LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VU027475.D

Aca On : 05 Oct 2018 23:49

Operator : MD/SY

Sample : J5268-01DL 10X

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 39 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 1.305 34 41 61 rvB 106530 105261 5.85% 0.924%
2 1.402 63 71 80 rBv 241447 241950 13.45% 2.123%
3 1.759 170 182 204 rBY 1339778 1799335 100.00% 15.790%
4 1.948 232 241 258 rVB3 123162 210663 11.71% 1.849%
5 2.051 264 273 282 rVB 24595 33099 1.84% 0.290%
6 2.186 306 315 329 rVB 66443 99174 5.51% 0.870%
7 2.305 339 352 370 rVB3 31966 65815 3.66% 0.578%
8 2.710 465 478 481 rvv2 82779 149344 8.30% 1.311%
9 2.746 482 489 497 rVvVv 167130 325420 18.09% 2.856%
10 2.794 498 504 526 rvB3 95124 189069 10.51% 1.659%
11 3.000 551 568 590 rBV 137421 292708 16.27% 2.569%
12 3.193 615 628 643 rVB3 13012 29320 1.63% 0.257%
13 3.308 651 664 679 rBV3 8391 18035 1.00% 0.158%
14 3.421 686 699 712 rBv4 8167 18563 1.03% 0.163%
15 3.559 730 742 758 rVB3 27035 60178 3.34% 0.528%
16 3.659 758 773 786 rBV2 20592 48781 2.71% 0.428%
17 3.733 786 796 811 rVB5 9939 24274 1.35% 0.213%
18 3.893 830 846 866 rVB2 23954 59981 3.33% 0.526%
19 4.096 891 909 927 rVvv2 80665 216633 12.04% 1.901%
20 4.189 928 938 960 rVB7Y 8687 24880 1.38% 0.218%
21 4.781 1114 1122 1138 rVB3 16851 37042 2.06% 0.325%

22 4.884 1138 1154 1172 rVV2 103957 244139 13.57% 2.142%
23 4.987 1172 1186 1203 rVV2 172595 411013 22.84% 3.607%

24 5.080 1206 1215 1238 rVB4 21802 62458 3.47% 0.548%
25 5.221 1245 1259 1273 rBV4 19476 51632 2.87% 0.453%
26 5.311 1275 1287 1302 rVB 130257 265800 14.77% 2.332%
27 5.395 1303 1313 1327 rVB2 14249 30574 1.70% 0.268%
28 5.485 1327 1341 1349 rBV3 22039 51073 2.84% 0.448%
29 5.623 1374 1384 1399 rVB5 16462 39046 2.17% 0.343%
30 5.887 1452 1466 1478 rBV 229356 450566 25.04% 3.954%
31 6.225 1558 1571 1585 rBV5 10424 22727 1.26% 0.199%
32 6.414 1612 1630 1644 rBV5 38279 96281 5.35% 0.845%
33 7.061 1815 1831 1840 rBV6 7776 20672 1.15% 0.181%

34 7.565 1968 1988 2003 rBV 440541 794096 44.13% 6.968%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VU027475.D

Aca On : 05 Oct 2018 23:49

Operator : MD/SY

Sample : J5268-01DL 10X

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 39 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
35 7.639 2003 2011 2024 rVB 35882 65129 3.62% 0.572%

36 9.089 2449 2462 2486 rBV 335862 570391 31.70% 5.005%
37 9.250 2499 2512 2537 rVB 340917 542939 30.17% 4._.764%
38 9.376 2537 2551 2572 rBV 329377 547764 30.44% 4._.807%
39 9.781 2667 2677 2691 rBV2 24042 37551 2.09% 0.330%
40 10.167 2787 2797 2809 rBVY 34065 51831 2.88% 0.455%

41 10.308 2829 2841 2860 rBVY 323192 514999 28.62% 4_.519%
42 10.588 2917 2928 2946 rBVY 53459 86786 4.82% 0.762%
43 10.681 2946 2957 2961 rBV 67313 100076 5.56% 0.878%
44 10.774 2976 2986 3000 rVB 68025 104351 5.80% 0.916%
45 10.974 3037 3048 3059 rBVY 53534 82098 4._56% 0.720%

46 11.150 3091 3103 3116 rVB 107951 164245 9.13% 1.441%
47 11.485 3195 3207 3225 rBVY 422251 668679 37.16% 5.868%

