LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061620\
Data File : VX016788.D

Aca On : 16 Jun 2020 18:31

Operator : JC/SP

Sample : L2986-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 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\82X061520W.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 2.416 212 218 222 rBV 41102 66966 3.74% 0.537%
2 2.459 222 225 234 rVB 19160 31713 1.77% 0.254%
3 2.569 234 243 251 rBV2 21135 45706 2.55% 0.366%
4 4.635 574 582 595 rBV 12463 35319 1.97% 0.283%
5

5.464 705 718 730 rBV 139074 394742 22.03% 3.164%

5.629 734 745 760 rVB 237909 668786 37.32% 5.361%
6.031 799 811 823 rBV 141635 379390 21.17% 3.041%
rBv 357872 856684 47.81% 6.867%
7.184 993 1000 1010 rBvV4 14749 48978 2.73% 0.393%
8.622 1229 1236 1241 rBV 28901 46995 2.62% 0.377%
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11 8.696 1241 1248 1254 rVV 773735 1207661 67.39% 9.680%
12 8.763 1254 1259 1271 rVB 353903 573700 32.02% 4.598%
13 9.074 1304 1310 1315 rBV 12826 21031 1.17% 0.169%
14 10.098 1468 1478 1484 rBV 813890 1114763 62.21% 8.935%
15 11.122 1636 1646 1657 rBV 748192 941419 52.54% 7.546%

16 11.610 1720 1726 1730 rBV 19498 26276 1.47% 0.211%
17 11.878 1764 1770 1774 rBvV4 11428 18928 1.06% 0.152%
18 12.061 1795 1800 1807 rVB 975035 1180977 65.90% 9.466%
19 12.256 1826 1832 1859 rBV 1312990 1791952 100.00% 14.363%
20 13.006 1950 1955 1967 rBV 128143 196706 10.98% 1.577%

21 13.109 1967 1972 1973 rBV 159782 187574 10.47% 1.503%
22 13.134 1973 1976 1993 rVB 582413 904072 50.45% 7.246%

23 13.378 2012 2016 2020 rVB 70343 87007 4._86% 0.697%
24 13.457 2023 2029 2037 rBV 265732 377636 21.07% 3.027%
25 13.548 2041 2044 2049 rBv4 14239 22156 1.24% 0.178%
26 13.628 2053 2057 2060 rBV 56251 64545 3.60% 0.517%
27 13.731 2071 2074 2076 rBV2 23555 27990 1.56% 0.224%
28 13.768 2076 2080 2081 rVv2 55608 70340 3.93% 0.564%
29 13.786 2081 2083 2089 rVB2 93343 117894 6.58% 0.945%
30 13.871 2094 2097 2098 rVv2 36655 48163 2.69% 0.386%

31 13.896 2098 2101 2103 rVV 116342 153969 8.59% 1.234%
32 13.926 2103 2106 2128 rVB 263901 509797 28.45% 4._.086%
33 14.231 2152 2156 2171 rVB4 29806 54314 3.03% 0.435%
34 14.524 2201 2204 2209 rVB7 12574 18200 1.02% 0.146%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061620\
Data File : VX016788.D

Aca On : 16 Jun 2020 18:31

Operator : JC/SP

Sample : L2986-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061520W.M

Title : SW846 8260

35 14.603 2213 2217 2220 rBV3 17629 24260 1.35% 0.194%
36 14.664 2224 2227 2233 rVB6 16610 27700 1.55% 0.222%

37 15.609 2377 2382 2388 rBV 85978 131753 7.35% 1.056%

Sum of corrected areas: 12476062
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061620\
Data File : VX016788.D

Aca On : 16 Jun 2020 18:31

Operator : JC/SP

Sample : L2986-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061520W_M
: SW846 8260

= C:\DATABASE\NIST11.L

LSCINT.P

Abundance

1200000

1000000

800000

600000

400000

200000

TIC: VX016788.D

§§h57

4.64

5.46

5.63
6.03

0
Time-->

1.20 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 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061620\
Data File : VX016788.D

