LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VU027485.D

Aca On : 06 Oct 2018 03:41

Operator : MD/SY

Sample = J5268-04 10X

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 49 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 1.759 172 182 207 rVB 357739 473647 37.12% 3.210%
2 1.948 232 241 259 rVB 199402 272790 21.38% 1.849%
3 2.051 266 273 285 rVB 14902 20058 1.57% 0.136%
4 2.186 307 315 327 rVB 18235 27675 2.17% 0.188%
5 2.305 341 352 368 rVB3 20859 42191 3.31% 0.286%
6 2.646 444 458 466 rBV6 6661 16759 1.31% 0.114%
7 2.710 466 478 480 rBvV2 66819 97142 7.61% 0.658%
8 2.746 481 489 499 rvVB 164940 303106 23.76% 2.054%
9 3.000 552 568 587 rBV 124391 263478 20.65% 1.785%
10 3.193 616 628 645 rVB4 18429 44195 3.46% 0.299%
11 3.305 648 663 686 rBV 84965 183057 14.35% 1.240%
12 3.427 689 701 713 rVvv3 11793 25974 2.04% 0.176%
13 3.501 713 724 732 rVV2 15522 34124 2.67% 0.231%
14 3.559 733 742 757 rVB 30088 65670 5.15% 0.445%
15 3.659 759 773 787 rBV3 16689 40020 3.14% 0.271%
16 3.746 787 800 815 rVB9 8019 23739 1.86% 0.161%
17 3.894 827 846 862 rVB3 24907 64316 5.04% 0.436%
18 4.000 865 879 892 rvv2 12126 31213 2.45% 0.212%
19 4.096 892 909 928 rVV2 144240 387917 30.40% 2.629%
20 4.193 929 939 962 rVBY 9292 27553 2.16% 0.187%
21 4.736 1086 1108 1111 rBV1O0 6864 16013 1.26% 0.109%
22 4.784 1112 1123 1138 rvv2 24764 58195 4 _.56% 0.394%

23 4.887 1138 1155 1171 rVvVv 106779 246149 19.29% 1.668%
24 4.990 1171 1187 1204 rVVv4 252055 633673 49.67% 4.294%
25 5.083 1208 1216 1241 rVB2 35625 96157 7.54% 0.652%

26 5.221 1241 1259 1275 rBV2 40218 102798 8.06% 0.697%
27 5.311 1275 1287 1312 rVB 132600 279837 21.93% 1.896%

28 5.485 1328 1341 1348 rBV2 26858 56627 4.44% 0.384%
29 5.546 1349 1360 1373 rVv4 42346 118086 9.26% 0.800%
30 5.623 1374 1384 1399 rVB3 21340 47938 3.76% 0.325%
31 5.784 1420 1434 1445 rBV2 23876 49248 3.86% 0.334%
32 5.890 1454 1467 1478 rBV 224931 440890 34.56% 2.988%
33 5.948 1479 1485 1511 rVB6 33170 97427 7.64% 0.660%
34 6.122 1529 1539 1552 rVB4 6706 12816 1.00% 0.087%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VU027485.D

Aca On : 06 Oct 2018 03:41

Operator : MD/SY

Sample = J5268-04 10X

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 49 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 6.225 1559 1571 1589 rBV6 14451 32635 2.56% 0.221%
36 6.418 1611 1631 1644 rBV3 83991 205562 16.11% 1.393%
37 6.643 1691 1701 1715 rVB3 13174 25524 2.00% 0.173%
38 6.842 1744 1763 1773 rBV10 7163 22951 1.80% 0.156%
39 6.926 1776 1789 1808 rVB3 16786 37785 2.96% 0.256%
40 7.061 1809 1831 1842 rBVS5 30521 83949 6.58% 0.569%
41 7.434 1936 1947 1964 rVB5 16705 34342 2.69% 0.233%
42 7.569 1964 1989 2008 rBvV 438057 820556 64.31% 5.560%
43 8.048 2127 2138 2146 rBV2 7878 13431 1.05% 0.091%

44 9.089 2451 2462 2484 rBV 336854 573683 44.96% 3.887%
45 9.250 2500 2512 2536 rVB 416549 667970 52.35% 4._.526%