48 11.572 3225 3234 3247 rVB 23015 34806 1.93% 0.305%
49 11.768 3280 3295 3317 rBV 238194 412524 22.93% 3.620%
50 11.871 3317 3327 3345 rVB5 20188 44242 2.46% 0.388%
51 11.983 3351 3362 3373 rBV3 14081 20691 1.15% 0.182%
52 12.147 3404 3413 3420 rBV2 25503 39389 2.19% 0.346%
53 12.253 3432 3446 3452 rBV 46463 70084 3.89% 0.615%
54 12.285 3452 3456 3465 rVv2 17106 23368 1.30% 0.205%
55 12.356 3465 3478 3499 rVB 85663 140052 7.78% 1.229%
56 12.652 3556 3570 3578 rBV2 20207 31258 1.74% 0.274%
57 12.703 3578 3586 3600 rVB 23171 34707 1.93% 0.305%
58 12.964 3658 3667 3683 rVB 46121 72175 4.01% 0.633%
59 13.125 3698 3717 3729 rBV2 130133 208721 11.60% 1.832%
60 13.292 3760 3769 3781 rVB5 13166 22062 1.23% 0.194%

61 13.745 3896 3910 3928 rBV 69941 115136 6.40% 1.010%

Sum of corrected areas: 11395656
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VU027475.D

Aca On : 05 Oct 2018 23:49

Operator : MD/SY

Sample : J5268-01DL 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 39 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

TIC: VU027475.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VU027475.D

Aca On : 05 Oct 2018 23:49

Operator : MD/SY

Sample : J5268-01DL 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 39 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 Butane Concentration Rank 5

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

1.40 29.43 ug/1 241950 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane 58 C4H10 000106-97-8 80
2 Isobutane 58 C4H10 000075-28-5 9
3 Propane. 1-nitro- 89 C3H7NO2 000108-03-2 9
4 l1sopropvlsulfonvl chloride 142 C3H7CI102S 010147-37-2 9
5 Diazene, dimethyl- 58 C2H6N2 000503-28-6 4

Abundance Scan 70 (1.398 min): VU027475.D (-63) (-) m/z 43.10 100.00%
48
5000
39 58 YT N
1.40 160 1.80
36 50 55 64
Obrrrrrrreprereprreerrrrepereeprrere b o 2 B4 | Tm/z 41.05 32.54%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #232: Butane
43
5000 29 —r -4\- L R L

1.40 1.60 1.80

m/z 42.10 13.73%
15 39 °8
12t 2 ||| 50 55]
o 1 N
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #236: Isobutane
43
A e
1.40 1.60 1.80
5000 m/z 58.10 13.63%
27
39
o 1 121910 |30 36 ||| 515457
PP e e e e
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #2164 Propane, 1-nitro- — O —
43 1.40 1.60 1.80
27 m/z 39.00 13.49%
5000
39
o 121518 24“?? 36 |,/||,46 515457 61 72
T T T e T e — A
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VU027475.D

Aca On : 05 Oct 2018 23:49

Operator : MD/SY

Sample : J5268-01DL 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 39 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 Butane, 2-methyl- Concentration Rank 1

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

1.76 218.89 ug/1l 1799340 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 94
2 Pentane 72 C5H12 000109-66-0 33
3 3-Buten-1-ol 72 C4H80 000627-27-0 25
4 1-Butene 56 C4HS8 000106-98-9 9
5 Methane, isocyanato- 57 C2H3NO 000624-83-9 9

Abundance Scan 182 (1.759 min): VU027475.D (-170) (-) m/z 43.10 100.00%
43
57
5000
39
36 5053 || 063 67 2 78 1.40 1.60 1.80 2.00
O.WHHPHWHHPHWHHP”q“nL.n““ﬁdJth“q”uﬁLq””p”q“ m/z 42.10 87.02%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #714: Butane, 2-methyl-
43
57
5000
1.40 1.60 1.80 2.00
29 39 m/z 41.10 82.63%
o s o] [N 03| g o7 72
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #706: Pentane
43
1.40 1.60 1.80 2.00
5000 m/z 57.10 63.95%
27 39 57 2
0 15 B0 All, 5053 | 626569 |
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #654. 3-Buten-1-ol R
a4 1.40 1.60 1.80 2.00
31 m/z 39.10 24 _17%
5000
39
27
o 121518 |, | 36.(||45 5053 57 697
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VU027475.D

