LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN121318\
Data File : VN052859.D

Aca On : 13 Dec 2018 12:54

Operator : MD\SY

Sample : J6319-03

Misc : 4.92a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 28

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 N\METHODS\82N121218W.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 2.523 207 233 235 rBv4 38318 125796 1.51% 0.160%
2 4.587 837 875 897 rBV2 130290 527631 6.34% 0.671%
3 5.050 989 1019 1044 rBV3 97202 351693 4.23% 0.447%
4 6.365 1404 1428 1445 rBV6 26805 95981 1.15% 0.122%
5 6.519 1457 1476 1492 rBV3 40399 121782 1.46% 0.155%
6 6.625 1492 1509 1525 rBvV2 78486 228512 2.75% 0.291%
7 7.590 1783 1809 1817 rBV 612778 1647033 19.81% 2.094%
8 7.661 1820 1831 1847 rVV 1436048 3816543 45.90% 4.852%
9 7.741 1847 1856 1877 rVB2 167472 430096 5.17% 0.547%
10 7.873 1880 1897 1911 rBV 459755 1116775 13.43% 1.420%

11 8.027 1928 1945 1966 rBV 680402 1589407 19.11% 2.021%
12 8.159 1969 1986 1996 rBV3 283013 720067 8.66% 0.915%
13 8.233 1998 2009 2020 rvv4 276850 739065 8.89% 0.940%
14 8.301 2021 2030 2052 rVB 238543 605377 7.28% 0.770%
15 8.407 2057 2063 2085 rVB8 49910 133278 1.60% 0.169%

16 8.584 2100 2118 2140 rBV 2094197 4637420 55.77% 5.895%
17 8.744 2159 2168 2178 rVB3 59123 110490 1.33% 0.140%
18 8.818 2178 2191 2199 rBvV2 130061 278702 3.35% 0.354%
19 9.079 2246 2272 2284 rBV3 1013563 2810398 33.80% 3.573%
20 9.140 2284 2291 2307 rVB2 204362 416011 5.00% 0.529%

21 9.272 2321 2332 2344 rBV3 157761 324022 3.90% 0.412%
22 9.365 2345 2361 2375 rvv2 283858 662176 7.96% 0.842%
23 9.513 2396 2407 2418 rVB3 327615 636231 7.65% 0.809%
24 9.616 2429 2439 2445 rBV3 213757 379846 4._.57% 0.483%
25 9.664 2446 2454 2462 rVB2 231252 385645 4.64% 0.490%

26 9.728 2463 2474 2481 rBV 615775 1194189 14.36% 1.518%
27 9.866 2498 2517 2540 rBV2 700493 1849062 22.24% 2.351%
28 9.969 2540 2549 2554 rBv4 105085 184340 2.22% 0.234%
29 10.021 2555 2565 2574 rvv2 371571 742310 8.93% 0.944%
30 10.088 2574 2586 2610 rVB3 4033787 8315806 100.00% 10.572%

31 10.214 2617 2625 2630 rBV2 188240 294233 3.54% 0.374%
32 10.259 2631 2639 2642 rBV3 288306 438162 5.27% 0.557%
33 10.345 2660 2666 2671 rBv4 54522 83315 1.00% 0.106%
34 10.387 2672 2679 2685 rVV3 184636 284550 3.42% 0.362%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN121318\
Data File : VN052859.D

Aca On : 13 Dec 2018 12:54

Operator : MD\SY

Sample : J6319-03

Misc : 4.92a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 28

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_N\METHODS\82N121218W.M
SW846 8260

35 10.432 2685 2693 2709 rVB3 521902 906650 10.90% 1.153%

36 10.522 2709 2721 2735 rBV4 762992 1743903 20.97% 2.217%
37 10.625 2745 2753 2763 rVB3 263437 459716 5.53% 0.584%
38 10.718 2763 2782 2792 rBV 577508 1089285 13.10% 1.385%
39 10.821 2792 2814 2825 rVVv2 516930 1393516 16.76% 1.772%
40 10.882 2826 2833 2838 rVV7 268032 490243 5.90% 0.623%