Aca On : 16 Jun 2020 18:31

Operator : JC/SP

Sample : L2986-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061520W .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 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.26 75.87 ug/1 1791950 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 90
2 2-Propvl-1-pentanol 130 C8H180 058175-57-8 53
3 Carbonic acid. isobutvl 2-ethvlh._.. 230 C13H2603 1000357-82-9 53
4 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 50
5 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 47
Abundance Scan 1833 (12.262 min): VX016788.D (-1826) (-) m/z 57.05 100.00%
g7
5000
41
83 RS A NS —
98 12.00 12.20 12.40 12.60
112
Obrrrprrre b ,..'-..,-|!...J,....,l.??.,....,.... e 2L Tm/z 41.00  33.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13669: 1-Hexanol, 2-ethyl-
57
5000 41 LU SULULR BUMLLN UL B
12.00 12.20 12.40 12.60
83 m/z 55.00 28.68%
il R
0”.“MﬂﬂJw.hwh”w.”w.”w.”w.”..”..”..”..”w.”w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
12.00 12.20 12.40 12.60
5000 " m/z 43.00 28.37%
27 8 98,1,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #85987: Carbonic acid, isobutyl 2-ethylhexy! ester e
57 12.00 12.20 12.40 12.60
m/z 70.10 26.14%
5000
41 1
‘ 112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12,00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061620\
Data File : VX016788.D

Aca On : 16 Jun 2020 18:31

Operator : JC/SP

Sample : L2986-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061520W .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 Octane, 1,1"-oxybis- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.01 8.33 ug/Il 196706 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 1.1"-oxvbis- 242 C16H340 000629-82-3 64
2 Heptane. 3-T(ethenvloxv)methvll- 156 C10H200 000103-44-6 50
3 1-Heptanol. 2-propvl- 158 C10H220 010042-59-8 50
4 Sulfurous acid. butvl octvl ester 250 C12H2603S 1000309-17-5 47
5 Octane, 3-ethyl- 142 C10H22 005881-17-4 47
Abundance Scan 1956 (13.012 min): VX016788.D (-1950) (-) m/z 57.05 100.00%
87 71
43
5000
112126 12.60 12.80 13.00 13.20 13.40
o 191207 281 | "m/z 71.10 88.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95995: Octane, 1,1'-oxybis-
57 71
43
5000
12.60 12.80 13.00 13.20 13.40
m/z 43.00 62.96%
29 112
ol.15 |l 185199
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
71 12.60 12.80 13.00 13.20 13.40
5000 m/z 41.00 60.35%
29
ol 15 07 1121571% 156
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29632: 1-Heptanol, 2-propyl-
43 12.60 12.80 13.00 13.20 13.40
57 5 m/z 55.00 52.63%
5000 29 85
iz g5 b 65 B 10 18 10 150 18 30 3% 230 a0 280 | | 1280 1280 1500 1320 Lo
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061620\
Data File : VX016788.D

Aca On : 16 Jun 2020 18:31

Operator : JC/SP

Sample : L2986-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061520W .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 Oxalic acid, decyl 2-ethylh... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.11 7.94 ug/l 187574 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. decvl 2-ethvlhexvl ... 342 C20H3804 1000309-39-3 59
2 Octane. 3-ethvl- 142 C10H22 005881-17-4 43
3 Heptane. 3-ethvl-5-methvl- 142 C10H22 052896-90-9 38
4 Oxalic acid. octvl propvl ester 244 C13H2404 1000309-26-1 38
5 1-Octene, 3-methyl- 126 C9H18 013151-08-1 30
Abundance Scan 1972 (13.109 min): VX016788.D (-1967) (-) m/z 57.00 100.00%
g7 71
43
5000
112126 12.80 13.00 13.20 13.40
ol 142 191 209 253 269 n/z 71.10 86 . 44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #178439: Oxalic acid, decyl 2-ethylhexyl ester
57
71
5000 43
12.80 13.00 13.20 13.40
29‘ ‘ g5 112 185 m/z 43.00 71.88%
0 .”,.d..ﬂ..ﬂ,.h. M N....f?ﬁ%??.}?z... e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 71
43
12.80 13.00 13.20 13.40
5000 m/z 55.10 63.81%
112
29
oL14 85 142
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19218: Heptane, 3-ethyl-5-methyl-
43 57 12.80 13.00 13.20 13.40
n m/z 41.00 57.48%
5000
29
113
S OO 0 - .-
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061620\
Data File : VX016788.D