Aca On : 05 Oct 2018 23:49

Operator : MD/SY

Sample : J5268-01DL 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 39 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 Pentane Concentration Rank 7

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

1.95 25.63 ug/1 210663 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 86
2 Diaziridine.3.3-dimethvl- 72 C3H8N2 004901-76-2 38
3 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 32
4 Oxirane. ethvl- 72 C4H80 000106-88-7 25
5 3-Buten-1-ol 72 C4H80 000627-27-0 9

Abundance Scan 242 (1.951 min): VU027475.D (-232) (-) m/z 43.05 100.00%
48
5000
55
. 62 2 160 180 2.00 220
AT OO . m/z 42.05 66.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #706: Pentane
43
5000 RRARANRARANRARSSRARESE
1.60 1.80 2.00 2.20
27 57 - m/z 41.10 56.82%
0 15 |.| 37|| Il 51 I|| 63
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #638: Diaziridine,3,3-dimethyl-
3P
AR RN L R
41 1.60 1.80 2.00 2.20
5000 m/z 55.10 32.06%
54 7
0"I”"P"W'”I”6ZP"W"”I'”'I”"P'”I'”'I”"P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7654: Pentane, 2,3,4-trimethyl-
43 1.60 1.80 2.00 2.20
m/z 39.10 25.35%
71
5000
27 55
ol 15 || 3] 1| s || 7783 114
m/z--> 10 20 30 40 5 60 70 8 90 100 110 120 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VU027475.D

Aca On : 05 Oct 2018 23:49

Operator : MD/SY

Sample : J5268-01DL 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 39 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 4 Butane, 2,3-dimethyl- Concentration Rank 9

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

2.71 18.17 ug/Il 149344 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 86
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 50
3 Pentane 72 C5H12 000109-66-0 45
4 Hexane. 2.3-dimethvl- 114 C8H18 000584-94-1 9
5 Propanoyl chloride, 2-methyl- 106 C4H7CIO 000079-30-1 9

Abundance Scan 478 (2.710 min): VU027475.D (-465) (-) m/z 43.05 100.00%
43
5000 {%
71
3|9 5155 o3 | 86 2.40 2.60 2.80 3.00
Olrrrrrrryrrrrprrrrrrrrprrrrer T T e m/z 42.05 85.92%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 Ap
Abundance #1832: Butane, 2,3-dimethyl-
43
5000
2.40 2.60 2.80 3.00
9 71 m/z 41.05 37.02%
! 39
o 15 | U1l 5190 6267 | 86
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1823: Pentane, 2-methyl-
43
2.40 2.60 2.80 3.00
5000 m/z 71.10 22 .85%
71
39 57
2 15 |32 . 53] 86
S L) b A At SAad L SR ) AR LR ALY A AR LA A A AR LA LA
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #709: Pentane
43 2.40 2.60 2.80 3.00
m/z 39.05 13.35%
5000
27
39 57 72
0'“““|““v'“v“ﬁ§“w“'W““ﬁ%“v“w"H“%gfﬁﬂ“wggwgzl““v'"v“w'“W““v
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VU027475.D

Aca On : 05 Oct 2018 23:49

Operator : MD/SY

Sample : J5268-01DL 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 39 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 Pentane, 2-methyl- Concentration Rank 2

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

2.75 39.59 ug/1 325420 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 53
2 1-Butanol. 2.3-dimethvl- 102 C6H140 019550-30-2 43
3 Hexane. 2.3-dimethvl- 114 C8H18 000584-94-1 42
4 Ether. hexvl pentvl 172 C11H240 032357-83-8 39
5 Butanal, 2,2-dimethyl- 100 C6H120 002094-75-9 38

Abundance Scan 490 (2.749 min): VU027475.D (-482) (-) m/z 43.10 100.00%
43
5000 71 { S
57
240 2.60 2.80 3.00
o...,....,....,....,....|i.:..5,0..'!|.,....!:...,.?."3.,....,....,....,.. m/z 71.10 43.21%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1825: Pentane, 2-methyl-
43
5000
27 71 240 2.60 2.80 3.00
m/z 41.10 37 .38%
15 57
2 WL so 86
s e A RS RS AN RS AR RARRA RALRS AR SRS LARRS U
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4476: 1-Butanol, 2,3-dimethyl-
43
240 2.60 2.80 3.00
5000 71 m/z 42.10 34 .19%
31 55 ‘ 84
0 "'|""|""|"'khk"J|'J"|'jl“\§?"l""|""|"'}0}“'|""|"
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7635: Hexane, 2,3-dimethyl-
43 240 2.60 2.80 3.00
m/z 57.05 20.10%
5000 0
27 55
o I |63 | 77 858 99 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VU027475.D

