LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU092618\

Data File : VU027205.D

Aca On - 27 Sep 2018 02:44

Operator : MD/SY

sample - J5048-08

Misc - 5.0mL/MSVOA U/WATER .-
ALS Vial : 46 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 2.321 340 357 381 rVB 156728 253449 30.84% 4.839%
2 2.443 383 395 418 rBV 189596 322939 39.29% 6.166%
3 4.228 922 950 978 rBv4 26099 103815 12.63% 1.982%
4 4.884 1138 1154 1170 rBvV 115022 257969 31.39% 4.926%
5 4.983 1171 1185 1209 rvVvB 160869 352498 42.89% 6.731%

5.311 1272 1287 1321 rBV 144203 343925 41.84% 6.567%
5.887 1450 1466 1485 rBV 245508 482728 58.73% 9.217%
6.189 1546 1560 1576 rBV2 115724 221508 26.95% 4_.230%
463964 821913 100.00% 15.694%
8.228 2182 2194 2219 rVB 196989 347835 42.32% 6.642%
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11 9.089 2447 2462 2486 rBV 341629 578775 70.42% 11.051%
12 10.308 2827 2841 2862 rBV 300406 484069 58.90% 9.243%
13 11.485 3195 3207 3232 rBV 363031 572194 69.62% 10.926%

14 12.565 3533 3543 3559 rBV5 8232 22661 2.76% 0.433%

15 13.578 3844 3858 3877 rBV3 22487 58458 7.11% 1.116%

16 16.928 4891 4900 4911 rBV10 6796 12381 1.51% 0.236%
Sum of corrected areas: 5237117
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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\VU092618\
VU027205.D

27 Sep 2018 02:44

MD/SY

J5048-08

5.0mL/MSVOA U/WATER

46 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W .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\VU092618\
Data File : VU027205.D

Aca On : 27 Sep 2018 02:44

Operator : MD/SY

Sample = J5048-08

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

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

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 1

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

2.44 45.81 ug/1 322939 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 83
2 Hvdrazine. ethvl- 60 C2H8N2 000624-80-6 9
3 Hvdrazine. 1.2-dimethvl- 60 C2H8N2 000540-73-8 9
4 Propanoic acid. 2-hvdroxv-. meth... 104 C4H803 002155-30-8 4
5 2-Propanone, l-methoxy- 88 C4H802 005878-19-3 4

Abundance Scan 394 (2.440 min): VU027205.D (-383) (-) m/z 45.00 100.00%
45
5000
220 2.40 2.60 2.80
59
s s s S usT00 19 79%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #295: |sopropy! Alcohol
45

5000 R
220 2.40 2.60 2.80

m/z 41.05 7.93%
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m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #275: Hydrazine, ethyl-
45
L e e S EARRE m e
2.20 2.40 2.60 2.80
5000 60 m/z 39.00 6.50%
31
27
SN T BN -/ S DN ) N
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #278: Hydrazine, 1,2-dimethyl-
45 60 2.20 2.40 2.60 2.80
m/z 42_.00 5.02%
30
5000
P18 21y a4 57
B R R o o e o e o e S  RARRREE SR SEERE Ry PR ] T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 2.20 240 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092618\
Data File : VU027205.D

Aca On : 27 Sep 2018 02:44

Operator : MD/SY

Sample = J5048-08

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

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

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 Octanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.58 5.11 ug/Il 58458 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 90
2 Hexanoic acid 116 C6H1202 000142-62-1 53
3 Pentanoic acid 102 C5H1002 000109-52-4 47
4 Heptanoic acid 130 C7H1402 000111-14-8 38
5 _alpha.-D-Glucose 180 C6H1206 000492-62-6 37
Abundance Scan 3859 (13.581 min): VU027205.D (-3844) (-) m/z 60.00 100.00%
6p
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84 101
| | | ‘l || ” | 115 13.20 13.40 13.60 13.80
rerrrrprrer et e bbb e e e - | M/z 73.000 72.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20837: Octanoic acid
6D
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5000 43
13.20 13.40 13.60 13.80
29 85 101 m/z 41.10 46 .76%
” | 115
S = =< - 7.7
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8069: Hexanoic acid
60
13.20 13.40 13.60 13.80
5000 73 m/z 43.10 44 .21%
21 m
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4247: Pentanoic acid LA e e
60 13.20 13.40 13.60 13.80
m/z 55.00 38.70%
5000 73
29 41
"|"“|"Jm"'“HU'ﬁQJP'“"'vl"v'é?w"}g%"v"'v"'v"'l“"l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092618\
Data File : VU027205.D

Acq On 27 Sep 2018 02:44

Operator : MD/SY

Sample - J5048-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 46 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_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]
Isopropyl Alcohol 2.44 45.8 ug/1 322939 1 4.99 352498 50.0
Octanoic acid 13.58 5.1 ug/Il 58458 4 11.48 572194 50.0
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