LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122418\
Data File : VX006803.D

Aca On : 24 Dec 2018 18:51

Operator : JC/MD

Sample : J6533-13

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 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 1.489 51 55 69 rBv 22190277 28372033 100.00% 50.062%
2 2.123 152 159 175 rBY 1356839 2185862 7.70% 3.857%
3 2.355 192 197 205 rvv 186208 301339 1.06% 0.532%
4 2.446 206 212 224 rVB 508537 842318 2.97% 1.486%
5 3.068 303 314 329 rBVY 2621057 5907340 20.82% 10.423%

4_.354 511 525 540 rBv2 107937 318277 1.12% 0.562%
4.696 572 581 592 rBvV2 134980 374341 1.32% 0.661%
5.500 700 713 725 rBV 363045 1039149 3.66% 1.834%
5.659 727 739 755 rvV 680461 1901307 6.70% 3.355%
6.067 794 806 815 rBV 388568 1012327 3.57% 1.786%

=
QO ~NO®

11 6.860 925 936 950 rBV 976898 2274078 8.02% 4.013%
12 8.713 1233 1240 1247 rBV 2076176 3159053 11.13% 5.574%
13 10.109 1463 1469 1482 rBV 2054935 2758232 9.72% 4._.867%
14 10.365 1504 1511 1521 rVB2 225405 348646 1.23% 0.615%
15 11.134 1632 1637 1643 rBV 1785271 2262748 7.98% 3.993%

16 12.079 1786 1792 1799 rVB 2254826 2813207 9.92% 4.964%
17 12.274 1818 1824 1836 rBV 268515 464457 1.64% 0.820%
18 16.175 2453 2464 2471 rBV 189037 338836 1.19% 0.598%

Sum of corrected areas: 56673550
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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\VX122418\
VX006803.D

24 Dec 2018 18:51

JC/MD

J6533-13

5.0mL/MSVOA X/WATER

24 Sample Multiplier: 1

> Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W.M
- SW846 8260

: C:\DATABASE\NIST11.L
LSCINT.P

Abundance

2e+07

1.5e+07

le+07

5000000

O

TIC: VX006803.D
49

3.07
212

L

45 5.505.66

2. 435 470

607

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 320 340 360 380 400 420 440 460 480 500 520 540 560 5.80 600 6.20

Abundance

2e+07

1.5e+07

le+07

5000000

TIC: VX006803.D

10.11
10 37

11.13

0
Time-->

T T
9.00 10.00 10 50 11.00

Abundance

2e+07

1.5e+07

le+07

5000000

TIC: VX006803.D

12.08

} 12.27 16.18

Time-->

T T T
12.00 12 50 13.00 13.50 14.00 14.50 15.00 15.50 16.00

L
16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122418\
Data File : VX006803.D

Aca On : 24 Dec 2018 18:51

Operator : JC/MD

Sample : J6533-13

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 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

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 Ethanol Concentration Rank 2

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

2.12 57.48 ug/1 2185860 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 159 (2.123 min): VX006803.D (-152) (-) m/z 45.00 100.00%
45
5000

1.80 2.00 2.20 2.40

0 .,....,....,1| oo 05 128145162 183 207 232248 267285 ' "m/z 46.05  38.26%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #96: Ethanol
31
5000 LA L L L L L L L BN |
1.80 2.00 2.20 2.40
m/z 43.00 21.34%
5 47
O~ e e e e e ey
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #98: Dimethyl ether
45
29 IIIIIIIIIIIIIIIIIIIIIII
1.80 2.00 2.20 2.40
5000 m/z 41.95 8.53%
1
0 .,..a“.‘,..‘..,....,....,....,....,....,....,....,....,....,....  ARARARARRERSR
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92: Methane, nitroso-
30 1.80 2.00 2.20 2.40
m/z 44.00 3.36%
5000
15
6
o.PHM“L. R e IR
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122418\
Data File : VX006803.D

Aca On : 24 Dec 2018 18:51

Operator : JC/MD

Sample : J6533-13

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 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

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 Propanal Concentration Rank 5

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

2.35 7.92 ug/l 301339 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanal 58 C3H60 000123-38-6 78
2 Trimethvlene oxide 58 C3H60 000503-30-0 56
3 Benzedrex 155 C10H21N 000101-40-6 9
4 Propnvlene oxide 58 C3H60 000075-56-9 7
5 Oxirane, methyl-, (S)- 58 C3H60 016088-62-3 7

Abundance Scan 196 (2.349 min): VX006803.D (-192) (-) m/z 58.00 100.00%
58
5000 M
R o
39 200 2.20 240 2.60
Olrrrrprrr el o2 04120 140157173 196 228 251267 298 m/z 56.95 29.07%

T T AR T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #218: Propanal
29 58

5000 R A RARAE A
2.00 2.20 2.40 2.60

m/z 39.00 6.89%

14
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #227: Trimethylene oxide
28
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rf

2.00 2.20 2.40 2.60

5000 58 m/z 42.00 6.37%
0 13 43
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #27829: Benzedrex e e S Sy
58 2.00 2.20 2.40 2.60

m/z 38.05 4_97%

5000
o 4L | 83 110 140155
N —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122418\
Data File : VX006803.D