Aca On : 16 Jun 2020 18:31

Operator : JC/SP

Sample : L2986-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061520W .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 1-Octanol, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.13 38.28 ug/1 904072 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol. 2-methvl- 144 C9H200 000818-81-5 78
2 Octane. 1.1"-oxvbis- 242 C16H340 000629-82-3 59
3 1-Nonene 126 C9H18 000124-11-8 58
4 Cvclobutane. 1.2-diethvl-. cis- 112 C8H16 061141-50-2 49
5 1-Heptene, 6-methyl- 112 C8H16 005026-76-6 43

Abundance Scan 1975 (13.128 min): VX016788.D (-1973) (-) m/z 57.05 100.00%

5000

12.80 13.00 13.20 13.40

01 m/z 43.00 80.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #21129: 1-Octanol, 2-methyl-
43 57
71
5000
8 12.80 13.00 13.20 13.40
4 m/z 41.00 70.02%
8
I O T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57 71
43 12.80 13.00 13.20 13.40
5000 m/z 56.05 67.51%
84
29 112
0 15 98 131 185199 243
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #11502: 1-Nonene
3 12.80 13.00 13.20 13.40
m/z 71.10 61.97%
69
5000
29
83 g7
ol 15 111126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061620\
Data File : VX016788.D

Aca On : 16 Jun 2020 18:31

Operator : JC/SP

Sample : L2986-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061520W .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-Nonanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.46 15.99 ug/I 377636 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonanol 144 C9H200 000143-08-8 91
2 Cvclopropane. 1l-methvl-2-octvl- 168 C12H24 037617-26-8 86
3 Cvcloheptane 98 C7H14 000291-64-5 74
4 Cvclopropane. octvl- 154 C11H22 001472-09-9 72
5 Cyclopropane, 1l-ethyl-2-heptyl- 168 C12H24 074663-86-8 72

Abundance Scan 2030 (13.463 min): VX016788.D (-2023) (-) m/z 56.10 100.00%

41 T 0

5000

13.20 13.40 13.60 13.80

111126 147

0 m/z 55.00 94 .89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21105: 1-Nonanol
56
41
70
5000 LA L L L L L L LB
97 13.20 13.40 13.60 13.80
2 m/z 70.10 79.18%
o 111126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 %
70 13.20 13.40 13.60 13.80
5000 m/z 41.00 72.32%
84
27

98
112126140 168

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3301: Cycloheptane
6 70 13.20 13.40 13.60 13.80
4l m/z 69.05 69.73%
98
5000
27
4
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061620\
Data File : VX016788.D

Aca On : 16 Jun 2020 18:31

Operator : JC/SP

Sample : L2986-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061520W .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 L-Homoserine lactone, N,N-d... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.90 6.52 ug/Il 153969 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 L-Homoserine lactone. N.N-dimethvl- 129 C6H11NO2 1000374-45-7 76
2 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 50
3 Undecane. 4.8-dimethyl- 184 C13H28 017301-33-6 47
4 2.4.4-Trimethvl-1-hexene 126 C9H18 051174-12-0 38
5 Acetic acid, trifluoro-, nonyl e... 240 C11H19F302 030767-14-7 38
Abundance Scan 2102 (13.902 min): VX016788.D (-2098) (-) m/z 43.05 100.00%

43 71
57 85
5000

13 60 13. 80 14. OO 14. 20
SN m/z 71.10 92.82%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12872: L-Homoserine lactone, N,N-dimethyl-
mn

5000 85
129 13 60 13.80 14.00 14.20
m/z 57.05 61.41%

S
.A,N.ﬂtnm.ﬂ.“n}?g...”w.”.“.”..” U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43

1360 1380 14.00 14.20
5000 m/z 55.05 59.49Y%

29 | 577185

o

o

0 99113128
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48879: Undecane, 4,8-dimethyl- A BE s Eaas e s
43 13.60 13.80 14.00 14.20
m/z 85.10 57.57%
57 71
5000
85
29 9
ol L L 9113157 169184
A RRARS RaE L R e ABARARasaZESS SR S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061620\
Data File : VX016788.D