41 10.918 2839 2844 2848 rVVv2 374167 561199 6.75% 0.713%
42 10.950 2849 2854 2862 rVV 652243 1128577 13.57% 1.435%
43 11.005 2863 2871 2881 rVVv2 759102 1453297 17.48% 1.848%
44 11.063 2882 2889 2897 rVV5 293249 537983 6.47% 0.684%
45 11.120 2899 2907 2915 rVV5 437404 770210 9.26% 0.979%

46 11.201 2916 2932 2952 rVB5 1155079 3090643 37.17% 3.929%
47 11.300 2952 2963 2984 rBV 904644 1898480 22.83% 2.413%
48 11.407 2985 2996 3015 rBV 2717131 4765530 57.31% 6.058%
49 11.593 3045 3054 3063 rBV8 272358 543225 6.53% 0.691%
50 11.654 3064 3073 3081 rBV 488774 844906 10.16% 1.074%

51 11.751 3096 3103 3112 rBV6 114539 220568 2.65% 0.280%
52 11.812 3114 3122 3128 rBV5 119667 201223 2.42% 0.256%
53 11.857 3129 3136 3144 rBV5 161598 250543 3.01% 0.319%
54 11.921 3145 3156 3168 rBV7 553374 1280486 15.40% 1.628%
55 12.043 3188 3194 3202 rVB 494442 665551 8.00% 0.846%

56 12.117 3210 3217 3223 rBV3 401003 620395 7.46% 0.789%
57 12.162 3225 3231 3241 rVB5 489628 804520 9.67% 1.023%
58 12.403 3297 3306 3314 rVV 2021232 3203789 38.53% 4.073%
59 12.445 3315 3319 3326 rVB2 328843 379777 4._.57% 0.483%
60 12.725 3396 3406 3416 rBV8 326873 731507 8.80% 0.930%

61 12.963 3474 3480 3494 rVB3 531692 844840 10.16% 1.074%
62 13.091 3513 3520 3530 rVB2 281506 445305 5.35% 0.566%
63 13.149 3532 3538 3549 rBV7 165795 401651 4.83% 0.511%
64 13.345 3587 3599 3610 rVB 2711351 4645137 55.86% 5.905%
65 13.513 3646 3651 3656 rBvV 196593 272598 3.28% 0.347%

66 13.596 3672 3677 3679 rBV2 126796 137702 1.66% 0.175%
67 13.889 3761 3768 3777 rBV 749551 1059950 12.75% 1.347%
68 13.995 3793 3801 3810 rVvB2 719371 1119521 13.46% 1.423%
69 14.297 3888 3895 3901 rBV4 353223 507681 6.11% 0.645%
70 14.477 3946 3951 3960 rVB2 247692 365793 4._.40% 0.465%

71 14.593 3978 3987 3995 rBV4 590457 1137471 13.68% 1.446%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN121318\
Data File : VN052859.D

Aca On : 13 Dec 2018 12:54

Operator : MD\SY

Sample : J6319-03

Misc : 4.92a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 28

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
Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121218W.M
SW846 8260

72 14.641 3997 4002 4015 rVB4 496845 846493 10.18% 1.076%
73 14.850 4061 4067 4074 rVB4 391839 565296 6.80% 0.719%

Sum of corrected areas: 78661104
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN121318\
Data File : VN052859.D

Aca On : 13 Dec 2018 12:54

Operator : MD\SY

Sample : J6319-03

Misc : 4.92a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121218W_M
SW846 8260

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

Abundance TIC: VN052859.D
4000000

3000000

2000000

1000000

252 459 5.05 6.366.56.63
0 LB L L B L L L L L L B L L |||||||fT'T'!‘|/]\T

Time--> 1.80 2.00 2.20 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 5.60 580 600 6.20 6.40 6.60

Abundance TIC: VN052859.D
4000000 10,09

3000000 11.41

8.58

2000000

1000000

O T T —— ——
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN052859.D

4000000

13.35
3000000

12.40

2000000

1000000

T — — T — —T — — T — T — T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN121318\
Data File : VN052859.D

