LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092818\
Data File : VU027276.D

Aca On : 28 Sep 2018 17:01

Operator : MD/SY

Sample : J5041-07

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 23 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\82U092218W.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 2.324 348 358 368 rVB2 5335 9124 1.04% 0.183%
2 2.443 384 395 410 rBV 17329 30684 3.50% 0.614%
3 2.710 463 478 489 rBvV2 4594 9610 1.10% 0.192%
4 3.996 864 878 891 rVB5 3522 8941 1.02% 0.179%
5 4.884 1137 1154 1171 rBV 117172 265025 30.27% 5.301%
6 4.987 1171 1186 1202 rVvVv 169804 378530 43.24% 7.572%
7 5.083 1203 1216 1233 rVB2 25453 61827 7.06% 1.237%
8 5.311 1268 1287 1308 rBV 147565 307099 35.08% 6.143%
9 5.540 1346 1358 1375 rVB2 35870 87034 9.94% 1.741%
10 5.887 1452 1466 1485 rBV 255931 501471 57.28% 10.031%
11 6.401 1613 1626 1642 rBV6 17479 48168 5.50% 0.963%
12 6.591 1673 1685 1697 rVB 4148 8805 1.01% 0.176%
13 6.742 1720 1732 1745 rBV3 13919 27126 3.10% 0.543%
14 6.929 1774 1790 1805 rBV 31205 62086 7.09% 1.242%

15 7.051 1813 1828 1842 rBV 56412 112606 12.86% 2.252%

16 7.565 1965 1988 2022 rBV 485887 875509 100.00% 17.512%

17 7.713 2022 2034 2047 rVB2 20998 40005 4._.57% 0.800%
18 7.919 2085 2098 2112 rBV 52898 94229 10.76% 1.885%
19 8.048 2126 2138 2147 rVB5 5677 9634 1.10% 0.193%
20 8.491 2258 2276 2289 rBV3 11051 22092 2.52% 0.442%
21 8.848 2377 2387 2398 rBV5 6263 10535 1.20% 0.211%
22 9.089 2450 2462 2488 rBvV 365079 615692 70.32% 12.315%
23 9.385 2538 2554 2567 rVB6 11993 30357 3.47% 0.607%
24 9.739 2645 2664 2677 rBV6 8594 25406 2.90% 0.508%
25 10.308 2827 2841 2856 rBV 323232 519420 59.33% 10.390%
26 10.494 2891 2899 2909 rVB6 7519 11964 1.37% 0.239%
27 11.292 3135 3147 3156 rBV3 6768 12000 1.37% 0.240%
28 11.485 3194 3207 3228 rBV 385718 606408 69.26% 12.130%
29 12.295 3450 3459 3469 rVB5 11597 19580 2.24% 0.392%
30 12.539 3528 3535 3549 rVB3 8056 12273 1.40% 0.245%
31 13.578 3842 3858 3863 rVV5 8455 23900 2.73% 0.478%
32 13.610 3863 3868 3881 rVB2 9813 16180 1.85% 0.324%
33 14.018 3986 3995 4004 rBvV4 5521 9949 1.14% 0.199%
34 14.549 4150 4160 4171 rVB7 6096 10996 1.26% 0.220%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092818\
Data File : VU027276.D

Aca On : 28 Sep 2018 17:01

Operator : MD/SY

Sample : J5041-07

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 23 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\82U092218W.M

Title : SW846 8260

35 14.883 4253 4264 4272 rBV 12871 22301 2.55% 0.446%
36 14.932 4272 4279 4287 rVB5 5878 9608 1.10% 0.192%
37 15.067 4310 4321 4335 rBV5 16306 36987 4.22% 0.740%
38 15.922 4576 4587 4597 rBvV4 8803 17177 1.96% 0.344%
39 16.063 4621 4631 4638 rBV2 11791 19397 2.22% 0.388%
40 16.102 4638 4643 4651 rVB5 6878 9626 1.10% 0.193%

Sum of corrected areas: 4999361
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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\VU092818\
Vu027276.D

