LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX041219\
Data File : VX008915.D

Acq On : 13 Apr 2019 03:12

Operator : JC/SP

Sample - K2381-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 45 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: 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\82X040319W_.M

Title : SW846 8260

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total

1 1.440 45 47 111 rBV 32585234 102305605 100.00% 52.502%
2 2.209 150 173 176 rBV 9631171 39272573 38.39% 20.154%
3 2.355 191 197 206 rVB 827599 1450484 1.42% 0.744%
4 2.446 206 212 227 rVB 1362979 2422970 2.37% 1.243%
5 2.623 234 241 252 rVB 601426 1025032 1.00% 0.526%

3.971 444 462 475 rBvY 387617 1081639 1.06% 0.555%
4.830 592 603 617 rvVv 613524 1781076 1.74% 0.914%
5.940 772 785 796 rBV 453484 1195329 1.17% 0.613%
8.616 1215 1224 1234 rBV 1259495 2070330 2.02% 1.062%
8.714 1234 1240 1247 rVB 709459 1096364 1.07% 0.563%

=
QO ~NO®

11 10.366 1497 1511 1516 rBV 1555944 2143917 2.10% 1.100%
12 11.134 1632 1637 1648 rVB2 789168 1394332 1.36% 0.716%
13 11.530 1698 1702 1708 rVB 2174064 2559348 2.50% 1.313%
14 12.061 1782 1789 1797 rVV 10462216 14004010 13.69% 7.187%
15 12.475 1846 1857 1861 rBV 2864689 3409757 3.33% 1.750%

16 12.634 1880 1883 1887 rVV 1457224 1588535 1.55% 0.815%
17 13.243 1972 1983 1990 rBV 3704308 7716756 7.54% 3.960%
18 13.316 1990 1995 1998 rVVv 999629 1436859 1.40% 0.737%
19 14.091 2118 2122 2126 rVB 1362023 1476568 1.44% 0.758%
20 14.810 2236 2240 2243 rBV 1055440 1079030 1.05% 0.554%

21 15.633 2369 2375 2381 rBV 3006661 4351718 4._.25% 2.233%

Sum of corrected areas: 194862232
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Data Path :
Data File :
Acqg 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\VX041219\
VX008915.D

13 Apr 2019 03:12

JC/SP

K2381-02

5.0mL/MSVOA_X/WATER

45 Sample Multiplier: 1

> Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X040319W.M
- SW846 8260

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

Abundance

3e+07

2.5e+07

2e+07

1.5e+07

le+07

5000000

TIC: VX008915.D
44

2.21

2345 562 3w 4.83

5.94

04

Time--> 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 6.00 6.20

Abundance

3e+07

2.5e+07

2e+07

1.5e+07

le+07

5000000

TIC: VX008915.D

8.
K%]l

115

o
Time-->

T T T 1
8.50 9.00 10.50 11.00

Abundance

3e+07

2.5e+07

2e+07

1.5e+07

le+07

5000000

TIC: VX008915.D

12.06

14.09

12.4
$263 /?‘ 3.32 14.81
N

OF—
Time-->

J\/I\

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\VX041219\
Data File : VX008915.D

Acq On : 13 Apr 2019 03:12

Operator : JC/SP

Sample - K2381-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X040319W .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 Ethanol Concentration Rank 2

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

2.21 1642.75 ug/l 39272600 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol 46 C2H60 000064-17-5 90
2 Dimethyl 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 Oxalic acid 90 C2H204 000144-62-7 4

Abundance Scan 173 (2.209 min): VX008915.D (-150) (-) m/z 45.10 100.00%
45
5000
68 1.80 2.00 2.20 2.40 2.60
| N | NN NS X —1 m/z 46.10 43.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94: Ethanol
31
5000 45 IREBENARBE SRS NAREE N

1.80 2.00 2.20 2.40 2.60
m/z 43.10 22 .25%

15 H l

m/z--> 2|O 4IO 6|0 8|0 1(|)O 150 14|10 160 180 200 220 24|10 2('30
Abundance
45
29
15 1.80 2.00 2.20 2.40 2.60
5000 m/z 42.05  8.56%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #92: Methane, nitroso- A EREE L R ,/.\. T

30 1.80 2.00 2.20 2.40 2.60
45 m/z 44.10  2.60%

5000
15
0ty “ SRR AR RS BARRS LARES RAARY LULRE ERRRY T
TT I I TITT TTT TTTT TTTT TTTT TTTT TTTT TTTT TTTT TTTT TTTT TTTT TTT _r'_'_'_'—l_'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_'_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX041219\
Data File : VX008915.D