Aca On : 13 Dec 2018 12:54

Operator : MD\SY

Sample : J6319-03

Misc : 4.92a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121218W_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 Hexane, 3-methyl- Concentration Rank 6

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

7.87 14.63 ug/Il 1116780 Pentafluorobenzene 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-methvl- 100 C7H16 000589-34-4 94
2 Heptane 100 C7H16 000142-82-5 80
3 Heptane. 3.4-dimethvl- 128 C9H20 000922-28-1 64
4 Decane. 3.3.4-trimethvl- 184 C13H28 049622-18-6 53
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53

Abundance Scan 1896 (7.870 min): VN052859.D (-1880) (-) m/z 43.05 100.00%
43
71
5000
|| |‘ 85 100 207 7.60 7.80 8.00 8.20
0...,”..,”..,.”.,.”.,..”,..”,..”,...w...w.... m/z 71.05 66.17%
m/z--> 20 40 100 120 140 160 180 200
Abundance #3974. Hexane, 3-methyl-
43
71

5000
7.60 7.80 8.00 8.20

29 m/z 70.10 58.74%

57
85
015||||‘100
m/z--> 20 40 100 120 140 160 180 200
Abundance #3973: Heptane
43

7.60 7.80 8.00 8.20

5000 S m/z 57.05 56.58%
29 100
‘ - “ 85
e R B o = e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12682: Heptane, 3,4-dimethyl-
43 7.60 7.80 8.00 8.20
57 m/z 41.10 51.20%
70
5000
29 85
99
ohas | | T s 128
B o o o o o e o LA e o e o o i
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN121318\
Data File : VN052859.D

Aca On : 13 Dec 2018 12:54

Operator : MD\SY

Sample : J6319-03

Misc : 4.92a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121218W_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 Heptane, 2-methyl- Concentration Rank 8

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

9.73 12.88 ug/Il 1194190 1,4-Difluorobenzene 8.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2-methvl- 114 C8H18 000592-27-8 94
2 Hexane. 2.5-dimethvl- 114 C8H18 000592-13-2 52
3 1-Hexene. 3.5.5-trimethvl- 126 C9H18 004316-65-8 43
4 Heptane. 3.5-dimethvl- 128 C9H20 000926-82-9 35
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 35

Abundance Scan 2475 (9.731 min): VN052859.D (-2463) (-) m/z 57.10 100.00%
5000
| 9.40 9.60 9.80 10.00
Ol m/z 43.10 91.15%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7625: Heptane, 2-methyl-
a3
5000
9.40 9.60 9.80 10.00
70 m/z 41.10 47 .54%
2 99
114
O ”LP”'P”M'MW“'W”“I””P'”P”'P”W'”W”'W”
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7639: Hexane, 2,5-dimethyl-
43
940 9.60 9.80 1000
5000 m/z 42.10 38.84%
27 71 o9
0'%'”PJ“L“bwm'VH"'Hﬁ“'WH“l““V'“P“'V“w'HWH'W“
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11563: 1-Hexene, 3,5,5-trimethyl-
57 9.40 9.60 9.80 10.00
m/z 70.10 24 _35%
5000
4
2
o L H 83 1ll156
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN121318\
Data File : VN052859.D

Aca On : 13 Dec 2018 12:54

Operator : MD\SY

Sample : J6319-03

Misc : 4.92a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121218W_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 Heptane, 3-methyl- Concentration Rank 2

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

9.87 19.94 ug/I 1849060 1,4-Difluorobenzene 8.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-methvl- 114 C8H18 000589-81-1 91
2 Heptane. 3.4.5-trimethvl- 142 C10H22 020278-89-1 72
3 Hexane. 2-methvl- 100 C7H16 000591-76-4 64
4 Hexane. 3-ethvl- 114 C8H18 000619-99-8 59
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 58

Abundance Scan 2518 (9.870 min): VN052859.D (-2498) (-) m/z 43.10 100.00%
43 57
85
5000
69 114 9.60 9.80 10.00 10.20
obr e L P b0 MA 207 L7y 57.05  88.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7628: Heptane, 3-methyl-
43
57
85
5000

