LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO052319\
Data File : VNO55777.D

Aca On : 24 May 2019 1:08

Operator : JC/SP

Sample : K2996-03

Misc : 5.32a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 40 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 N\METHODS\82N052319W_.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 2.699 272 288 313 rVB 3148477 6841030 4 _.45% 0.382%
2 3.066 384 402 430 rBVY 2912249 7011971 4 _.56% 0.392%
3 3.507 522 539 573 rVB 1252558 3023257 1.97% 0.169%
4 4_.551 825 864 889 rBVY 7967349 32769315 21.31% 1.830%
5 5.021 978 1010 1051 rBVY 5537751 20090116 13.06% 1.122%
6 5.349 1083 1112 1142 rBV 907227 3039381 1.98% 0.170%
7 5.542 1143 1172 1204 rBV 7159349 22577181 14.68% 1.261%
8 5.905 1248 1285 1308 rVvB 2921798 9190848 5.98% 0.513%
9 6.047 1308 1329 1349 rBV 1555488 5060138 3.29% 0.283%
10 6.355 1401 1425 1452 rBv4 3026187 10166127 6.61% 0.568%

11 6.503 1454 1471 1487 rVV 2183188 6987810 4._.54% 0.390%
12 6.613 1488 1505 1521 rVV 4283486 13369366 8.69% 0.747%
13 6.696 1523 1531 1550 rVB 713523 1880209 1.22% 0.105%
14 7.313 1704 1723 1731 rBv4 1293818 3587587 2.33% 0.200%
15 7.378 1732 1743 1761 rVB 3820551 9998929 6.50% 0.558%

16 7.629 1804 1821 1841 rVV 15994277 44550884 28.97% 2.488%
17 7.741 1842 1856 1877 rVB3 7375035 21620787 14.06% 1.207%
18 7.873 1877 1897 1930 rVB 18993603 46337318 30.13% 2.587%
19 8.040 1930 1949 1959 rBv4 855110 2586860 1.68% 0.144%
20 8.153 1970 1984 1989 rBV3 4404539 9917300 6.45% 0.554%

21 8.204 1991 2000 2023 rVB 11338773 34123413 22.19%% 1.905%
22 8.432 2051 2071 2096 rVB3 14823746 33988278 22.10% 1.898%
23 8.574 2096 2115 2139 rBV2 12725697 36700286 23.87% 2.049%
24 8.674 2140 2146 2157 rVB 1348282 2427619 1.58% 0.136%
25 8.741 2157 2167 2179 rVB 3648836 7036786 4._.58% 0.393%

26 8.818 2179 2191 2198 rBV 3573306 7394581 4.81% 0.413%
27 9.082 2243 2273 2283 rBV4 11971888 34301368 22.31% 1.915%
28 9.140 2283 2291 2306 rVB 6468150 13035020 8.48% 0.728%
29 9.268 2322 2331 2343 rVB2 3010457 5835692 3.79% 0.326%
30 9.362 2343 2360 2374 rBV4 2330235 7316898 4._76% 0.409%

31 9.458 2375 2390 2397 rBV6 925383 2621561 1.70% 0.146%
32 9.519 2397 2409 2418 rBV2 9166017 18432455 11.99% 1.029%
33 9.616 2430 2439 2444 rBV2 6524937 11449768 7.45% 0.639%
34 9.661 2445 2453 2464 rVB5 11535442 23785053 15.47% 1.328%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO052319\
Data File : VNO55777.D

Aca On : 24 May 2019 1:08

Operator : JC/SP

Sample : K2996-03

Misc : 5.32a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 40 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON

Sampling :© 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N052319W .M
Title : SW846 8260