46 9.376 2536 2551 2571 rBV 779903 1275892 100.00% 8.646%
47 9.781 2664 2677 2699 rVB 236575 377523 29.59% 2.558%
48 10.167 2786 2797 2808 rBV2 36384 55714 4._.37% 0.378%
49 10.308 2828 2841 2869 rBVY 333509 528072 41.39% 3.578%
50 10.588 2917 2928 2945 rBV 102369 160624 12.59% 1.088%

51 10.681 2945 2957 2962 rBV 264613 426429 33.42% 2.890%
52 10.771 2976 2985 3006 rVB 156165 239073 18.74% 1.620%
53 10.970 3035 3047 3063 rBV 185460 291220 22.82% 1.973%
54 11.147 3088 3102 3119 rBV 774080 1180984 92.56% 8.003%
55 11.430 3179 3190 3195 rBV 11017 15891 1.25% 0.108%

56 11.485 3195 3207 3223 rVV 436062 683311 53.56% 4_.630%
57 11.572 3223 3234 3247 rVB 178252 271844 21.31% 1.842%
58 11.768 3283 3295 3304 rBV 197473 345576 27.09% 2.342%
59 11.810 3304 3308 3317 rVV 49567 66141 5.18% 0.448%
60 11.874 3317 3328 3347 rVB5 73500 146181 11.46% 0.991%

61 11.980 3353 3361 3371 rBv4 8875 13207 1.04% 0.089%
62 12.057 3374 3385 3399 rVB 18286 27905 2.19% 0.189%
63 12.147 3403 3413 3418 rBV 47252 74106 5.81% 0.502%
64 12.176 3418 3422 3433 rVV 38102 52285 4._.10% 0.354%
65 12.250 3433 3445 3452 rVV 75783 116083 9.10% 0.787%
66 12.285 3453 3456 3466 rVB2 23505 29018 2.27% 0.197%
67 12.353 3466 3477 3500 rBV 65533 115850 9.08% 0.785%
68 12.552 3528 3539 3549 rVB2 16188 25038 1.96% 0.170%
69 12.652 3554 3570 3577 rBV 42299 65102 5.10% 0.441%
70 12.703 3577 3586 3597 rVB 62172 91730 7.19% 0.622%

71 12.964 3658 3667 3681 rVB 65631 101233 7.93% 0.686%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VU027485.D

Aca On : 06 Oct 2018 03:41

Operator : MD/SY

Sample = J5268-04 10X

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 49 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
72 13.125 3696 3717 3729 rBv2 123063 213870 16.76% 1.449%
73 13.183 3731 3735 3745 rVV6 9324 14980 1.17% 0.102%
74 13.292 3760 3769 3786 rVB4 15923 27033 2.12% 0.183%
75 13.456 3812 3820 3829 rBV2 14617 21772 1.71% 0.148%
76 13.511 3829 3837 3844 rBV5 16670 27789 2.18% 0.188%
77 13.742 3898 3909 3929 rBV 191243 305482 23.94% 2.070%
78 13.861 3937 3946 3959 rVB2 8284 13397 1.05% 0.091%
79 14.154 4027 4037 4048 rBV3 9734 14333 1.12% 0.097%
80 14.334 4084 4093 4106 rBv4 6459 14188 1.11% 0.096%
81 14.880 4253 4263 4279 rBV 35062 63715 4 _.99% 0.432%
82 15.063 4310 4320 4339 rBV2 26389 45815 3.59% 0.310%
Sum of corrected areas: 14757272
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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\VU100618\
VU027485.D

06 Oct 2018 03:41

MD/SY

J5268-04 10X

5.0mL/MSVOA U/WATER

49 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

700000

600000

500000

400000

300000

200000

100000

04
Time-->

TIC: VU027485.D

1.76

2.02.19.31

4.99

5.89

Abundance

700000

600000

500000

400000

300000

200000

100000

6.
0

Time-->

TIC: VU027485.D
9|38

7.57 9.25

9306

7.00

7.4

7.50

I
9.00 9.50 10.00

11.48

Abundance
700000
600000
500000
400000
300000
200000

1000001L.2.

