LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091218\
Data File : VU026687.D

Aca On : 11 Sep 2018 18:35

Operator : MD/SY

Sample = J4803-11ME

Misc : 4.89a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 13 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\82U091218W.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 2.144 281 302 315 rBV 186601 401034 2.33% 0.199%
2 4.881 1136 1153 1170 rBvV 98632 252146 1.46% 0.125%
3 4.977 1170 1183 1212 rVB2 133882 315684 1.83% 0.157%
4 5.308 1271 1286 1316 rBv2 103063 247770 1.44% 0.123%
5 5.884 1451 1465 1494 rBV 204046 439764 2.55% 0.218%
6 7.565 1967 1988 2008 rBV 405572 744846 4.32% 0.370%
7 8.906 2398 2405 2419 rVB 136238 220545 1.28% 0.110%
8 9.032 2432 2444 2453 rBV 183019 311220 1.80% 0.155%
9 9.096 2453 2464 2475 rVV 343578 594744 3.45% 0.295%
10 9.247 2500 2511 2525 rBv4 111192 220275 1.28% 0.109%

11 9.356 2525 2545 2552 rBV3 258073 596226 3.46% 0.296%
12 9.405 2552 2560 2568 rVvVv2 392614 622549 3.61% 0.309%
13 9.446 2568 2573 2598 rVB4 276433 619353 3.59% 0.308%
14 9.565 2598 2610 2623 rBV3 218923 418332 2.43% 0.208%
15 9.655 2627 2638 2643 rBv4 145884 250058 1.45% 0.124%

16 9.720 2644 2658 2668 rBV5 1251255 2470398 14.32% 1.227%
17 9.819 2677 2689 2697 rBv2 922780 1588979 9.21% 0.789%
18 9.871 2700 2705 2713 rVB2 569148 801651 4._.65% 0.398%
19 9.954 2713 2731 2741 rBV 4514884 7684197 44 _.55% 3.816%
20 10.048 2741 2760 2768 rBV2 2614437 5714003 33.13% 2.838%

21 10.093 2768 2774 2786 rVB2 2394461 3902676 22.63% 1.938%
22 10.160 2786 2795 2806 rVB6 761819 1475583 8.56% 0.733%
23 10.228 2806 2816 2819 rBV4 884255 1352806 7.84% 0.672%
24 10.260 2820 2826 2835 rVV3 1921740 3139389 18.20% 1.559%
25 10.327 2836 2847 2856 rVB 3430265 5676002 32.91% 2.819%

26 10.379 2856 2863 2871 rVB6 772399 1211774 7.03% 0.602%
27 10.427 2871 2878 2882 rBV2 651442 919740 5.33% 0.457%
28 10.495 2884 2899 2909 rVB3 3054746 5613194 32.55% 2.788%
29 10.642 2935 2945 2955 rBV5 1387498 3069021 17.79% 1.524%
30 10.704 2957 2964 2972 rVV5 1619872 2787356 16.16% 1.384%

31 10.758 2972 2981 2991 rVV2 4577804 8157546 47.30% 4_.051%
32 10.819 2992 3000 3010 rVB6 2419741 4809204 27.88% 2.388%
33 10.974 3043 3048 3053 rBV2 728184 981694 5.69% 0.488%
34 11.015 3055 3061 3070 rVB4 2342148 3479912 20.18% 1.728%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091218\
Data File : VU026687.D

Aca On : 11 Sep 2018 18:35

Operator : MD/SY

Sample = J4803-11ME

Misc : 4.89a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 13 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U091218W_.M
SW846 8260

35 11.080 3072 3081 3087 rBV4 2319866 3712257 21.52% 1.844%

36 11.128 3087 3096 3102 rBV 11363875 17247418 100.00% 8.565%
37 11.279 3132 3143 3150 rBV3 2798746 5294499 30.70% 2.629%
38 11.343 3158 3163 3173 rVB5 3786963 5914662 34.29% 2.937%
39 11.408 3173 3183 3190 rBV3 6524227 10401339 60.31% 5.166%
40 11.485 3202 3207 3214 rVB3 1553423 1817459 10.54% 0.903%