Aca On : 24 Dec 2018 18:51

Operator : JC/MD

Sample : J6533-13

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 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

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 4 Butanal Concentration Rank 3

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

4_.35 8.37 ug/l 318277 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanal 72 C4H80 000123-72-8 91
2 Ethene. ethoxv- 72 C4H80 000109-92-2 59
3 Ethvlamphetamine. propionvl 219 C14H21NO 1000123-80-9 43
4 Propanal. 2-methvl- 72 C4H80 000078-84-2 43
5 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 38

Abundance Scan 524 (4.348 min): VX006803.D (-511) (-) m/z 44.00 100.00%
72
5000
T T
4.00 420 4.40 4.60
0 91 118 138 159176 207220 252 272 m/z 43.00 92 . 91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #646: Butanal
4,
72
5000 ISR SRR L R
4.00 420 4.40 4.60
m/z 41.05 82.17%
0 8
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #678: Ethene, ethoxy-
44
72 4.00 420 4.40 4.60
5000 29 m/z 72.10 75.78%
0 1\5 M‘ \‘ 58 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #76556: Ethylamphetamine, propionyl
72 4.00 420 4.40 4.60
m/z 39.10 46.32%
5000
128
57
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 4.00 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122418\
Data File : VX006803.D

Aca On : 24 Dec 2018 18:51

Operator : JC/MD

Sample : J6533-13

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 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

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 5 1-Hexanol, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.27 8.25 ug/Il 464457 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 64
2 2-Ethvl-1-hexanol. methvl ether 144 C9H200 1000365-10-2 47
3 2-Ethvl-1-hexanol. pentafluoropr... 276 C11H17F502 1000365-51-1 43
4 1-Decene. 2.4-dimethvl- 168 C12H24 055170-80-4 38
5 2-Ethyl-1-hexanol, trifluoroacetate 226 C10H17F302 1000365-19-6 38
Abundance Scan 1823 (12.268 min): VX006803.D (-1818) (-) m/z 57.05 100.00%
g7
5000 M
2 12.00 12.20 12.40 12.60
98 . . .
ol 126 143 161 178 217 240 280 n/7z 41.05 39.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13661: 1-Hexanol, 2-ethyl-
57
5000 41
12.00 12.20 12.40 12.60
2 83 m/z 43.05 35.60%
o 98112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21168: 2-Ethyl-1-hexanol, methyl ether
57
12.00 12.20 12.40 12.60
5000 4 m/z 54.95 27 .55%
83
112
2 98
0 “W'J'mhﬂ\JLI“'M'“'P'}?%'W“'W'“'P“'P'“"“I””I”'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123755: 2-Ethyl-1-hexanol, pentafluoropropionate
57 12.00 12.20 12.40 12.60
m/z 70.05 21.42%
5000 a1
83 119
o ‘J L er | 147163177 208
m/z--> 20 40 60 80 100 120 1&0 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122418\
Data File : VX006803.D

Aca On : 24 Dec 2018 18:51

Operator : JC/MD

Sample : J6533-13

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 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

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 6 Butylated Hydroxytoluene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.18 6.02 ug/l 338836 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 99
2 Phenol. 4.6-di(1.1-dimethvlethvl... 220 C15H240 000616-55-7 90
3 Phenol. 2.4.6-tris(l-methvlethvl)- 220 C15H240 002934-07-8 87
4 2H-1-Benzopvran. 6.7-dimethoxv-2... 220 C13H1603 000644-06-4 72
5 4,6-di-tert-Butyl-m-cresol 220 C15H240 000497-39-2 72
Abundance Scan 2465 (16.181 min):VXOOGSOS.% (-2453) (-) m/z 205.10 100.00%
205
5000 /k
220 |
57 U SUARAR SR R
41 g1 105 15914501177 15.80 16.00 16.20 16.40
Ol e b b it e b 22 262 281 Tz 220.15  26.71%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77555: Butylated Hydroxytoluene
205
5000

15.80 16.00 16.20 16.40

57 220 m/z 57.10 14 .96%
41 g1 105 158" l 161177
0 ...,....,'...'.,.'...",'..'.'.,.I..'.",'.!“.'.,'....,....,..'.., O ARAAmaEEZEEEIEY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77580: Phenol, 4,6-di(1,1-dimethylethyl)-2-methyl-
205
15.80 16.00 16.20 16.40
5000 - m/z 206.20 13.32%
220
41
ol1s | 8 105121 149 175189 | ‘
P e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77572: Phenol, 2,4,6-tris(1-methylethy!)- T
5 15.80 16.00 16.20 16.40

m/z 145.05 11.77%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX122418\
Data File : VX006803.D

Acq On : 24 Dec 2018 18:51

Operator : JC/MD

Sample - J6533-13

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 24 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]
Ethanol 2.12 57.5 ug/1 2185860 1 5.67 1901310 50.0
Propanal 2.35 7.9 ug/l 301339 1 5.67 1901310 50.0
Butanal 4.35 8.4 ug/Il 318277 1 5.67 1901310 50.0
1-Hexanol, 2-ethyl- 12.27 8.3 ug/Il 464457 4 12.08 2813210 50.0
Butylated Hydroxy... 16.18 6.0 ug”/Il 338836 4 12.08 2813210 50.0
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