9.60 9.80 10.00 10.20
29 m/z 85.10 73 .98%
Jas | | 7| e ua
I o o o e B B e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19204: Heptane, 3,4,5-trimethyl-
43 85
57 9.60 9.80 10.00 10.20
5000 m/z 41.05 52.62%
29
69
0 ‘\ \‘ “ |
B o o o o o NLALALE A o e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3976: Hexane, 2-methyl- e AR
43 9.60 9.80 10.00 10.20
m/z 56.10 50.96%
5000 85
57
29
0 15 H LUl l 1 A 190
I o o o e o IR o o e R e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN121318\
Data File : VN052859.D

Aca On : 13 Dec 2018 12:54

Operator : MD\SY

Sample : J6319-03

Misc : 4.92a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121218W_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 Cyclohexane, 1,3-dimethyl-,... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.52 18.30 ug/Il 1743900 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3-dimethvl-., trans- 112 C8H16 002207-03-6 89
2 Cvclohexane. 1.4-dimethvl- 112 C8H16 000589-90-2 86
3 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 86
4 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 49
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 46
Abundance Scan 2720 (10.519 min): VN052859.D (-2709) (-) m/z 95.10 100.00%
55
5000
41
| ] 10.20 10.40 10.60 10.80
Ol el m/z 55.10 58.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6813: Cyclohexane, 1,3-dimethyl-, trans-
55 97
5000 41 UNNUAAUUNESR R
112 10.20 10.40 10.60 10.80
27 69 m/z 97.05 51.70%
| l 83
of o B RARARRARARE
m/z--> 20 40 60 86 100 150 140 160 180 200 220 240 260 280
Abundance #6747: Cyclohexane, 1,4-dimethyl-
55 o7
10.20 10.40 10.60 10.80
5000 41 m/z 67.10 27.43%
27 112
o .n‘.w.ﬂnhpn.“”.“”..”..”..”..”..”w.”w.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6805: Cyclohexane, 1,4-dimethyl-, cis- R EE B mEaE
55 97 10.20 10.40 10.60 10.80
m/z 41.10 26.78%
5000 41
112
27 J
o B — S -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN121318\
Data File : VN052859.D

Aca On : 13 Dec 2018 12:54

Operator : MD\SY

Sample : J6319-03

Misc : 4.92a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121218W_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 Heptane, 2,5-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.82 14.62 ug/Il 1393520 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 81
2 Heptane. 3.5-dimethvl- 128 C9H20 000926-82-9 74
3 Octane. 3-methvl- 128 C9H20 002216-33-3 70
4 2.2.4.4-Tetramethvloctane 170 C12H26 062183-79-3 53
5 Heptane, 3-ethyl- 128 C9H20 015869-80-4 43
Abundance Scan 2814 (10.821 min): VN052859.D (-2792) (-) m/z 57.10 100.00%
57
5000
43
71 9 10.60 10.80 11.00 11.20
110 : : : :
o..,....,....,....',|:..?P.-.'I:,...l:-:'....ﬁ‘?...?.1.'.!|,....,-...1.1,9..1.??....,. m/z 43.10 32.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12686: Heptane, 2,5-dimethyl-
57
5000
43 10.60 10.80 11.00 11.20
- - 99 m/z 41.10 25.17%
ol 15 ,|, 50 J A 85 | 113 128
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12685: Heptane, 3,5-dimethyl-
57
" 10,60 10.80 11.00 11.20
5000 a1 m/z 56.10 20.48%
29 71 99
1 gl gl sl e | ua 1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12669: Octane, 3-methyl- R Ela e B
57 10.60 10.80 11.00 11.20
m/z 99.05 13.54%
5000
43
29 98
ol 15 /| ‘L‘ 50 | ?} 85 I 113 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN121318\
Data File : VN052859.D

