1

= C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_M
SW846 8260

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 2-0Octanol

Concentration Rank 2

FA18-E5JEB5-ER1

R.T. EstConc Area Relative to ISTD R.T.
11.34 7.64 ug/l 79327 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octanol 130 C8H180 000123-96-6 90
2 2-Octanol. (R)- 130 C8H180 005978-70-1 90
3 2-Octanol. (3)- 130 C8H180 006169-06-8 90
4 2-Heptanol. 6-methvl- 130 C8H180 004730-22-7 78
5 2-Hexanol, 5-methyl- 116 C7H160 000627-59-8 78

Abundance Scan 3162 (11.340 min): VU027268.D (-3152) (-) m/z 45.00 100.00%
45
5000
55
70 84 97 112 11.00 11.20 11.40 11.60
0..,....,....,...3.$,|!|.':.,.':..,...-:'I-....,.'...,....,....,:.'..,....,.... m/z 55.10 28.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13625: 2-Octanol
45
5000
11.00 11.20 11.40 11.60
55 m/z 43.05 26 .49%
o 19 2 g 078 97 112 g9
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13649: 2-Octanol, (R)-
45
11.00 11.20 11.40 11.60
5000 m/z 41.00 21.96%
55
29
IO 1| N LN -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13650: 2-Octanol, (S)-
45 11.00 11.20 11.40 11.60
m/z 56.10 11.62%
5000
55
O 1 N . o e NN N - ) [ PRV AN N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.00 11.20 11.40 11.60
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092818\

VUu027268.D

28

MD/SY
J5104-02
5.0mL/MSVOA_U/WATER

15

Sep 2018 13:55

FA18-E5JEB5-ER1

Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_M
SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

Isopropyl Alcohol

2-0ctanol

2.45 14.5 ug/I 88784 1 4.99 306212 50.0
11.34 7.6 ug/l 79327 4 11.48 518931 50.0
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