35 9.728 2464 2474 2482 rBV 14142723 27571297 17.93% 1.540%
36 9.870 2499 2518 2538 rBV 16955818 41029646 26.68% 2.291%
37 9.966 2539 2548 2556 rBV4 3594953 6514250 4.24% 0.364%
38 10.021 2556 2565 2575 rVB3 4580565 8311156 5.40% 0.464%
39 10.085 2575 2585 2608 rBV8 4325457 13208437 8.59% 0.738%
40 10.207 2609 2623 2631 rBV7 3260138 7989814 5.20% 0.446%
41 10.284 2632 2647 2658 rVB3 16669757 31976602 20.79% 1.785%
42 10.345 2658 2666 2674 rBV3 4110922 6415057 4_.17% 0.358%
43 10.439 2687 2695 2698 rBV3 1398020 1986480 1.29% 0.111%
44 10.471 2699 2705 2711 rVvV 2568814 4050833 2.63% 0.226%
45 10.519 2711 2720 2741 rVB6 7502723 17433887 11.34% 0.973%
46 10.625 2744 2753 2763 rVB4 3055530 5908996 3.84% 0.330%
47 10.718 2763 2782 2791 rBV3 2978512 7064617 4_59% 0.394%
48 10.821 2791 2814 2826 rBV3 5449059 15459117 10.05% 0.863%
49 10.918 2837 2844 2864 rVB5 2571252 4468627 2.91% 0.250%
50 11.059 2881 2888 2900 rVB4 2936299 5971234 3.88% 0.333%
51 11.124 2901 2908 2915 rBV3 2062412 3276789 2.13% 0.183%
52 11.201 2922 2932 2953 rVB3 14737093 33120712 21.54% 1.849%
53 11.300 2953 2963 2981 rBV 11645064 20662375 13.44% 1.154%
54 11.416 2990 2999 3015 rBV6 4292822 8741390 5.68% 0.488%
55 11.513 3018 3029 3046 rVV2 33177129 60853540 39.57% 3.398%
56 11.628 3049 3065 3083 rVB4 67313021 148931769 96.85% 8.316%
57 11.747 3095 3102 3112 rBV2 1741126 2577147 1.68% 0.144%
58 11.857 3130 3136 3145 rVB6 1293581 2126420 1.38% 0.119%
59 11.927 3147 3158 3170 rBV6 2447970 6444987 4._.19% 0.360%
60 12.249 3249 3258 3268 rBV 14368623 22890190 14.89% 1.278%
61 12.365 3290 3294 3312 rVB3 3535311 6329764 4.12% 0.353%
62 12.445 3313 3319 3327 rVB 3667464 5145532 3.35% 0.287%
63 12.593 3355 3365 3375 rBV 15934388 25084485 16.31% 1.401%
64 12.689 3376 3395 3402 rVV2 32289024 61587836 40.05% 3.439%
65 12.734 3402 3409 3421 rVB2 44279639 70816576 46.05% 3.954%
66 12.892 3447 3458 3475 rBV 15303192 25957505 16.88% 1.449%
67 13.046 3493 3506 3518 rBV3 80113428 153773863 100.00% 8.586%
68 13.165 3531 3543 3551 rBV3 2252254 5573323 3.62% 0.311%
69 13.236 3558 3565 3574 rVB 2634190 3953317 2.57% 0.221%
70 13.374 3596 3608 3620 rVB2 28445098 46241375 30.07% 2.582%
71 13.513 3641 3651 3653 rBV 7366139 9575573 6.23% 0.535%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO052319\
Data File : VNO55777.D

Aca On : 24 May 2019 1:08

Operator : JC/SP

Sample : K2996-03

Misc : 5.32a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 40 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON

Sampling :© 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\82N052319W_.M
Title - SW846 8260
72 13.541 3654 3660 3667 rVV 23871112 38819567 25.24% 2.168%
73 13.583 3667 3673 3692 rVB2 24770247 47096219 30.63% 2.630%
74 13.673 3692 3701 3709 rVB3 2482866 3690510 2.40% 0.206%
75 13.741 3710 3722 3731 rBY 5286373 8490514 5.52% 0.474%
76 13.802 3731 3741 3746 rBV 11707882 18802404 12.23% 1.050%
77 13.831 3747 3750 3759 rVV 10746589 13929754 9.06% 0.778%
78 13.889 3759 3768 3778 rVB 19258400 29214122 19.00% 1.631%
79 13.947 3778 3786 3792 rBV 1467102 2161855 1.41% 0.121%
80 13.995 3792 3801 3811 rVB2 8154197 13041736 8.48% 0.728%
81 14.127 3832 3842 3852 rBVY 4032580 6459131 4._.20% 0.361%
82 14.210 3857 3868 3873 rVV 10258950 16694903 10.86% 0.932%
83 14.249 3873 3880 3888 rVV 14289978 22222754 14.45% 1.241%
84 14.294 3888 3894 3901 rVVv2 3937948 5764358 3.75% 0.322%
85 14.332 3901 3906 3912 rVV 2318935 3373930 2.19% 0.188%
86 14.365 3913 3916 3929 rVvVv3 1501651 2537166 1.65% 0.142%
87 14.432 3930 3937 3942 rVVv2 2174827 3142711 2.04% 0.175%
88 14.477 3942 3951 3960 rVV 7427976 13202168 8.59% 0.737%
89 14.522 3960 3965 3973 rVVvV 2791427 3864816 2.51% 0.216%
90 14.590 3973 3986 3997 rVVv4 11513314 26327596 17.12% 1.470%
91 14.651 3997 4005 4017 rVB3 2795179 5057744 3.29% 0.282%
92 14.853 4058 4068 4087 rVB2 3928156 9853186 6.41% 0.550%
93 14.956 4089 4100 4114 rVB2 2461919 5101097 3.32% 0.285%
94 15.130 4135 4154 4167 rBV 9827846 18045318 11.73% 1.008%
95 15.239 4178 4188 4196 rBv4 1086333 1860487 1.21% 0.104%
96 15.416 4231 4243 4257 rBV 1403249 2727742 1.77% 0.152%
97 15.577 4275 4293 4311 rBV3 740423 2446360 1.59% 0.137%
98 15.766 4342 4352 4379 rVB3 660163 1714248 1.11% 0.096%
99 16.159 4460 4474 4512 rVB 5591310 11727382 7.63% 0.655%
100 16.348 4519 4533 4559 rVvB 2579821 5472035 3.56% 0.306%
Sum of corrected areas: 1790921523
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO052319\
Data File : VNO55777.D

