LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX041919\
Data File : VX009064.D

Aca On - 19 Apr 2019 12:46

Operator : JC/SP

sample - K2482-01

Misc - 5.0mL/MSVOA X/WATER ——
ALS Vial : 7 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\82X041519W.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

2.117 153 158 168 rBV 128315 216750 2.36% 1.062%
2.294 179 187 193 rBV 107248 166375 1.81% 0.815%
rBv 827400 1417180 15.43% 6.943%
2.611 233 239 253 rVB 217526 387175 4.22% 1.897%
3.958 452 460 478 rBvV 128777 322551 3.51% 1.580%
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4.678 567 578 603 rBvV 582065 1675907 18.25% 8.210%
5.135 641 653 676 rBvV 183271 584400 6.36% 2.863%
5.501 702 713 728 rVB2 130243 370823 4._.04% 1.817%
5.665 728 740 752 rBV 233831 663370 7.22% 3.250%
6.062 795 805 824 rBV 166552 436488 4._75% 2.138%

=
QO ~NO®

11 6.860 925 936 952 rBV 391712 911362 9.92% 4._465%
12 8.640 1222 1228 1234 rBV 118327 190179 2.07% 0.932%
13 8.714 1234 1240 1246 rVV 791757 1244114 13.54% 6.095%
14 8.787 1246 1252 1274 rVB 5948897 9185261 100.00% 44.998%
15 10.110 1463 1469 1480 rBvV 721692 1005172 10.94% 4.924%

16 11.134 1630 1637 1648 rBV 579490 753863 8.21% 3.693%
17 12.079 1786 1792 1799 rBV 688990 881456 9.60% 4.318%

Sum of corrected areas: 20412426
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX041919\
Data File : VX009064.D

Aca On 19 Apr 2019 12:46

Operator : JC/SP

Sample : K2482-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X041519W_M
SW846 8260

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

AU-041819

Abundance TIC: VX009064.D
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Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX041919\
Data File : VX009064.D

Aca On 19 Apr 2019 12:46

Operator : JC/SP

Sample : K2482-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

Library Search Compound Report

SW846 8260

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X041519W_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

Peak Number 1 Ethanol Concentration Rank 3

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

2.12 16.34 ug/I 216750 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol 46 C2H60 000064-17-5 64
2 Dimethvl ether 46 C2H60 000115-10-6 9
3 Methane. nitroso- 45 CH3NO 000865-40-7 4
4 Formic acid 46 CH202 000064-18-6 4
5 L-Lactic acid 90 C3H603 000079-33-4 2

Abundance Scan 158 (2.117 min): VX009064.D (-153) (-) m/z 45.05 100.00%
45
5000
e
1.80 2.00 2.20 2.40
o...,....,....,..3.6.,!|:..‘??...??.?.7,?3...,8.2...,.9.4..,.19‘.‘.,.. m/z 46.10 38.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #94: Ethanol
31
5000 45
1.80 2.00 2.20 2.40
m/z 43.00 22.01%
5 ‘ |
L I I L L I R IR AR L na
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
45
2 AR AR LR AR
15 1.80 2.00 2.20 2.40
5000 m/z 42.05 8.30%
22 39
e A L UL UL RS UL UL LI UL B B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #92: Methane, nitroso- ﬂ,—*’&,—L
30 1.80 2.00 2.20 2.40
45 m/z 44.10 3.34%
15
0"'I“lhl"m‘"'Wlul'P"'l”"l'”'l'”'l"”I"'W" I NARBE RS SRS RN
m/z--> 10 20 30 40 50 60 70 8 90 100 110 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX041919\
Data File : VX009064.D

Aca On - 19 Apr 2019 12:46

Operator : JC/SP

sample - K2482-01

Misc - 5.0mL/MSVOA X/WATER ——
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X041519W_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 unknown2.29 Concentration Rank 4

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

2.29 12.54 ug/Il 166375 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenal 56 C3H40 000107-02-8 38
2 Aminoacetonitrile 56 C2H4N2 000540-61-4 9
3 Ethenamine. N-methvlene- 55 C3H5N 038239-27-9 5
4 Proparavl alcohol 56 C3H40 000107-19-7 4
5 3-Nitro-2-methyl propene 101 C4H7NO2 001606-31-1 2