Aca On : 13 Dec 2018 12:54

Operator : MD\SY

Sample : J6319-03

Misc : 4.92a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121218W_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 Cyclohexane, 1,2,4-trimethy... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.00 15.25 ug/I1 1453300 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.4-trimethvl-. (... 126 C9H18 007667-60-9 78
2 Cvclooctane. (1-methvlpropvl)- 168 Cl12H24 016538-89-9 72
3 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 50
4 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 50
5 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 46
Abundance Scan 2870 (11.001 min): VN052859.D (-2863) (-) m/z 111.10 100.00%
141
69
5000 55
41
8 10.60 10.80 11.00 11.20 11.40
97 . . . . .
M .',M, Al ,|.|-. 128 141 189 174 | Ths7 6910  73.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11633: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
69 141
55
41
5000 LN AL SR B
27 196 10.60 10.80 11.00 11.20 11.40
m/z 55.10 39.80%
15 ‘ | 84 g7
o ..nLJ,Jw..Hl..J,..!.,.u..,....,....,.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36845: Cyclooctane, (1-methylpropyl)-
69
111 LN AL SR B
10.60 10.80 11.00 11.20 11.40
5000 55 m/z 41.10 29.24%
41
29 82
o I S RSO Y O
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11582: Cyclohexane, 1,2,4-trimethyl- R B R R e
69 10.60 10.80 11.00 11.20 11.40
- 1 m/z 56.10 21.34%
5000 41
126
27 84
97
0...1.5,.U..‘;H..‘.‘.‘,.“.“. O e — ASA SN SR V™ A
m/z--> 20 40 60 80 100 120 140 160 180 10.60 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN121318\
Data File : VN052859.D

Aca On : 13 Dec 2018 12:54

Operator : MD\SY

Sample : J6319-03

Misc : 4.92a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121218W_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 Octane, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.20 32.43 ug/1 3090640 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2-methvl- 128 C9H20 003221-61-2 64
2 Octane. 4-methvl- 128 C9H20 002216-34-4 47
3 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 47
4 Oxalic acid. 6-ethvloct-3-vl pro... 272 C15H2804 1000309-34-0 43
5 Octane 114 C8H18 000111-65-9 38
Abundance Scan 2932 (11.201 min): VN052859.D (-2916) (-) m/z 43.10 100.00%
a3
5000 5 71
126 1,0 1eg 10.80 11.00 11.20 11.40 11.60
Ob et m/z 57.10 47 .62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12671: Octane, 2-methyl-

43

5000
10.80 11.00 11.20 11.40 11.60

m/z 71.10 44 _04%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12674: Octane, 4-methyl-
43
10.80 11.00 11.20 11.40 11.60
5000 m/z 41.10 43.41%
29 ST s
NS A SO M-
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12684: Heptane, 2,4-dimethyl- R E e REARE R
43 10.80 11.00 11.20 11.40 11.60
m/z 85.10 31.36%
5000 85
57 71
29
5 0 | 99 13 128
M

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.80 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN121318\
Data File : VN052859.D

Aca On : 13 Dec 2018 12:54

Operator : MD\SY

Sample : J6319-03

Misc : 4.92a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121218W_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 Octane, 3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.30 19.92 ug/I 1898480 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3-methvl- 128 C9H20 002216-33-3 87
2 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 64
3 Undecane. 6-methvl- 170 C12H26 017302-33-9 59
4 Heptane. 4-propvl- 142 C10H22 003178-29-8 59
5 Decane, 2,6,6-trimethyl- 184 C13H28 062108-24-1 53
Abundance Scan 2963 (11.300 min): VN052859.D (-2952) (-) m/z 57.10 100.00%
g7
5000
41
70 o8 11.00 11.20 11.40 11.60
ol 84 113 128 142 156 174 /7 41.10 57 26%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #12677: Octane, 3-methyl-
57
5000 L DU SN I B
- 43 11,00 11.20 11.40 11.60
o8 m/z 43.10 25.51%
N [ 113 128
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #12700: Heptane, 2,5-dimethyl-
57
11.00 11.20 11.40 11.60
5000 43 m/z 56.10 22 .64%
29
71 99
0 ! ‘ | ‘ | \‘ 85 \‘ 113 128
m/z--> 20 30 40 50 60 75 80 90 100 110 120 130 140 150 160 170 180
Abundance #38328: Undecane, 6-methyl- T T
57 11.00 11.20 11.40 11.60
m/z 98.05 16.11%
5000
98
Lo
o SIS S| S N - - .0 M 1
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN121318\
Data File : VN052859.D

