LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX102218\

Data File : VX005499.D

Aca On - 23 Oct 2018 05:00

Operator : JC/MD

sample - J5621-08

Misc - 5.0mL/MSVOA X/WATER Slael MR
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: 0.2 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 X\METHOD\82X101218W.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

1.404 34 41 44 rBvV 21990 29921 1.41% 0.328%
1.489 46 55 57 rBvV3 11544 25023 1.18% 0.274%
rvB 67743 119136 5.60% 1.305%
5.501 701 713 728 rBv2 130833 375762 17.66% 4.116%
5.671 728 741 753 rBV2 207434 614183 28.87% 6.727%
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6.068 792 806 821 rBV 149719 384495 18.08% 4.211%
6.866 926 937 955 rBV 312767 768739 36.14% 8.420%
8.720 1234 1241 1258 rVB 657887 1023876 48.13% 11.214%
rBv 80080 116247 5.46% 1.273%
10.116 1464 1470 1480 rBV 616814 877890 41.27% 9.615%
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11 10.250 1486 1492 1503 rBV 234293 337747 15.88% 3.699%
12 10.359 1503 1510 1532 rVB 1536611 2127187 100.00% 23.298%
13 10.701 1560 1566 1582 rVB 605325 782225 36.77% 8.567%
14 11.140 1632 1638 1651 rBV 535049 707356 33.25% 7.747%
15 12.079 1786 1792 1800 rBV 682805 840553 39.51% 9.206%

Sum of corrected areas: 9130340
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102218\
VX005499.D

23 Oct 2018 05:00

JC/MD

J5621-08

5.0mL/MSVOA X/WATER

37 Sample Multiplier: 1

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W_M
: SW846 8260

= C:\DATABASE\NIST11.L

LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: VX005499.D

2.62

1.4049

5.67
5.50

6.07

Time--> 120 1.40 160 180 200 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 560 580 6.00 6.20

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: VX005499.D
10.36

8.72 10.12

_

10.70

11.14

ok
Time-->

L
9.00

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: VX005499.D

12.08

O —
Time-->

—T —T —— —T —T — —T
12.50 13.00 13.50 14.00 14.50 15.00 15.50

T
16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102218\
Data File : VX005499.D

Aca On : 23 Oct 2018 05:00

Operator : JC/MD

Sample : J5621-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W_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.

2.62 9.70 ug/l 119136 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 78
2 Hvdrazine. 1.2-dimethvl- 60 C2H8N2 000540-73-8 9
3 Formamide 45 CH3NO 000075-12-7 4
4 1-Butene. 4-methoxv 86 C5H100 004696-30-4 4
5 Hydrazine, ethyl- 60 C2H8N2 000624-80-6 4

Abundance Scan 240 (2.617 min): VX005499.D (-233) (-) m/z 45.05 100.00%
45
5000 j\¥
e
41 2.20 2.40 2.60 2.80 3.00
3 48 53 59 64 70 82
o..,....,....,....,....,....,....,...E?,!:I: A8 53 64 0 8 . m/z 43.00 20.93%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #295: Isopropy! Alcohol
45
5000
2.20 2.40 2.60 2.80 3.00
m/z 41.10 7.70%
15 19 2( 31 g4l 59
Ofrrprrerprerrrrr e T e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #278: Hydrazine, 1,2-dimethyl-
45 60
—rrv—v—vj—v—rv—v—rv—v—rv—rv—v—v—q—v—ﬁ
20 220 2.40 2.60 2.80 3.00
5000 m/z 39.05 6.18%
. 18 21 34 42 57
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #90: Formamide R ARES R
45 220 2.40 2.60 2.80 3.00
m/z 42.00 4.27%
17 29
0"P'”I“}ﬂLlW'”'%th”'W'”W?ﬂ'"”I”'W'“'P'”I”'W'”'P'”P'”I”'W' I R L A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 220 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102218\
Data File : VX005499.D

Aca On : 23 Oct 2018 05:00

Operator : JC/MD

Sample : J5621-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W_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 Acetic acid, butyl ester Concentration Rank 2

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

9.64 6.62 ug/Il 116247 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. butvl ester 116 C6H1202 000123-86-4 78
2 Isobutvl acetate 116 C6H1202 000110-19-0 39
3 1-Butanol. 4-chloro-. acetate 150 C6H11Cl02 006962-92-1 25
4 2-Vinvlethvl acetate 114 C6H1002 001576-84-7 17
5 3-Buten-2-ol 72 C4H80 000598-32-3 16

Abundance Scan 1392 (9.640 min): VX005499.D (-1385) (-) m/z 43.00 100.00%
43
5000 56 [L
73 940 9.60 9.80 10.00
0 ..,....,....,..3.6.',|: A9 |65 L 8 L u2 0 m/z 56.05 37.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8113: Acetic acid, butyl ester
43
5000
56 9.40 9.60 9.80 10.00
29 73 m/z 41.05 20.01%
7 | s | e
o SN PN 1~ O B RS- A2 AN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8080: Isobutyl acetate
43
9.40 9.60 9.80 10.00
5000 m/z 73.00 16.96%
56
73
15 29 | | 86 101
G N AR A RN RS RARRS MRS LRSS SRS SRR SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #24127: 1-Butanol, 4-chloro-, acetate R A BAREEEEEEs A
43 9.40 9.60 9.80 10.00
m/z 61.00 13.12%
5000
54
61 73
0 15 2\7\ T T P il ‘ 99 197 115
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 9.40 9.60 9.80 10.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX102218\
Data File : VX005499.D

Acq On : 23 Oct 2018 05:00

Operator : JC/MD

Sample - J5621-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 37 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W_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 2.62 9.7 ug/l 119136 1 5.67 614183 50.0
Acetic acid, buty... 9.64 6.6 ug/Il 116247 3 10.12 877890 50.0
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