41 11.536 3216 3223 3230 rVV3 2287525 3210817 18.62% 1.595%
42 11.578 3230 3236 3243 rVB 2517716 3039307 17.62% 1.509%
43 11.675 3260 3266 3273 rVB3 1816960 2365420 13.71% 1.175%
44 11.790 3293 3302 3307 rBV4 2222498 3857644 22.37% 1.916%
45 11.871 3317 3327 3345 rVB6 6474776 16420477 95.21% 8.155%

46 12.070 3383 3389 3407 rVB5 3408910 7925643 45.95% 3.936%
47 12.157 3408 3416 3418 rBV 1916547 2522240 14.62% 1.253%
48 12.186 3419 3425 3433 rVB3 3961922 6018378 34.89% 2.989%
49 12.366 3473 3481 3487 rBV3 2613301 4519674 26.20% 2.245%
50 12.514 3515 3527 3534 rBV7 1994901 4774773 27.68% 2.371%

51 12.620 3550 3560 3565 rBV3 3693097 6063739 35.16% 3.011%
52 12.710 3579 3588 3605 rVB2 3522163 7630586 44.24% 3.790%
53 12.790 3605 3613 3620 rBV2 1718061 2723472 15.79% 1.353%
54 12.883 3638 3642 3651 rVB 606875 720512 4.18% 0.358%
55 12.967 3664 3668 3676 rVB2 874922 1068508 6.20% 0.531%

56 13.035 3683 3689 3697 rBV2 620397 895589 5.19% 0.445%
57 13.086 3698 3705 3710 rBV3 788194 1168267 6.77% 0.580%
58 13.125 3710 3717 3732 rVB2 2371498 4430838 25.69% 2.200%
59 13.240 3747 3753 3759 rBV 378695 471180 2.73% 0.234%
60 13.292 3760 3769 3777 rBV3 1301882 2185845 12.67% 1.086%

61 13.411 3798 3806 3814 rBV4 413620 659556 3.82% 0.328%
62 13.459 3815 3821 3828 rVB 295371 408350 2.37% 0.203%
63 13.510 3828 3837 3844 rBvV4 810006 1375798 7.98% 0.683%
64 13.736 3899 3907 3917 rVB7 352705 664920 3.86% 0.330%
65 13.790 3917 3924 3934 rVB2 205175 302837 1.76% 0.150%

66 13.961 3969 3977 3989 rVB6 97497 188023 1.09% 0.093%
67 14.350 4084 4098 4110 rVB5 116150 271177 1.57% 0.135%

Sum of corrected areas: 201360875
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091218\
VU026687 .D

11 Sep 2018 18:35

MD/SY

J4803-11ME
4.89a/5mL/100uL/5.0mL/MSVOA_U/MEOH

13 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U091218W_M
SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU091218\
Data File : VU026687.D