Acq On : 13 Apr 2019 03:12

Operator : JC/SP

Sample - K2381-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X040319W .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 Propanal Concentration Rank 3

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

2.35 60.67 ug/1 1450480 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanal 58 C3H60 000123-38-6 78
2 Trimethylene oxide 58 C3H60 000503-30-0 56
3 Quinolin-2(1H)-one, 3,4,5,6,7,8-... 208 C12H20N20 1000259-95-6 9
4 Oxirane, methyl-, (S)- 58 C3H60 016088-62-3 7
5 Propylene oxide 58 C3H60 000075-56-9 7

Abundance Scan 196 (2.349 min): VX008915.D (-191) (-) m/z 58.05 100.00%
58
5000 j\J\
39 o 200 220 240 260
O B e o B e i ot SO E m/z 57.10 28.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #218: Propanal
29 58
5000 SR S L
2.00 2.20 2.40 2.60
m/z 39.10 7.27%
15 ‘ I \\4\2 I
e S UL UL UL B B B B B WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
28
2.00 2.20 2.40 2.60
5000 58 m/z 42.05 5.65%
15 39
e I UL UL S B B B B B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67638: Quinolin-2(1H)-one, 3,4,5,6,7,8-hexahydro-3-dimeth...
58 2.00 2.20 2.40 2.60
m/z 38.05 4_.31%
5000
0 42|77 91 106 120 134 149 163 187 208
m/z--> 20 40 60 80 100 120 140 160 180 200 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX041219\
Data File : VX008915.D

Acq On : 13 Apr 2019 03:12

Operator : JC/SP

Sample - K2381-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X040319W .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 4 Isopropyl Alcohol Concentration Rank 6

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

2.62 42.88 ug/1 1025030 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 78
2 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9
3 Hydrazine, ethyl- 60 C2H8N2 000624-80-6 9
4 Formamide 45 CH3NO 000075-12-7 5
5 4-Penten-2-o0l 86 C5H100 000625-31-0 4

Abundance Scan 240 (2.617 min): VX008915.D (-234) (-) m/z 45.05 100.00%
45
5000
e
41 220 2.40 2.60 2.80 3.00
3 48 5255 992 68 80
o.,....,....,....,....,....,....,...E?,.':]: 85255 n62 68 80 | I m/z 43.10 19.57%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #295: Isopropy! Alcohol
45
5000
220 2.40 2.60 2.80 3.00
- m/z 41.05 8.11%
1519 7 31 ggdl 59
L Lt AR LAASA AN AR SEARS LAAR) RARR) SAR AL RARS RARS) SAAM AL RARL
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
45 60
20 220 2.40 2.60 2.80 3.00
5000 m/z 39.05 6.24%
. g 27 34 ® 57
L L N LR RN AR AR LA ML AL AL AL BRI RALR KALRA RARAA KARA BRI
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #275: Hydrazine, ethyl-
45 220 2.40 2.60 2.80 3.00
m/z 42.05 4 _.50%
5000 60
31
27
O'P“W””P“W””“HHJ”P?%”l””P”WﬁmP”W””P”W“”P”W“W
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 220 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX041219\
Data File : VX008915.D

Acq On : 13 Apr 2019 03:12

Operator : JC/SP

Sample - K2381-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X040319W .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 5 1-Propanol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
" 3.07  45.24 ug/l 1081640  Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 1-Propanot 60 caHgo 000071-23-8 78

2 Allyl fluoride 60 C3H5F 000818-92-8 43
3 2-Fluoropropene 60 C3H5F 001184-60-7 43
4 2-Butanol, 3-methoxy- 104 C5H1202 053778-72-6 12
5 Cyclopropane 42 C3H6 000075-19-4 9
Abundance Scan 462 (3.971 min): VX008915.D (-444) (-) m/z 59.05 100.00%
42 59
5000 a9 ///\L
e
3.60 3.80 4.00 4.20 4.40
3 5255, ||[62 70 75
o..,....,....,....,....,....,....,ﬁ!.,l...:'....,....,.!: 62 0.7 o m/z 42.10 87.50%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #291: 1-Propanol
3
5000 LR LSS SR R
360 3.80 4.00 420 4.40
4 59 m/z 41.05 56.10%
1518 M 39 45 55
R L MR AR SR AR AL R REAA RS R AR s st naRy
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
59
3.60 3.80 4.00 4.20 4.40
5000 m/z 60.10 53.96%
39
21 44
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 80
Abundance #286: 2-Fluoropropene
3.60 3.80 4.00 4.20 4.40
m/z 39.05 37.03%
5000
39
27 33 45
0 1215 19 24 36]42 | 56
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX041219\
Data File : VX008915.D