Abundance Scan 186 (2.288 min): VX009064.D (-179) (-) m/z 56.00 100.00%
56
5000 /\\
o e B
37 2.00 2.20 2.40 2.60
) SN [THC S | RS- RN - BN St A, m/z 55.00 70.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #167: 2-Propenal
27 56
5000 U U R R TR
2.00 2.20 2.40 2.60
m/z 37.00 9.71%
37
0 ”'I%{'PJ'W"MH'”'IM"P"W"”I'”'I”"P"W"”I'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
28 55
2.00 2.20 2.40 2.60
5000 m/z 38.05 7.49%
17 40
G s R A R RN R RS IS RS LSS RAARE Sa
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #160: Ethenamine, N-methylene-
28 2.00 2.20 2.40 2.60
m/z 53.00 6.96%
55
5000
‘ 41
0'”I”'W'“‘P'”v“'WW”'P'”I””I”'W'”'P'”I”'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.00 2.20 2.40 2.60
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Data Path
Data File

Aca On

Operator

Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX041919\

VX009064.D

Library Search Compound Report

19 Apr 2019 12:46

K2482-01

5.0mL/MSVOA X/WATER

- JC/SP

7 Sample Multip

SW846 8260

C:\DATABASE\N

lier: 1

IST11.L

LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X041519W_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 2

Peak Number

3 1-Propanol

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

3.96 24 .31 ug/1 322551 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanol 60 C3H80 000071-23-8 78
2 2-Fluoropropene 60 C3H5F 001184-60-7 47
3 Allvl fluoride 60 C3H5F 000818-92-8 47
4 Methanamine. N-hvdroxv-N-methvl- 61 C2H7NO 005725-96-2 23
5 2-Butanol, 3-methoxy- 104 C5H1202 053778-72-6 12

Abundance Scan 460 (3.958 min): VX009064.D (-452) (-) m/z 59.05 100.00%
42 59
5000 39 S
3 |45 195255 |62 66 70 3.60 3.80 4.00 4.20
Obrprrrrprrrrrrer o 49532011162 66 70 | "m/z  42.05  88.54%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #291: 1-Propanol
31
5000 RN AR UL RS
3.60 3.80 4.00 4.20
" 59 m/z 41.10 55.47%
O'P'”P'”P'”P'”"”I'”P'”I””I””I””I””I””I””I””I””
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance
59
39 360 380 4.00 4.20
5000 m/z 60.10 54.36%
27 33 45
o 20 24 36 142 56 62
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #285: Allyl fluoride T e
59 360 3.80 4.00 4.20
m/z 39.05 37.86%
5000
39
27 45
o 15 19 24 | 30 | 36,],42% 56,
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 3.60 3.80 4.00 4.20
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Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX041919\

Data Path :

Data File : VX009064.D

Aca On : 19 Apr 2019 12:46
Operator : JC/SP

Sample - K2482-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

SW846 8260

TIC Library :

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X041519W_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 4 2-Butanol

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

5.13 44_05 ug/1 584400 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanol 74 C4H100 000078-92-2 83
2 2-Butanol. (R)- 74 C4H100 014898-79-4 78
3 Isopropvl Alcohol 60 C3H80 000067-63-0 42
4 2-Hexanol. (R)- 102 C6H140 026549-24-6 36
5 2-Hexanol 102 C6H140 000626-93-7 36

Abundance Scan 653 (5.135 min): VX009064.D (-641) (-) m/z 45.05 100.00%
45
5000
a1 59 e e
4.80 5.00 5.20 5.40
353 50 55 65 69 73
o I— - N :...,....,-.:.I,....,....,....,....,...., m/z 59.10 21.68%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #831: 2-Butanol
45
5000 I S RN R
480 5.00 5.20 5.40
27 31 59 m/z 43.00 15.07%
18 41
" ‘ L1 55 73
L L L AR LA LA LN AR RARR) RAAR) RARLARARRA KRS RRAA) RARN RAARY
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
45
480 5.00 520 540
5000 m/z 41.10 13.54%
27 31 41 59
o 56 72
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #295: Isopropy! Alcohol
45 4.80 5.00 5.20 5.40
m/z 43.95 8.59%
5000
1519 a1 gl 59
U s L AN AN SR AERAA RAALA AR RAARS LAR) RAAR) ARS) ARSI ARM REAR SRR SRR AR RN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 480 5.00 5.20 5.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX041919\
Data File : VX009064.D

Acq On 19 Apr 2019 12:46

Operator : JC/SP

Sample - K2482-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

SW846 8260

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

TIC Top Hit name RT EstConc Units Response
Ethanol 2.12 16.3 ug/Il 216750
unknown2 .29 2.29 12.5 ug/I1 166375
1-Propanol 3.96 24 .3 ug/l 322551
2-Butanol 5.13 44_.0 ug/1 584400
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|--Internal Standard---|
Resp Conc]

|# RT

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X041519W_M

663370
663370
663370
663370
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