Aca On : 05 Oct 2018 23:49

Operator : MD/SY

Sample : J5268-01DL 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W.M
Quant Title : 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-Pentene Concentration Rank 8

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

2.79 23.00 ug/1 189069 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene 70 C5H10 000109-67-1 72
2 Cvclobutane. methvl- 70 C5H10 000598-61-8 72
3 Cvclopropane. ethvl- 70 C5H10 001191-96-4 64
4 Cvclopentane 70 C5H10 000287-92-3 50
5 Acetaldehyde, ethylidenehydrazone 84 C4H8N2 000592-56-3 9

Abundance Scan 503 (2.791 min): VU027475.D (-498) (-) m/z 42.10 100.00%
4p
5000 55
39 70
51 63 67 8|4 2.40 2.60 2.80 3.00 3.20
O'W“W“W““PMP“WNW““L“P“MJW“W““P“P“WMW““W“P“' m/z 55.10 46.32%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #553: 1-Pentene
42
55
5000
27 39 70 240 260 2.80 3.00 3.20
m/z 41.10 46.13%
o 1215 1,803336,|(||, 4851 | 6063 67
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #572: Cyclobutane, methyl-
42
2.40 2.60 2.80 3.00 3.20
5000 m/z 70.10 35.44%
39 55
27 70
15 31, 51 62 67 |
O T T e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #577: C clopropane, ethyl— L DL BLELLL B |/|\| LELEL N
42 2.40 2.60 2.80 3.00 3.20
55 m/z 39.00 32.99%
5000 39
27 70
15
0"v'“l“'W'“'v'“lh*w'“'v*h"*"“'ﬁ%tlh'wﬁgwﬁzw'“'v'“l“'w'“'v'“
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 2.40 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VU027475.D

Aca On : 05 Oct 2018 23:49

Operator : MD/SY

Sample : J5268-01DL 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 39 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 7 Pentane, 3-methyl- Concentration Rank 3

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

3.00 35.61 ug/1 292708 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 78
3 Pentane. 3-ethvl-2.2-dimethvl- 128 C9H20 016747-32-3 64
4 Pentane. 2.2.3-trimethvl- 114 C8H18 000564-02-3 50
5 Sulphuric acid dibutyl ester 210 C8H1804S 000625-22-9 40

Abundance Scan 568 (3.000 min): VU027475.D (-551) (-) m/z 57.10 100.00%
57
41
5000
71 86 2.60 2.80 3.00 3.20 3.40
Okt St 5 T 88 h/z 56.10  85.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1824: Pentane, 3-methyl-
57
41
5000 29
2.60 2.80 3.00 3.20 3.40
m/z 41.05 62.27%
ol 15 | | J 51, 63 'L 86
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #12723: Hexane, 2,2,3-trimethyl-
57
2.60 2.80 3.00 3.20 3.40
5000 41 m/z 43.10 25 .35%
29 71
0 14 Ll “ \‘ 51\‘\ 65 | 77 85 113
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #12744: Pentane, 3-ethyl-2,2-dimethyl-
57 2.60 2.80 3.00 3.20 3.40
m/z 39.00 15.19%
5000 a1
29 71
o 15 1l L“ 51 ||, 65 77 83 99 113
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.60 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VU027475.D

Aca On : 05 Oct 2018 23:49

Operator : MD/SY

Sample : J5268-01DL 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 39 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 8 Cyclopentane, methyl- Concentration Rank 6

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

4.10 26.35 ug/1 216633 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
2 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 80
3 Cvclohexane 84 C6H12 000110-82-7 78
4 Cvclobutane. ethvl- 84 C6H12 004806-61-5 64
5 Cyclopropane, propyl- 84 C6H12 002415-72-7 56