Aca On : 16 Jun 2020 18:31

Operator : JC/SP

Sample : L2986-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061520W .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 Cyclooctane, 1,5-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.93 21.58 ug/1 509797 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclooctane. 1.5-dimethvl- 140 C10H20 021328-57-4 78
2 1-Heptene. 6-methvl- 112 C8H16 005026-76-6 46
3 Cvclobutane. 1.2-diethvl- 112 C8H16 061141-83-1 46
4 3-Tetradecene. (E)- 196 C14H28 041446-68-8 43
5 1-Dodecene 168 C12H24 000112-41-4 43

Abundance Scan 2107 (13.932 min): VX016788.D (-2103) (-) m/z 43.00 100.00%

7

71

5000

.

13.60 13.80 14.00 14.20
m/z 57.05 99.16%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #18012: Cyclooctane, 1,5-dimethyl-

-

5000

13.60 13.80 14.00 14.20
m/z 56.10 89.42%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 56
69 13.60 13.80 14.00 14.20
5000 m/z 41.00 80.02%
84 97 112
U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #6737: Cyclobutane, 1,2-diethyl- T R
a1 5i 13.60 13.80 14.00 14.20
m/z 55.00 67.71%

5000

? '

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13. 60 13. 80 14. OO 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061620\
Data File : VX016788.D

Aca On : 16 Jun 2020 18:31

Operator : JC/SP

Sample : L2986-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061520W .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 Phenol, 2,6-bis(l1,1-dimethy... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.61 5.58 ug/Il 131753 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-bis(1l.1-dimethvlethvl)- 206 C14H220 000128-39-2 97
2 Phenol. 2.4-bis(1.1-dimethvlethvl)- 206 C14H220 000096-76-4 86
3 4°-Diethvlaminoacetanilide 206 C12H18N20 005326-57-8 83
4 Phenol. 2.5-bis(l.1-dimethvlethvl)- 206 C14H220 005875-45-6 83
5 Phenol, 3,5-bis(1,1-dimethylethyl)- 206 C14H220 001138-52-9 76
Abundance Scan 2382 (15.609 min): VX016788.D (-2377) (-) m/z 191.05 100.00%
191
5000
206 R E s S T
41 517 74 91 1157 | 147 1T3177 l 99 081 15,20 15.40 15.60 15.80 16.00
Ol prrretbr it bbb b b RO AL 222 SOl gz 206.30 21.23%
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
15.20 15.40 15.60 15.80 16.00
7 206 m/z 192.20 16.21%
AN N
m/z--> 20 40 60 80 160 150 140 160 180 200 220 240 260 280
Abundance
191
15.20 15.40 15.60 15.80 16.00
5000 m/z 57.10 16.14%
57
41 206
oL 2 74 91 115 135149163177
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65832: 4'-Diethylaminoacetanilide AR EEE S S
191 15.20 15.40 15.60 15.80 16.00
m/z 131.05 15.50%
5000 206
20 43 6579 98 119134149'0% 7, |
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 15.20 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\VX061620\
Data File : VX016788.D

Acq On : 16 Jun 2020 18:31

Operator : JC/SP

Sample - L2986-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061520W .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]
1-Hexanol, 2-ethyl- 12.26 75.9 ug/1 1791950 4 12.06 1180980 50.0
Octane, 1,1"-oxybis- 13.01 8.3 ug/Il 196706 4 12.06 1180980 50.0
Oxalic acid, decy... 13.11 7.9 ug/l 187574 4 12.06 1180980 50.0
1-Octanol, 2-methyl- 13.13 38.3 ug/I1 904072 4 12.06 1180980 50.0
1-Nonanol 13.46 16.0 ug/I1 377636 4 12.06 1180980 50.0
L-Homoserine lact... 13.90 6.5 ug/Il 153969 4 12.06 1180980 50.0
Cyclooctane, 1,5-... 13.93 21.6 ug/Il 509797 4 12.06 1180980 50.0
Phenol, 2,6-bis(1... 15.61 5.6 ug/Il 131753 4 12.06 1180980 50.0
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