LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX121918\

Data File : VX006649.D

Aca On - 19 Dec 2018 20:44

Operator : JC/MD

sample - J6491-04 :
Misc - 5.0mL/MSVOA X/WATER GIEHE QISR S
ALS Vial : 16 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\82X121818W.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 1.648 67 81 85 rBv4 55248 177882 3.21% 0.767%
2 2.446 205 212 232 rBVY 3392463 5537089 100.00% 23.886%
3 2.623 235 241 250 rVB 164316 313920 5.67% 1.354%
4 5.501 700 713 727 rBV 338474 964625 17.42% 4.161%
5 5.665 728 740 752 rBV 599146 1683752 30.41% 7.263%

6.067 797 806 819 rBV 365364 939875 16.97% 4._.054%
6.860 926 936 950 rBV 892626 2109295 38.09% 9.099%
8.646 1222 1229 1234 rBV 586164 903848 16.32% 3.899%
8.713 1234 1240 1256 rVB 1903724 2989396 53.99% 12.896%
10.109 1463 1469 1481 rBV 1854518 2561903 46.27% 11.052%

=
QO ~NO®

11 11.134 1631 1637 1643 rBV 1563217 2037547 36.80% 8.790%
12 11.414 1679 1683 1689 rBvV 44170 63248 1.14% 0.273%
13 12.079 1786 1792 1800 rBV 2067918 2591125 46.80% 11.178%
14 12.274 1819 1824 1837 rBV2 177461 307692 5.56% 1.327%

Sum of corrected areas: 23181197
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX121918\

Data File : VX006649.D

Aca On : 19 Dec 2018 20:44

Operator : JC/MD

Sample : J6491-04 :
Misc - 5.0mL/MSVOA X/WATER GiOCERIERE NIERS
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\82X121818W.M
> SW846 8260

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX006649.D
3000000
2500000
2000000
1500000

1000000
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Abundance TIC: VX006649.D
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Abundance TIC: VX006649.D

3000000

2500000

12.08
2000000

1500000
1000000
500000

12.27
. LR

I 1 I
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX121918\

Data File : VX006649.D

Aca On - 19 Dec 2018 20:44

Operator : JC/MD

sample - J6491-04 :
Misc - 5.0mL/MSVOA X/WATER GIEHE QISR S
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_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 unknownl.65 Concentration Rank 3

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

1.65 5.28 ug/Il 177882 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonochloridic acid. 4-nitroph... 201 C7H4CINO4 007693-46-1 12
2 Acetic acid. chloro-. ethvl ester 122 C4H7CI02 000105-39-5 9
3 2-Chloro-3.3.4.4-tetrafluoro-1.2... 165 C2CIF4NO 1000305-82-6 9
4 Ethane. 1-bromo-2-chloro- 142 C2H4BrcClI 000107-04-0 9
5 2-Chloroethyl carbonate 186 C5H8CI203 000623-97-2 9

Abundance Scan 81 (1.648 min): VX006649.D (-67) (-) m/z 44.00 100.00%
63
5000
80 96 140 160 1.80 200
116 145 191 241
o 161176 219 262 279 299 77 63 05 86 08
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #62074: Carbonochloridic acid, 4-nitrophenyl ester
63
5000
201 1.40 1.60 1.80 2.00
44 122 m/z 35.10 79 .54%
o 1y %2107 | 139 166 |
m/z--> 25 Jo éo 85 160 150 1&0 160 180 200 220 240 260 280 360
Abundance
29
1.40 1.60 1.80 2.00
5000 m/z 48.95 76.03%
a9 77
14
0 94 122
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #34405: 2-Chloro-3,3,4,4-tetrafluoro-1,2-oxazetidine
30 1.40 1.60 1.80 2.00
m/z 45.00 59.44Y%
5000
a7 100
0 | ‘\ 64 ‘ 165
m/z--> 25 Jo éo 85 160 150 1&0 160 180 200 220 250 2éo 280 360 Lho L%O Léo 260
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX121918\

Data File : VX006649.D

Aca On - 19 Dec 2018 20:44

Operator : JC/MD

sample - J6491-04 :
Misc - 5.0mL/MSVOA X/WATER GIEHE QISR S
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_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 Isopropyl Alcohol Concentration Rank 1

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

2.62 9.32 ug/l 313920 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 86
2 Formamide 45 CH3NO 000075-12-7 5
3 1-Butene. 4-methoxv 86 C5H100 004696-30-4 4
4 Methane. nitroso- 45 CH3NO 000865-40-7 3
5 2-l1sopropoxyethylamine 103 C5H13NO 081731-43-3 3

Abundance Scan 241 (2.623 min): VX006649.D (-235) (-) m/z 45.00 100.00%
45
5000

220 240 2.60 2.80 3.00
o 0 85 104 127 147 174189207 231 259276 296 m/z_43.00 24 _59%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #297: Isopropy! Alcohol
45
5000 [Trrr[rirr[rrrrprrrrpro1

220 240 2.60 2.80 3.00
m/z 39.00 7.08%

...‘,.‘.H..‘,“....5,0....,....,....,....,....,....,....,....,....,....,....,....,.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45

220 240 2.60 2.80 3.00

o

s000] 29 m/z 41.05 6.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1748: 1-Butene, 4-methoxy
45 2.20 2.40 2.60 2.80 3.00

m/z 42.10 5.04%

5000 /\
29
ob bl g 8

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 2. 20 240 2. 60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX121918\
Data File : VX006649.D

Aca On - 19 Dec 2018 20:44

Operator : JC/MD

sample - J6491-04 :
Misc - 5.0mL/MSVOA X/WATER GIEHE QISR S
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_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 3 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.27 5.94 ug/Il 307692 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
2 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 53
3 2-Propvl-1-pentanol 130 C8H180 058175-57-8 53
4 1-Hexanethiol. 2-ethvl- 146 C8H18S 007341-17-5 50
5 Heptane, 1,1"-oxybis- 214 C14H300 000629-64-1 38
Abundance Scan 1823 (12.268 min): VX006649.D (-1819) (-) m/z 57.10 100.00%
57
5000 41
|72 %8 oo 30 100 e
112 : : : :
o..w.”.h.rq.u 5 128 144 176 222 255 n/z 41.10 41.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13670: 1-Hexanol, 2-ethyl-
57
5000
43 12.00 12.20 12.40 12.60
29 ‘ 70 g3 m/z 43.05 33.63%
98
s (g || e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 12.00 12.20 12.40 12.60
5000 1 m/z 55.10 27.39%
29 85 99
ol 15 13157142
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13662: 2-Propyl-1-pentanol
57 12.00 12.20 12.40 12.60

m/z 72.00 21.81%

5000
41 70

ANy

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00 12.20 12.40 12.60

3
98 112

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX121918\

Data File : VX006649.D

Acq On : 19 Dec 2018 20:44

Operator : JC/MD

Sample - J6491-04 GT103-AFTER-FILTERS
Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W.M
Quant Title : SW846 8260

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

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

unknownl.65 1.65 5.3 ug/I 177882 1 5.67 1683750 50.0
Isopropyl Alcohol 2.62 9.3 ug/Il 313920 1 5.67 1683750 50.0
1-Hexanol, 2-ethyl- 12.27 5.9 ug/I 307692 4 12.08 2591130 50.0
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