Abundance Scan 910 (4.099 min): VU027475.D (-891) (-) m/z 56.05 100.00%
56
41
5000 69
3 5053| o5 19 84 3.80 4.00 4.20 4.40
0....,....,....,....,....,....,...4:.!!.,....,:.::,:..,....,.!.'.i....,....,....',....,...., m/z 41.05 53.19%
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
3.80 4.00 4.20 4.40
o8 m/z 69.10 41.57%
84
s Dl s e
Oty e e
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1329: 1H-Tetrazole, 5-methyl-
56
27
3.80 4.00 4.20 4.40
5000 m/z 55.10 27 .65%
42
38, 53 84
O H e T e e e e
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1458: Cyclohexane
56 3.80 4.00 4.20 4.40
84 m/z 42.00 23.99%
5000 a1
69
27
0 15 1,30 38, L4 5053||| 65 | 747781
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VU027475.D

Aca On : 05 Oct 2018 23:49

Operator : MD/SY

Sample : J5268-01DL 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 39 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 9 Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.77 30.85 ug/1 412524 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 96
2 Benzene. l-ethenvl-4-methvl- 118 C9H10 000622-97-9 83
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 74
4 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 72
5 Deltacyclene 118 C9H10 007785-10-6 68
Abundance Scan 3296 (11.771 min): VU027475.D (-3280) (-) m/z 117.10 100.00%
117
5000
91 W'A”I'”'I”"P"W'
39 519865 47 | 9g105 134 11.40 11.60 11.80 12.00
o} S S NSS4 S m/z 118.10 56.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8949: Indane
117
5000 LN BRI SUNILN UL
11.40 11.60 11.80 12.00
39 58 91 m/z 115.10 36.27%
Lo F | SR 7 | 10330
miz--> 10 20 30 40 5'0 o T e 1 10 130 150 1
Abundance #8970: Benzene, 1-ethenyl-4-methyl-
117
AR AR R RS B
11.40 11.60 11.80 12.00
5000 o1 m/z 91.10 16.66%
39
s 7 | 7 84
0'”P'”P'AP'”P'”L'”H'”P'MP'“M'“HM”P'”M'”P'”P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8967: Benzene, cyclopropyl-
117 11.40 11.60 11.80 12.00
m/z 116.10 9.77%
5000 o1
65 78 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VU027475.D

Aca On : 05 Oct 2018 23:49

Operator : MD/SY

Sample : J5268-01DL 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 39 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 10 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.12 15.61 ug/I 208721 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 95
2 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 94
3 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 81
4 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 81
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 81
Abundance Scan 3716 (13.121 min): VU027475.D (-3698) (-) m/z 117.10 100.00%
117
5000
132
39 51 65 77 103 007 12.80 13.00 13.20 13.40
o} L m/z 132.10 34.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000 L SV SRR SULLN IR

12.80 13.IOO 13.20 13.40
m/z 115.00  31.22%

91

51
07 39 65 77

15 i

0 L o e IRJLEL NI s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117
12.80 13.00 13.20 13.40
5000 132 m/z 119.05 25.03%

91
51 77 ‘
15 27 39 5° 65 f° 103 ) |

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14033: 3-Phenylbut-1-ene

117 12.80 13.00 13.20 13.40

m/z 91.00 18.41%
5000
91 132
27 39 51 g5 77 ‘ 105 |
o ...,.‘...‘,..“a‘.,‘a‘...“‘,..‘..,‘a‘..H,..‘.‘.,....,....,....,....

m/z--> 20 40 60 80 100 120 140 160 180 200 12.80 13.00 13.20 13.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU100618\
Data File : VU027475.D

Acq On : 05 Oct 2018 23:49

Operator : MD/SY

Sample : J5268-01DL 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 39 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane 1.40 29.4 ug/I1 241950 1 4.99 411013 50.0
Butane, 2-methyl- 1.76 218.9 ug/l 1799340 1 4.99 411013 50.0
Pentane 1.95 25.6 ug/I1 210663 1 4.99 411013 50.0
Butane, 2,3-dimet... 2.71 18.2 ug/I1 149344 1 4.99 411013 50.0
Pentane, 2-methyl- 2.75 39.6 ug/I 325420 1 4.99 411013 50.0
1-Pentene 2.79 23.0 ug/I1 189069 1 4.99 411013 50.0
Pentane, 3-methyl- 3.00 35.6 ug/I 292708 1 4.99 411013 50.0
Cyclopentane, met... 4.10 26.4 ug/l 216633 1 4.99 411013 50.0
Indane 11.77 30.9 ug/I1 412524 4 11.48 668679 50.0

4

Benzene, 2-etheny... 13.12 15.6 ug/I 208721 11.48 668679 50.0

82U100118W.M Mon Oct 08 15:02:46 2018 Page: 14