0
Time-->

TIC: VU027485.D

13.74

3.86 14.194.33 14.835.06

LI s S e

L
14.00 14.50

15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VU027485.D

Aca On : 06 Oct 2018 03:41

Operator : MD/SY

Sample = J5268-04 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 49 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, 2-methyl- Concentration Rank 1

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

1.76 37.37 ug/l 473647 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 91
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 1-Propene, 2-methyl- 56 C4HS8 000115-11-7 9

Abundance Scan 182 (1.759 min): VU027485.D (-172) (-) m/z 43.05 100.00%
43
57
5000
39
53 72 1.40 1.60 1.80 2.00
O — - 1 | :,...?,9.:.:!.:.,?%.,.6.7..,:!..,....,... m/z 42.10 87.82%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #714: Butane, 2-methyl-
43
57
5000
1.40 1.60 1.80 2.00
29 39 m/z 41.10 83.58%
o s | ||l som) e e 72
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #706: Pentane
43
AR RSN LR SR
1.40 1.60 1.80 2.00
5000 m/z 57.10 64 .30%
27 39 57 -
0 15 \‘30 ‘ 5053, | 6265 69
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 0
Abundance #654. 3-Buten-1-ol e e
42 1.40 1.60 1.80 2.00
31 m/z 39.00 25.73%
5000
39
27
o 121518 |, | 36.|/|45 5053 57 69 '
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 140 160 1.80 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VU027485.D

Aca On : 06 Oct 2018 03:41

Operator : MD/SY

Sample = J5268-04 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 49 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 Pentane Concentration Rank 6

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

1.95 21.52 ug/1 272790 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Butane. 2-methvl- 72 C5H12 000078-78-4 45
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 36
4 Oxirane. ethvl- 72 C4H80 000106-88-7 9
5 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 9

Abundance Scan 242 (1.951 min): VU027485.D (-232) (-) m/z 43.05 100.00%
a3
5000 “ ?
39 57 72 160 1.80 2.00 2.20
36 48 53 64 ' ' : '
O“M“W“W“W“W“W“W“W“W“h'W“W“$LW“W“WLW“W“T“W"W m/z 42.05 61.06%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #706: Pentane
43
5000
1.60 1.80 2.00 2.20
27 39 57 7 m/z 41.05 50.50%
0 15 , |, , 4953“| 62 67 |
HARRRREES KELAS AL AREA RARAA SARAN LA AR ALEA RULA ARAE UMY LR BAREN KAL) SURM KRESN AL AR KRR I
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #713: Butane, 2-methyl-
43
57 1.60 1.80 2.00 2.20
5000 29 m/z 39.10 15.98%
39
o 1 15 el 33 |||l 4953 6165 72
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1831: Butane, 2,3-dimethyl-
43 1.60 1.80 2.00 2.20
m/z 57.05 14.02%
5000
27
39 71
o 1 15 134 ||l 51 61 67| 77 86
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 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 : VU027485.D

Aca On : 06 Oct 2018 03:41

Operator : MD/SY

Sample = J5268-04 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 49 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, 2-methyl- Concentration Rank 5

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

2.75 23.92 ug/1 303106 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 64
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 47
3 Hexane. 2.3-dimethvl- 114 C8H18 000584-94-1 38
4 Pentane 72 C5H12 000109-66-0 38
5 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 38

Abundance Scan 490 (2.749 min): VU027485.D (-481) (-) m/z 43.10 100.00%
43
- T AML_V
> 2.40 2.60 2.80 3.00
86 : : : :
0...,....,....,....,....|i.:..5,0..'!|.,....,|:...,...-.,....,....,....,.. m/z 42.10 41.91%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1825: Pentane, 2-methyl-
a3
5000
27 71 2.40 2.60 2.80 3.00
m/z 71.10 41.86%
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 #1828: Butane, 2,3-dimethyl-
43
2.40 2.60 2.80 3.00
5000 m/z 41.10 37.41%
71
27 55
o s 1 |l T e 8
RIS L UL I SULILLS SO JULIL SRR IR UL IS SR RS B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7635: Hexane, 2,3-dimethyl-
43 2.40 2.60 2.80 3.00
m/z 57.05 18.55%
5000 0
27 55
o \ “ |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 : VU027485.D