Aca On : 13 Dec 2018 12:54

Operator : MD\SY

Sample : J6319-03

Misc : 4.92a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121218W_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 Indan, l1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.99 12.05 ug/Il 1119520 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indan. 1-methvl- 132 C10H12 000767-58-8 76
2 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 76
3 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 74
4 Benzene. 2-butenvl- 132 C10H12 001560-06-1 72
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 72
Abundance Scan 3799 (13.988 min): VN052859.D (-3793) (-) m/z 117.00 100.00%
147
5000
57 91 105 ||| 182
43 71 148 20 13.60 13.80 14.00 14.20 14.40
0 164 ! m/z 115.00 33.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14031: Indan, 1-methyl-
117
5000
132 13.60 13.80 14.00 14.20 14.40
o1 m/z 119.10 27 .39%
27 39 51 65 77 103
[0} B B e e o I a
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14065: Benzene, (2-methylcyclopropyl)-
117
13.60 13.80 14.00 14.20 14.40
5000 132 m/z 132.00 25.19%
91
39 51 65 77 ‘
0 "'I'%q"l'“h'lw' 'NI'J"f%% 'JI'FJ'I" BN SN SR S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117 13.60 13.80 14.00 14.20 14.40
m/z 57.10 22 .63%
5000 132
51 77 st
'}?I?7'3?'”t“ﬁ?"ml'“"fﬂﬁ'l‘l'HJ'I""I""I""I T LRI A SUREUR SN I
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN121318\
Data File : VN052859.D

Aca On : 13 Dec 2018 12:54

Operator : MD\SY

Sample : J6319-03

Misc : 4.92a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121218W_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 3-Phenylbut-1-ene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.59 12.24 ug/I1 1137470 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 76
2 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 76
3 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 70
4 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 70
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 70
Abundance Scan 3986 (14.590 min): VN052859.D (-3978) (-) m/z 117.00 100.00%
147
5000 13
55 91
41 77 148 14.20 14.40 14.60 14.80 15.00
o 108 191 209 281 m/z 119.00  41.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14033: 3-Phenylbut-1-ene
147
5000
14.20 14.40 14.60 14.80 15.00
o1 132 m/z 132.10 36.83%
39 77
o} °
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117
14.20 14.40 14.60 14.80 15.00
5000 13 m/z 115.00 29.73%
39
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl- R B
117 14.20 14.40 14.60 14.80 15.00
m/z 133.10 22 .50%
5000 132
39 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN121318\
Data File : VN052859.D

Acq On : 13 Dec 2018 12:54

Operator : MD\SY

Sample - J6319-03

Misc : 4.92g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121218W_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]
Hexane, 3-methyl- 7.87 14.6 ug/1 1116780 1 7.66 3816540 50.0
Heptane, 2-methyl- 9.73 12.9 ug/1 1194190 2 8.58 4637420 50.0
Heptane, 3-methyl- 9.87 19.9 ug/1 1849060 2 8.58 4637420 50.0
Cyclohexane, 1,3-... 10.52 18.3 ug/1 1743900 3 11.41 4765530 50.0
Heptane, 2,5-dime... 10.82 14.6 ug/1 1393520 3 11.41 4765530 50.0
Cyclohexane, 1,2,... 11.00 15.3 ug/1 1453300 3 11.41 4765530 50.0
Octane, 2-methyl- 11.20 32.4 ug/1 3090640 3 11.41 4765530 50.0
Octane, 3-methyl- 11.30 19.9 ug/1 1898480 3 11.41 4765530 50.0
Indan, 1-methyl- 13.99 12.1 ug/1 1119520 4 13.35 4645140 50.0

4

3-Phenylbut-1-ene 14 .59 12.2 ug/1 1137470 13.35 4645140 50.0
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