Acq On : 11 Sep 2018 18:35

Operator : MD/SY

Sample - J4803-11ME

Misc : 4.899/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

SW846 8260

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

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U091218W_M

AR R R ok R R S S R R R AR R R R Sk R R S R R R R AR R R R R o e R R S R AR AR Rk S R R R o R R R R

Concentration Rank 9

Peak Number 1 unknown9.72

R.T. EstConc Area

Relative to ISTD

9.72 207.69 ug/l 2470400

Hit# of 5 Tentative ID

Chlorobenzene-d5

MW  MolForm

1 Cyclohexane, l-ethyl-2-methyl-, _.
2 Cyclohexane, l-ethyl-2-methyl-

3 1-Ethyl-4-methylcyclohexane

4 Cyclohexane, 1l-ethyl-2-methyl-, ..
5 Hexane, 2,4-dimethyl-

126 C9H18
126 C9H18
126 C9H18
126 C9H18
114 C8H18

004923-78-8 49
003728-54-9 46
003728-56-1 43
004923-77-7 38
000589-43-5 38

AR R ok R R R R AR AR R R Sk R R R AR AR R o e R S R AR AR O R e R R SR AR AR R e e R h Sk R R AR R R AR R e

Concentration Rank 1

Peak Number 2 Octane, 2,6-dimethyl-

R.T. EstConc Area

Relative to ISTD

9.95 646.01 ug/Il 7684200

Hit# of 5 Tentative ID

Chlorobenzene-d5

MW  MolForm

1 Octane, 2,6-dimethyl-
2 Octane, 3,6-dimethyl-
3 Nonane, 3-methyl-

142 C10H22
142 C10H22
142 C10H22

4 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S

002051-30-1 94
015869-94-0 93
005911-04-6 87
1000309-18-8 59
1000309-20-2 59

R R R ok R o Rk SR R AR AR R AR R R R AR AR o R R AR R R R AR R AR R R R R R AR AR R CEAR R R R S R AR R R AR R R CRAE R ok R R R o e R R

Peak Number 3 Cyclohexane, (1-methylethyl)-

R.T. EstConc Area

Relative to ISTD

Concentration Rank 2

10.05 480-.38 ug/1l 5714000

Hit# of 5 Tentative ID

Chlorobenzene-d5

MW  MolForm

1 Cyclohexane, (1-methylethyl)-

2 Cyclohexane, propyl-

3 Cyclohexane, tetradecyl-

4 Ethanone, 1-(1-methylcyclopentyl)-
5 Ethanone, 1-cyclohexyl-

126 C9H18

280 C20H40
126 C8H140
126 C8H140

000696-29-7 60
001678-92-8 58
001795-18-2 47
013388-93-7 43
000823-76-7 38

AR R R R ok R o R R R R AR AR R R AR R R R AR AR R R R o R Rk R R AR R R R R o e R R e R AR R R AR R R CRAE R ok R R o e R R

Peak Number 4 Heptane, 3-ethyl-2-methyl-

R.T. EstConc Area
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Relative to ISTD

Concentration Rank 4

R.T.

Page: 4



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU091218\
Data File : VU026687.D

Acq On : 11 Sep 2018 18:35

Operator : MD/SY

Sample - J4803-11ME

Misc : 4.899/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U091218W_M
SW846 8260

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

10.09 328.10 ug/Il 3902680 Chlorobenzene-d5 9.10

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 72
2 Hexane, 3-ethyl-2,5-dimethyl- 142 C10H22 052897-04-8 53
3 Octane, 3-methyl- 128 C9H20 002216-33-3 43
4 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 43
5 Decane, 2,5-dimethyl- 170 C12H26 017312-50-4 40

R R R ok R R S R AR AR R R R R R AR AR R R R R AR AR R R e R R AR R SR R S R R AR R R AR R R CRAE R o R R R o e R

Peak Number 5 unknownl1l0.26 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.26 263.93 ug/l 3139390 Chlorobenzene-d5 9.10

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 47

2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 47

3 Nonane, 4-methyl- 142 C10H22 017301-94-9 43

4 Undecane, 5-methyl- 170 C12H26 001632-70-8 43

5 1-Azacyclononan-2-one 141 C8H15NO 000935-30-8 43

AR R o ok R R e AR AR R AR R Sk Rk S R R R R AR R R S e R S R R S AR AR R e e R R S R R R S R R R S R R R

Peak Number 6 Cyclohexane, butyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

11.41 286.15 ug/l 10401300 1,4-Dichlorobenzene-d4 11.49

Hit# of 5 Tentative 1D MW  MolForm CAS# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 87
2 Cyclohexane, octyl- 196 C14H28 001795-15-9 86
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 74
4 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 64
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 64

AR R R ok R o R S R AR AR R AR R Sk Rk Sk R R R R AR AR R R e R R R R R R AR AR SR R AR AR R Rk ok R R AR R AR R e R

Peak Number 7 Naphthalene, decahydro-, tr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