Aca On : 06 Oct 2018 03:41

Operator : MD/SY

Sample = J5268-04 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 49 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 Pentane, 3-methyl- Concentration Rank 8

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

3.00 20.79 ug/1 263478 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Pentane. 3-ethvl-2.2-dimethvl- 128 C9H20 016747-32-3 64
3 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 64
4 Pentane. 2.2.3-trimethvl- 114 C8H18 000564-02-3 50
5 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 45

Abundance Scan 568 (3.000 min): VU027485.D (-552) (-) m/z 57.10 100.00%
g7
41
5000

2.60 2.80 3.00 3.20 3.40

51 | 71 86

0--|”-w--”|-“JH--w-“’|“-w“-“|“’-w-“|-“-w--w- m/z 56.10 85.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1824: Pentane, 3-methyl-
57
41
5000 29
260 2.80 3.00 3.20 3.40
m/z 41.10 64 .28%
15 | |.| 51, 63 ‘L 86
(0 B A o LI I b o e o S EmE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #12744: Pentane, 3-ethyl-2,2-dimethyl-
57
2.60 2.80 3.00 3.20 3.40
5000 a1 m/z 43.05 25.24%
29 71
0 15 1l L“ 51 |||, 65 77 83 99 113
T e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #12723: Hexane, 2,2,3-trimethyl-
57 2.60 2.80 3.00 3.20 3.40
m/z 39.10 16.16%
5000 41
29 71
0 14 Ll “ \‘ 51\‘\ 65 || 77 85 113
T T T T T T e T T T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 260 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 : VU027485.D

Aca On : 06 Oct 2018 03:41

Operator : MD/SY

Sample = J5268-04 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 49 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 Cyclopentane, methyl- Concentration Rank 3

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

4.10 30.61 ug/1 387917 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 94
2 Cvclohexane 84 C6H12 000110-82-7 83
3 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 80
4 Cvclobutane. ethvl- 84 C6H12 004806-61-5 72
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 50

Abundance Scan 910 (4.099 min): VU027485.D (-892) (-) m/z 56.10 100.00%
56
41
5000 69
53| 84 3.80 4.00 4.20 4.40
o....,....,....,....,....,....,.ﬁ%g.lf‘.‘,‘...?ﬂ.::,.-..,‘?%‘?ﬁ!.'.,....,...7.9,....',....,...., m/z 41.05 52.02%
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 37.69%
84
s sl 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 #1458: Cyclohexane
56
84
3.80 4.00 4.20 4.40
5000 4 m/z 55.10 24 _75%
69
27
o 15 ,80 38, L4 5053||| 65 | 747781
mz-> 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 3.80 4.00 4.20 4.40
21 m/z 42.05 21.93%
5000
42
38 53 84
A AR s A MRS Rk LAY ARAY AL RS LA NS MAMAN AR LRSI AARA MM B
m/iz--> 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 : VU027485.D

Aca On : 06 Oct 2018 03:41

Operator : MD/SY

Sample = J5268-04 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 49 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 6 Benzene, l-ethyl-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.68 31.20 ug/1 426429 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 90
5 Mesitylene 120 C9H12 000108-67-8 90
Abundance Scan 2957 (10.681 min): VU027485.D (-2945) (-) m/z 105.10 100.00%
105
5000
120
39 51 g5 65 7|7 . 10.40 10.60 10.80 11.00
Ol s e et 8l Tmzz 120.10 0 29.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 10.40 10.60 10.80 11.00
m/z 77.00 13.23%
s 2 3 seges TS ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
10.40 10.60 10.80 11.00
5000 m/z 91.10 12 .56%
120
1z ™ sses TP
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9420: Benzene, 1,2,4-trimethyl-

10.40 10.60 10.80 11.00
m/z 106.10 8.86%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VU027485.D

Aca On : 06 Oct 2018 03:41

Operator : MD/SY

Sample = J5268-04 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 49 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 Benzene, 1,2,3-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.57 19.89 ug/Il 271844 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene. 1l-ethvIl-3-methvl- 120 C9H12 000620-14-4 91
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3233 (11.568 min): VU027485.D (-3223) (-) m/z 105.10 100.00%
105
5000 120
e e e
39 51 .5 g5 7( 0 . 11.20 11.40 11.60 11.80
o VS Y NI 1 NS W= /SO | m/z 120.10 41.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
5000 120 RN B SUNIE B