Acq On : 13 Apr 2019 03:12

Operator : JC/SP

Sample - K2381-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X040319W .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 6 1,3-Dioxolane, 2-methyl- Concentration Rank 4

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

5.94 50.00 ug/1 1195330 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 91
2 Oxirane, (methoxymethyl)- 88 C4H802 000930-37-0 50
3 2-Propanone, l1l-methoxy- 88 C4H802 005878-19-3 36
4 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 25
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 785 (5.940 min): VX008915.D (-772) (-) m/z 73.00 100.00%
73
43
5000
58 S 0 N —
87 560 580 6.00 6.20
| AN E Y N S S S S m/z 43.10 55.46%
m/z--> 10 20 30 40 50 60 70 8 90
Abundance #2054: 1,3-Dioxolane, 2-methyl-
73
43
5000 AN SRR SRR RSN LR
5.60 5.80 6.00 6.20
58 m/z 45.05 51.81%

29
15 ‘ ‘ 87
0 | \\‘\36 | 51 | ‘
LA o o e e o o e L e o o o o
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
45

5.60 5.80 6.00 6.20

5000 58 m/z 58.10 24 .81%
29
15
39 53 71 89
o) NSRS BN 1 B Y YRR 0 1ML C S A —
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2049: 2-Propanone, 1-methoxy-  EEEmm TS SR REE
45 560 580 600 620

m/z 87.00 8.44%

5000
58
15 29
0 | 39, 53 71 88

m/z--> 10 20 30 40 50 60 70 80 90 5.60 5.80 6. 00 6.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX041219\
Data File : VX008915.D

Acq On : 13 Apr 2019 03:12

Operator : JC/SP

Sample - K2381-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X040319W .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 7 Undecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.48 12.17 ug/Il 3409760 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 Cl11H24 001120-21-4 93
2 Tridecane 184 C13H28 000629-50-5 72
3 Hexadecane 226 C16H34 000544-76-3 72
4 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 72
5 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 72
Abundance Scan 1858 (12.481 min): VX008915.D (-1846) (-) m/z 57.10 100.00%
43 57
5000 1
85
97 113 156 12.20 12.40 12.60 12.80
0 .,....','..'“,..'|..,!..."',....,1.2]7..1,“.1...,.1‘?5?.,....,....,.... m/z 43.10 88.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28422: Undecane
43 57
5000
71 12.20 12.40 12.60 12.80
29 85 m/z 71.10 48 .65%
m/z--> 26 Jo éo 85 160 150 150 160 180 260 250
Abundance
43 57
12.20 12.40 12.60 12.80
5000 71 m/z 41.10 43.78%
29 85
o 99 113 127 141 155 184
m/z--> 26 Jo éo 85 160 150 150 160 180 260 250
Abundance #83025: Hexadecane
a3 57 12.20 12.40 12.60 12.80
m/z 85.10 28.10%
5000 1
85
29
o | L Lo | 99 118127141 155 169 183 107 226
m/z--> 26 Jo éo 85 160 150 150 160 180 200 250 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX041219\
Data File : VX008915.D

Acq On : 13 Apr 2019 03:12

Operator : JC/SP

Sample - K2381-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X040319W .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 8 1-Octanol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.63 5.67 ug/Il 1588540 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol 130 C8H180 000111-87-5 90
2 Cyclopropane, pentyl- 112 C8H16 002511-91-3 83
3 Cyclooctane 112 C8H16 000292-64-8 80
4 1-Nonanol 144 C9H200 000143-08-8 72
5 Cyclopropane, nonyl- 168 C12H24 074663-85-7 59
Abundance Scan 1882 (12.628 min): VX008915.D (-1880) (-) m/z 56.10 100.00%
56
69
5000 a4
12.40 12.60 12.80 13.00
o - ,“‘. SR L2 125 141 156 168 | nyz 41.10  96.40%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13629: 1-Octanol
41 56
29
70
5000 84 HRR BRI U BN SR
12.40 12.60 12.80 13.00
m/z 43.10 86.76%
1\5 AN 1l \‘ ‘ \‘ o7 1:!-2 129
L L S L UL R B UL
m/z--> 20 40 60 80 100 120 140 160
Abundance
56
42 0 12.40 12.60 12.80 13.00
5000 m/z 55.10 80.27%
83
g7 112
L L S A UL R B UL
m/z--> 20 40 60 80 100 120 140 160
Abundance #6632: Cyclooctane  aa e AR
41 5B 12.40 12.60 12.80 13.00
o m/z 57.10 71.83%
5000 83 112
29
| L ¥
L L S A L UL R B UL
m/z--> 20 40 60 80 100 120 140 160 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX041219\
Data File : VX008915.D

