LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101018\
Data File : VU027540.D

Aca On : 09 Oct 2018 22:42

Operator : MD/SY

Sample = J5365-01

Misc : 5.0mL/MSVOA U/WATER

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 U\METHOD\82U100118W.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 1.386 61 66 75 rBv 6930 7418 1.05% 0.125%
2 1.473 85 93 104 rBV 16747 19070 2.70% 0.320%
3 2.325 345 358 383 rBV 217126 355044 50.31% 5.966%
4 2.447 386 396 415 rVB 33316 58461 8.28% 0.982%
5 2.829 501 515 532 rBV 25427 52984 7.51% 0.890%
6 4.000 865 879 895 rBV6 3172 8373 1.19% 0.141%
7 4.270 950 963 995 rBV2 34231 85847 12.16% 1.443%
8 4.582 1038 1060 1074 rBvV3 3361 8520 1.21% 0.143%
9 4.887 1137 1155 1172 rBvV 96256 217265 30.79% 3.651%
10 4.987 1172 1186 1216 rVB 154360 348309 49.35% 5.853%
11 5.312 1273 1287 1305 rBv2 121346 259690 36.80% 4.364%
12 5.791 1422 1436 1450 rBV3 6795 15666 2.22% 0.263%
13 5.890 1452 1467 1498 rVV 238026 481438 68.22% 8.090%
14 6.427 1620 1634 1658 rBV 14168 32149 4 _.56% 0.540%
15 6.797 1738 1749 1750 rBv4 4989 7472 1.06% 0.126%
16 6.826 1752 1758 1773 rVB2 10859 21353 3.03% 0.359%
17 7.466 1945 1957 1975 rBvV2 26079 49608 7.03% 0.834%
18 7.569 1975 1989 2006 rBV 378061 678255 96.11% 11.397%
19 8.373 2229 2239 2257 rBvV2 6017 11085 1.57% 0.186%
20 8.472 2257 2270 2287 rBV6 4252 9176 1.30% 0.154%
21 8.585 2297 2305 2322 rBv4 4383 9261 1.31% 0.156%
22 9.093 2451 2463 2484 rBV 322883 537753 76.20% 9.036%
23 9.926 2711 2722 2732 rBvV 4456 8640 1.22% 0.145%
24 10.051 2747 2761 2781 rVB7 6382 18796 2.66% 0.316%
25 10.308 2830 2841 2863 rVvV 243526 386995 54.84% 6.503%
26 10.411 2865 2873 2883 rVB5 3795 7152 1.01% 0.120%
27 10.803 2984 2995 3007 rBV2 14083 25906 3.67% 0.435%
28 10.903 3018 3026 3037 rBVvV2 8054 12860 1.82% 0.216%
29 11.485 3195 3207 3227 rVB 306105 475847 67.42% 7.996%
30 11.745 3275 3288 3301 rBV2 20733 37561 5.32% 0.631%
31 12.048 3374 3382 3398 rVB10 4513 10097 1.43% 0.170%
32 12.141 3399 3411 3420 rBV10 3736 8910 1.26% 0.150%
33 12.472 3503 3514 3522 rBV10 3184 8368 1.19% 0.141%
34 12.967 3653 3668 3677 rVB5 9168 20851 2.95% 0.350%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101018\
Data File : VU027540.D

Aca On : 09 Oct 2018 22:42

Operator : MD/SY

Sample = J5365-01

Misc : 5.0mL/MSVOA U/WATER

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 - 0 Peak Location: TOP

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

Method = Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W.M
Title : SW846 8260
35 14.141 4024 4033 4038 rBVS 4711 7508 1.06% 0.126%

36 15.665 4502 4507 4514 rVB 85662 107460 15.23% 1.806%
37 15.855 4558 4566 4576 rVB3 266214 405172 57.41% 6.808%
38 16.199 4667 4673 4683 rVB 439202 705743 100.00% 11.859%
39 17.067 4937 4943 4952 rVB 287900 428929 60.78% 7.208%

Sum of corrected areas: 5950992
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101018\
Data File : VU027540.D

Aca On : 09 Oct 2018 22:42

Operator : MD/SY

Sample - J5365-01

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\82U100118W.M
> SW846 8260

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU027540.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101018\
Data File : VU027540.D

Aca On : 09 Oct 2018 22:42

Operator : MD/SY

Sample : J5365-01

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_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 Isopropyl Alcohol Concentration Rank 5

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

2.45 8.39 ug/Il 58461 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 83
2 Hvdrazine. 1.2-dimethvl- 60 C2H8N2 000540-73-8 9
3 Formamide 45 CH3NO 000075-12-7 7
4 Ethvlamine 45 C2H7N 000075-04-7 5
5 2,3-Butanediol 90 C4H1002 000513-85-9 4

Abundance Scan 397 (2.450 min): VU027540.D (-386) (-) m/z 44.95 100.00%
45

-

5000
33 41 59 2.20 2.40 2.60 2.80
.,....,....,....,....,....,....,....,!!.: R e e R R m/z 43.00 17.78%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #297: Isopropy! Alcohol
45
5000
2.20 2.40 2.60 2.80
m/z 41.00 8.47%
27
SUSUSONNE o UMY D O vl ) OO O SN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #278: Hydrazine, 1,2-dimethyl-
45 60
30 2.20 2.40 2.60 2.80
5000 m/z 39.00 6.88%
15
o182y, 3 42 57
B R R R e o e o e o R RARRAREEEESEERE Ry
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #91: Formamide
45 2.20 2.40 2.60 2.80
m/z 41.95 5.12%
5000 29
26| 32 3942|
B LR o e o e B o o o AR S RRREEEERRE Ry
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101018\
Data File : VU027540.D