28 Sep 2018 17:01

MD/SY

J5041-07

5.0mL/MSVOA U/WATER

23 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W .M
SW846 8260

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU027276.D
400000
300000
5.89
200000
100000
- 2334 o7 4.00
0 T T T I T T T T I T T 1 'l_'_l T T I T T T T I T T T T I T T T T I T T T
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50
Abundance TIC: VU027276.D
7|57
400000 11.48
9.09
10.31
300000
200000
100000
7.05 7.92
6.93 771 |
6.74 ; 8.05 849 885 939 974 10.49 11.29
0 T T T T T T T I T T T "_'_ T 1 I T T T T I T T T I T T T T I T T T I
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU027276.D
400000
300000
200000
100000
f,"}'\” 12.54 BB 14.02 14.55 1@37 15, 9E860%0
0 T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T I T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092818\
Data File : VU027276.D

Aca On : 28 Sep 2018 17:01

Operator : MD/SY

Sample : J5041-07

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_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 Pentane, 2,3-dimethyl- Concentration Rank 3

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

5.08 8.17 ug/l 61827 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 94
2 Hexane. 2.2.5.5-tetramethvl- 142 C10H22 001071-81-4 64
3 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 42
4 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 40
5 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 40

Abundance Scan 1215 (5.080 min): VU027276.D (-1203) (-) m/z 56.05 100.00%
3 P
5000 71
e
| I 85 100 4.80 5.00 5.20 5.40
Obrrrrrr e e e e e e e e m/z 43.00 79.25%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Pentane, 2,3-dimethyl-
43 56
5000
29 71 4.80 5.00 5.20 5.40
m/z 41.05 69.13%
78 85 100
Orrr it P e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19226: Hexane, 2,2,5,5-tetramethyl-
57
480 500 520 540
5000 m/z 57.05 66.40%
41 71
o \“ 50 |||, 64 | 78 85 95 107115 127 137
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12720: Hexane, 2,2,4-trimethyl- e L e
57 4.80 5.00 5.20 5.40
m/z 71.10 38.48%
5000
41
29 71
0 ‘ ‘M 48 | | 8 o5 113 128
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092818\
Data File : VU027276.D

Aca On : 28 Sep 2018 17:01

Operator : MD/SY

Sample : J5041-07

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 2

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

5.54 8.68 ug/Il 87034 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 78
2 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 72
3 Pentane. 2.2.4.4-tetramethvl- 128 C9H20 001070-87-7 59
4 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 56
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 50

Abundance Scan 1358 (5.540 min): VU027276.D (-1346) (-) m/z 57.05 100.00%
g7
5000
41
99 520 5.40 560 5.80
Ol bk e et o e o e || M7z 56.10  31.46%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7671: Butane, 2,2,3,3-tetramethyl-
g7
5000 "|""|""|""|'X\'|'
a1 520 5.40 560 5.80
29 m/z 41.05 25.27%
o2 B | |l s, e s P 14
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7651: Hexane, 2,2-dimethyl-
57
520 540 560 580
5000 m/z 43.10 13.35%
- 41
o 15 0 |l s0) e s 9
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12740: Pentane, 2,2,4,4-tetramethyl- ..,....,....,..../;\...,.
57 520 5.40 560 5.80
m/z 39.00 7.88%
5000
s A
o A ‘M 48 || 71 81 9198 113 128
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 520 5.40 560 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092818\
Data File : VU027276.D

Aca On : 28 Sep 2018 17:01

Operator : MD/SY

Sample : J5041-07

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_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 Pentane, 2,3,4-trimethyl- Concentration Rank 5

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

6.93 6.19 ug/Il 62086 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 90
2 Pentane. 3-ethvl- 100 C7H16 000617-78-7 78
3 Ethanedioic acid. bis(3-methvlbu... 230 C12H2204 002051-00-5 59
4 Pentane. 2-nitro- 117 C5H11NO2 004609-89-6 50
5 Heptane, 3,3,4-trimethyl- 142 C10H22 020278-87-9 50

Abundance Scan 1790 (6.929 min): VU027276.D (-1774) (-) m/z 43.10 100.00%
43
71
5000
55
I‘ || a3 6.60 6.80 7.00 7.20
O o e I e B m/z 71.10 70.92%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #7654: Pentane, 2,3,4-trimethyl-
43
71
5000
6.60 6.80 7.00 7.20
27 ‘ 7 m/z 70.10 52.11%
ol 15 || | j | 83 114
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #3981: Pentane, 3-ethyl-
43
6.60 6.80 7.00 7.20
5000 70 m/z 41.10 32.66%
29
s | |5 | e 0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #85787: Ethanedioic acid, bis(3-methyloutyl) ester
43 6.60 6.80 7.00 7.20
71 m/z 55.10 24 .64%
5000
9
0 Ll [l 87 99 115129 145 161 188201 215 230
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092818\
Data File : VU027276.D