Acq On : 13 Apr 2019 03:12

Operator : JC/SP

Sample - K2381-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X040319W .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 9 Hexanoic acid, 2-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.24 27.55 ug/1 7716760 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 L(-)-Fucose, tetramethyl ether 220 C10H2005 1000332-75-0 42
3 Methyl 2,3,4-tri-0-methyl-6-deox... 220 C10H2005 072983-16-5 40
4 Heptanoic acid, 2,6-dimethyl-, m... 172 C10H2002 033315-72-9 38
5 1,4-Dioxane 88 C4H802 000123-91-1 37
Abundance Scan 1982 (13.237 min): VX008915.D (-1972) (-) m/z 73.00 100.00%
7B 88
5000 {
41 g
101 116
13.00 13.20 13.40 13.60
) N ,'|.|. .-|:'i L 129 142152 165 180 207 nz7 8g 05 89.74%
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #20862: Hexanoic acid, 2-ethyl-
73 88
5000
41 57 13.00 13.20 13.40 13.60
101 116 m/z 41.10 37 .65%
. ...1,9.‘.‘..,‘.‘. B 1 S
m/z--> 60 80 100 120 140 160 180 200
Abundance
88
" 13.00 13.20 13.40 13.60
5000 m/z 57.10 33.11%
[ 101
45
o 15 29 57 119129 145157 176 189
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #76833: Methyl 2,3,4-tri-O-methyl-6-deoxy-.alpha.-D-mannop...
88 13.00 13.20 13.40 13.60
m/z 55.10 24 .13%
- JJW
75
101
45
0 5 | | 119129 145 176 189
m/z--> 20 40 eb 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX041219\
Data File : VX008915.D

Acq On : 13 Apr 2019 03:12

Operator : JC/SP

Sample - K2381-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X040319W .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 10 Phenol, 2,6-bis(l1,1-dimethy... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.63 15.54 ug/I1 4351720 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 97
2 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220 005875-45-6 87
3 Phenol, 2,4-bis(1,1-dimethylethyl)- 206 C14H220 000096-76-4 86
4 Phenol, 3,5-bis(1,1-dimethylethyl)- 206 C14H220 001138-52-9 81
5 Ethyl 4 t-butylbenzoate 206 C13H1802 005406-57-5 81
Abundance Scan 2374 (15.627 min): VX008915.D (-2369) (-) m/z 191.20 100.00%
191
5000
57
131 206 B e R e
4|1 | 74 9|1 151 17 173177 | - 15.40 15.60 15.80 16.00
ot NS VO PREY RO TP Wl A W -~ S m/z 57.10 24.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66116: Phenol, 2,6-bis(1,1-dimethylethyl)-
191
5000
15.40 15.60 15.80 16.00
206 m/z 206.20 20.78%
ARl s
m/z--> 20 40 60 80 160 150 150 1éo 180 200 220 240 260 280
Abundance
191
' 15.40 15.60 15.80 16.00
5000 m/z 131.05 17.99%
n 2 163 206

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66104: Phenol, 2,4-bis(1,1-dimethylethyl)- P T
191 15.40 15.60 15.80 16.00
m/z 192.15 14.76%
5000
57
41 206
o2 T s gl |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15. 60 15. 80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX041219\
Data File : VX008915.D

Acq On : 13 Apr 2019 03:12

Operator : JC/SP

Sample - K2381-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X040319W .M
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 2.21 1642.8 ug/l1 39272600 1 5.66 1195330 50.0
Propanal 2.35 60.7 ug/1 1450480 1 5.66 1195330 50.0
Isopropyl Alcohol 2.62 42.9 ug/1 1025030 1 5.66 1195330 50.0
1-Propanol 3.97 45.2 ug/1 1081640 1 5.66 1195330 50.0
1,3-Dioxolane, 2-... 5.94 50.0 ug/1 1195330 1 5.66 1195330 50.0
Undecane 12.48 12.2 ug/1 3409760 4 12.08 14004000 50.0
1-Octanol 12.63 5.7 ug/l 1588540 4 12.08 14004000 50.0
Hexanoic acid, 2-... 13.24 27.6 ug/l 7716760 4 12.08 14004000 50.0
Phenol, 2,6-bis(1... 15.63 15.5 ug/1 4351720 4 12.08 14004000 50.0

82X040319W.M Mon Apr 15 02:33:45 2019 Page: 12