Aca On : 09 Oct 2018 22:42

Operator : MD/SY

Sample : J5365-01

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_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 Decane, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.66 11.29 ug/Il 107460 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2-methvl- 156 C11H24 006975-98-0 87
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 80
3 Undecane. 3.8-dimethvl- 184 C13H28 017301-30-3 80
4 Octane. 2-methvl- 128 C9H20 003221-61-2 64
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 64

Abundance Scan 4505 (15.658 min): VU027540.D (-4502) (-) m/z 57.10 100.00%

5000 4

113 15.40 15.60 15.80 16.00

141 159 177193 211

m/z 71.10 92 .79%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #28427: Decane, 2-methyl-
57
4
5000 TT T[T I T T[T I [rrrrrrm
85 15.40 15.60 15.80 16.00
112 m/z 43.10 87.13%
14 141156
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
N N R e
15.40 15.60 15.80 16.00
5000 85 m/z 41.10 43.01%
4
113
“ L. |~ 141156 183 211 239 267 296
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48870: Undecane, 3,8-dimethyl- A BE mEE
57 15.40 15.60 15.80 16.00
m/z 85.10 37.59%
5000 85
4
113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.40 15. 60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101018\
Data File : VU027540.D

Aca On : 09 Oct 2018 22:42

Operator : MD/SY

Sample : J5365-01

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.85 42 .57 ug/1 405172 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 81
2 2-Dodecen-1-vl(-)succinic anhvdride 266 C16H2603 019780-11-1 47
3 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 40
4 Borinic acid. diethvl-, 3.3.5-tr... 208 C13H25B0 057387-76-5 27
5 Butan-2-one, 1-[3-(3,3-dimethyl-._. 278 C16H26N202 1000303-34-2 22
Abundance Scan 4565 (15.851 min): VU027540.D (-4558) (-) m/z 193.20 100.00%
193
69
41

5000

s

208 p 15.60 15.80 16.00 16.20
4 m/z 69.10 75.50%

151165179

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 ’
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
193
123
5000 69 95109 AR e
55 137 15.60 15.80 16.00 16.20
151 m/z 41.10 68.45%
165179 208
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #115650: 2-Dodecen-1-yl(-)succinic anhydride
41 556
69
RN R
83 15.60 15.80 16.00 16.20
5000 m/z 55.10 63.68%

123
o 7137

2
I

L

151 166 181 195209 223237

266

33

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans- L L
69 193 15.60 15.80 16.00 16.20
83 123,57 m/z 83.10 50.59%
41 109
5000 55

é

|| 152165179 | 208

i | \‘ I %ﬁ L szesire | 08

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15. 60 15. 80 16 00 16. 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101018\
Data File : VU027540.D

Aca On : 09 Oct 2018 22:42

Operator : MD/SY

Sample : J5365-01

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_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 2,11-Dioxabicyclo[4.4.1]Jund... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.07 45.07 ug/1 428929 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.11-Dioxabicvclol4.4_1Tundeca-3... 222 C13H1803 070412-52-1 64
4-(3-Hvdroxv-2.6.6-trimethvlcvcl... 222 C14H2202 097306-57-5 59
3 2.6-Naphthalenedione. octahvdro-... 208 C13H2002 057289-17-5 50
4 1-Trimethvisilvilpent-1-en-4-vne 138 C8H14Si 079516-25-9 49
5 4-Methoxybenzene-1,3-diamine, N1... 264 C13H16N204 1000373-20-9 47
Abundance Scan 4944 (17.070 min): VU027540.D (-4937) (-) m/z 123.10 100.00%
123
5000
4155 69 10 207 \J\,\_/\/be/\_A\H\JM__W_*
i 137 il "1e/80 1700 17120 1740
ol 172185 238 269 n77 69.10  37.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #79089: 2,11-Dioxabicyclo[4.4.1]undeca-3,5-dien-10-one, 1,...
123
43
5000 179 L BRI L SUULE B
109 -~ 16,80 17.00 17.20 17.40
o 137 m/z 41.10 35.26%
165
S TR O Y ISl L0 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #79248: 4-(3-Hydroxy-2,6,6-trimethylcyclohex-1-enyl)pent-3...
43 123
137 16,80 17.00 17.20 17.40
5000 m/z 55.10 32.21%
2 o 77 91 109
| o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67754: 2,6-Naphthalenedione, octahydro-1,1,8a-trimethyl-,... B RRREE BEm S
123 16.80 17.00 17.20 17.40
208 m/z 81.10 31.61%
5000
41 55 69
152
137
166, __193
"|""|""|"' “::‘:“::‘:‘: .”...79...‘. ”‘” e .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16,80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU101018\
Data File : VU027540.D

Acq On : 09 Oct 2018 22:42

Operator : MD/SY

Sample - J5365-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 16 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_M
SW846 8260

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Isopropyl Alcohol 2.45 8.4 ug/Il 58461 1 4.99 348309 50.0
Decane, 2-methyl- 15.66 11.3 ug/I1 107460 4 11.48 475847 50.0
Decahydro-4,4,8,9... 15.85 42 .6 ug/1 405172 4 11.48 475847 50.0
2,11-Dioxabicyclo... 17.07 45.1 ug/1 428929 4 11.48 475847 50.0
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