Aca On : 28 Sep 2018 17:01

Operator : MD/SY

Sample : J5041-07

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_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 Pentane, 2,3,3-trimethyl- Concentration Rank 1

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

7.05 11.23 ug/Il 112606 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 90
2 Heptane. 4-methvl- 114 C8H18 000589-53-7 64
3 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 59
4 Oxalic acid. isohexvl neopentvl ... 244 C13H2404 1000309-73-0 53
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 45

Abundance Scan 1828 (7.051 min): VU027276.D (-1813) (-) m/z 43.05 100.00%
a3
71
5000 57
85
| 50| 99 6.80 7.00 7.20 7.40
O R R R R T R e b e e e m/z 71.05 57 .94%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
57 6.80 7.00 7.20 7.40
27 85 m/z 70.05  49.38%
oL 2 15 |‘,, 50 || 64 || 78 ,| 9 113
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7631: Heptane, 4-methyl-
43
71 6.80 7.00 7.20 7.40
5000 m/z 57.10 44 _14%
0 15 i ] so ] . B e 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7659: Pentane, 2,3,4-trimethyl-
43 71 6.80 7.00 7.20 7.40
m/z 41.10 32.52%
5000
27 55
o 15 | 36\M‘ ‘\\ 63 |, 8 97 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092818\
Data File : VU027276.D

Aca On : 28 Sep 2018 17:01

Operator : MD/SY

Sample : J5041-07

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_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 Cyclohexane, 1,2-dimethyl- ... Concentration Rank 4

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

7.92 7.65 ug/l 94229 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 97
2 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16 006876-23-9 97
3 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 87
4 Cvclohexane. 1.4-dimethvl-. trans- 112 C8H16 002207-04-7 72
5 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 72

Abundance Scan 2098 (7.919 min): VU027276.D (-2085) (-) m/z 55.05 100.00%
55 97
41
5000 69 112
‘ 83
7.60 7.80 8.00 8.20
0 ...,....,....,....il|...,-.':.'.,‘??.'!,'.. -'-:|.|..?1...',....,....,. m/z 97.10 96.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6828: Cyclohexane, 1,2-dimethyl- (cis/trans)
55 97
41
5000
112 7.60 7.80 8.00 8.20
‘ ‘ m/z 41.10 50.53%
0 || || Gl 63 ||| ” |I 91 .
"W"”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P
m/z--> 40 50 70 90 100 110 120
Abundance #6819: Cyclohexane, 1,2- dlmethyl , trans-
55 97
41 7.60 7.80 8.00 8.20
5000 m/z 56.10 41_.12%
69 112
83
oL 15 H Mz | 63‘\‘ 77 | o ‘
"W"”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P
m/z--> 10 40 50 60 70 80 90 100 110 120
Abundance #6821: Cyclohexane, 1,3-dimethyl-, trans-
55 o7 7.60 7.80 8.00 8.20
m/z 69.10 36 .48%
5000
41 112
69
83
0 "'I""I"J'I""I'M'??'"“I§?'Jl"??l'w"?%'lll""I'”"I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.60 7.80 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092818\
Data File : VU027276.D

Acq On : 28 Sep 2018 17:01

Operator : MD/SY

Sample - J5041-07

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 23 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_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]
Pentane, 2,3-dime... 5.08 8.2 ug/Il 61827 1 4.99 378530 50.0
Butane, 2,2,3,3-t... 5.54 8.7 ug/l 87034 2 5.89 501471 50.0
Pentane, 2,3,4-tr... 6.93 6.2 ug/Il 62086 2 5.89 501471 50.0
Pentane, 2,3,3-tr... 7.05 11.2 ug/I1 112606 2 5.89 501471 50.0
Cyclohexane, 1,2-_.. 7.92 7.7 ug/l 94229 3 9.09 615692 50.0
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