11.20 11.40 11.60 11.80
m/z 77.10 13.29%

39 77 91
15 2 7 Slsg65 g 98| m

O R e e e e e ey
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
11.20 11.40 11.60 11.80
5000 m/z 91.10 10.53%
120
91
18 27 3\9 5\1 58 §? ! ! \“ n
(O A B e o B o RN Ramms o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9401: Mesitylene
105 11.20 11.40 11.60 11.80
m/z 119.10 9.12%
120
5000
7 91
oL 15 27 39 Sl 5865 | g g8 || ||
R R e AR R e o s e s SR ER RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VU027485.D

Aca On : 06 Oct 2018 03:41

Operator : MD/SY

Sample = J5268-04 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 49 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 25.29 ug/1 345576 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. 2-propenvl- 118 C9H10 000300-57-2 81
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 72
4 Deltacvclene 118 C9H10 007785-10-6 64
5 Benzene, l-propenyl- 118 C9H10 000637-50-3 64
Abundance Scan 3296 (11.771 min): VU027485.D (-3283) (-) m/z 117.10 100.00%
117
5000
39 . 58 s 11,40 11.60 11.80 12.00
5 65 77 134 : : :
o...,....,....,....',....;9...'.,:'.'..,...':,....',|....,.'.'..,..!.|,....,.:..,.. m/z 118.10 54.02%
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
3 58 91 m/z 115.10 34.02%
R - A R /=" 193110|| !
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8961: Benzene, 2-propenyl-
117
11.40 11.60 11.80 12.00
5000 o1 m/z 91.10 17 .55%
39 51 58 65 78 103
0'”I“”I“”I”'L”'Jh'hmtﬁﬁﬁh“'ﬁh'ﬁ”'ﬁ”'“”'W”'W”
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 119.10 10.98%
5000 o1
65 78 103
0 '”I""P'??I”'%?'“'?%'?ﬁ"“'I“'wl"'Wl"'I”'%lq'Lq"'W""I”
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 : VU027485.D

Aca On : 06 Oct 2018 03:41

Operator : MD/SY

Sample = J5268-04 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 49 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 15.65 ug/Il 213870 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 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 93
3 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 81
4 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 76
5 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 76
Abundance Scan 3716 (13.121 min): VU027485.D (-3696) (-) m/z 117.10 100.00%
117
5000
132
91
39 51 .65 77 103 12.80 13.00 13.20 13.40
01 m/z 132.10 33.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
o1 12.80 13.00 13.20 13.40
m/z 115.10 32.20%
s 2 39 56 65 77 ‘ 105 ‘
O'W'“'w'ml“'h'“'hhﬁlﬂt"“hw'“ﬂhgﬁmhw'“!w'*lm'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117

12.80 13.00 13.20 13.40
m/z 119.05  30.05%

5000

01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14033: 3-Phenylbut-1-ene

12.80 13.00 13.20 13.40
m/z 131.10 18.33%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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 : VU027485.D

Acq On : 06 Oct 2018 03:41

Operator : MD/SY

Sample = J5268-04 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 49 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, 2-methyl- 1.76 37.4 ug/I1 473647 1 4.99 633673 50.0
Pentane 1.95 21.5 ug/I1 272790 1 4.99 633673 50.0
Pentane, 2-methyl- 2.75 23.9 ug/I1 303106 1 4.99 633673 50.0
Pentane, 3-methyl- 3.00 20.8 ug/I1 263478 1 4.99 633673 50.0
Cyclopentane, met... 4.10 30.6 ug/l 387917 1 4.99 633673 50.0
Benzene, l-ethyl-_... 10.68 31.2 ug/l 426429 4 11.48 683311 50.0
Benzene, 1,2,3-tr... 11.57 19.9 ug/I1 271844 4 11.48 683311 50.0
Indane 11.77 25.3 ug/I1 345576 4 11.48 683311 50.0
Benzene, 2-etheny... 13.12 15.7 ug/I1 213870 4 11.48 683311 50.0
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