11.87 451.74 ug/l 16420500 1,4-Dichlorobenzene-d4  11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU091218\
Data File : VU026687.D

Acq On : 11 Sep 2018 18:35

Operator : MD/SY

Sample - J4803-11ME

Misc : 4.899/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U091218W_M
SW846 8260

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

1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 95
2 Naphthalene, decahydro- 138 C10H18 000091-17-8 95
3 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 70
4 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 46
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 38

FTEIEIAEIAEITIAAEITEAXAXAEAEAAXTEAXAAXTAXAAXEAXAAXTAXAAXXAEAAXXAAIAXXAA XXX IAXXAXTdxXxIAXxdxdxdAxdxdxirxddhiiihikx

Peak Number 8 unknownl2.07 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.07 218.04 ug/Il 7925640 1,4-Dichlorobenzene-d4 11.49

Hit# of 5 Tentative 1D MW  MolForm CAS# Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 47
2 Cyclopentanecarboxylic acid, 4-n... 235 C12H13NO4 1000307-58-0 43
3 1-Heptyne, 3-ethoxy-3,4-dimethyl- 168 C11H200 054411-04-0 43
4 Oxalic acid, cyclohexylmethyl is... 270 C15H2604 1000309-68-3 38
5 Cyclohexane, l1-isopropyl-1-methyl- 140 C10H20 016580-26-0 35

R R R ok R o R h S R AR AR R A RAE R R R R Sk R R o R R AR R R R R AR R R e Rk SR R AR SR AR AR R e e Rk Sk R AR AR R R R R R R

Peak Number 9 Cyclohexane, pentyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

12.62 166.82 ug/Il 6063740 1,4-Dichlorobenzene-d4 11.49

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 76

2 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 62

3 Cyclohexane, butyl- 140 C10H20 001678-93-9 53

4 Cyclohexane, octyl- 196 C14H28 001795-15-9 53

5 Cyclohexane, propyl- 126 C9H18 001678-92-8 50

AR R R ok R R S R AR AR R AR R Rk o R R AR SR AR AR o R R S e R R AR R R R R R AR AR Rk Sk e R R o SR R R R

Peak Number 10 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.71 209.93 ug/Il 7630590 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
2 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
3 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU091218\
VU026687.D

11 Sep 2018 18:35

MD/SY

J4803-11ME
4.89g9/5mL/100uL/5.0mL/MSVOA_U/MEOH

13 Sample Multiplier: 1

SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

4 o-Cymene
5 Benzene,

134 C10H14
1-ethyl-2,4-dimethyl- 134 C10H14

82U091218W.M Thu Sep 13 17:19:41 2018

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U091218W_M

000527-84-4 94
000874-41-9 94
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU091218\
Data File : VU026687.D

Acq On : 11 Sep 2018 18:35

Operator : MD/SY

Sample - J4803-11ME

Misc : 4.899/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U091218W_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]
unknown9 .72 9.72 207.7 ug/l 2470400 3 9.10 594744 50.0
Octane, 2,6-dimet... 9.95 646.0 ug/l 7684200 3 9.10 594744 50.0
Cyclohexane, (1-m... 10.05 480.4 ug/l 5714000 3 9.10 594744 50.0
Heptane, 3-ethyl-_... 10.09 328.1 ug/l 3902680 3 9.10 594744 50.0
unknown10.26 10.26 263.9 ug/l 3139390 3 9.10 594744 50.0
Cyclohexane, butyl- 11.41 286.1 ug/l1 10401300 4 11.49 1817460 50.0
Naphthalene, deca... 11.87 451.7 ug/l1 16420500 4 11.49 1817460 50.0
unknownl12 .07 12.07 218.0 ug/l 7925640 4 11.49 1817460 50.0
Cyclohexane, pentyl- 12.62 166.8 ug/l 6063740 4 11.49 1817460 50.0

4

Benzene, 1,2,3,5-... 12.71 209.9 ug/l1 7630590 11.49 1817460 50.0
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