Aca On : 24 May 2019 1:08

Operator : JC/SP

Sample = K2996-03

Misc : 5.32a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N052319W.M

Quant Title : SW846 8260

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

Abundance
8e+07

6e+07

4e+07

2e+07

0!

TIC: VNO55777.D

4.55
2.70 3.07 3.51 502

5.54

61
5.35 6.366.50:370

5.916.05

Time--> 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60

Abundance
8e+07

6e+07

4e+07

2e+07

TIC: VNO55777.D

763 7.87

8.20
7.74

11.63

11.51

Time-->

o+

9.00

Abundance
8e+07

6e+07

4e+07

2e+07

TIC: VNO55777.D

15.13

4 2% :W.6514§§96J&Ei%£54 161616 35
T I e e e M e e PLIBUI S S s O ) aﬁi?8}5'77' |'7j\r o
Time->  12.00 1250 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\VNO052319\
Data File : VNO55777.D

Aca On : 24 May 2019 1:08

Operator : JC/SP

Sample = K2996-03

Misc : 5.32a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N052319W.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 1 Hexane, 3-methyl- Concentration Rank 7

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

7.87 52.00 ug/1 46337300 Pentafluorobenzene 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-methvl- 100 C7H16 000589-34-4 94
2 Heptane. 4-methvl- 114 C8H18 000589-53-7 59
3 Heptane 100 C7H16 000142-82-5 50
4 Hexane. 3.3.4-trimethvl- 128 C9H20 016747-31-2 50
5 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 50

Abundance Scan 1896 (7.870 min): VNO55777.D (-1877) (-) m/z 43.05 100.00%
43.0
71.0
5000
100.1 7.60 7.80 8.00 8.20
N ..d,....,....,....,....,....,....,....?9‘?-.8. m/z 71.00 69.65%
m/z--> 0 20 40 100 120 140 160 180 200
Abundance #3974. Hexane, 3-methy!l-
43.0
71.0
5000

7.60 7.80 8.00 8.20
m/z 70.00 60.60%

2 | 100.0
A o o o o e N EE RS m s s
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7630: Heptane, 4-methyl-
43.0
710 7.60 7.80 8.00 8.20
5000 ' m/z 57.00 58.26%
150 | \‘\‘ I 97.0114.0
AL B o o e e o R EE R R s R
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3973: Heptane
43.0 7.60 7.80 8.00 8.20
m/z 41.00 49 _28%
5000 7.0
100.0
m/z--> 0 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\VNO052319\
Data File : VNO55777.D

Aca On : 24 May 2019 1:08

Operator : JC/SP

Sample = K2996-03

Misc : 5.32a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N052319W.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 2 Butane, 2,2,3,3-tetramethyl- Concentration Rank 9

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

8.20 46.49 ug/1 34123400 1,4-Difluorobenzene 8.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 78
2 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 74
3 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 64
4 Hexane. 2.2.5-trimethvl- 128 C9H20 003522-94-9 40
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 40

Abundance Scan 1999 (8.201 min): VNO55777.D (-1991) (-) m/z 57.05 100.00%
51.0
5000
41.0
99.1 7.80 8.00 820 8.40 8.60
ol Ml €80 830 T 1140 m/z 56.00 29.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7673: Butane, 2,2,3,3-tetramethyl-
57.0
5000
7.80 8.00 820 8.40 8.60
41.0 m/z 41.00 20.89%
150 299 ,|| |, 690 g0 990
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7656: Pentane, 2,2,4-trimethyl-
57.0
7.80 8.00 820 8.40 8.60
5000 m/z 43.00 15.08%
41.0
150 90 ‘H |, 710 80 990
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7651: Hexane, 2,2-dimethyl-
57.0 7.80 8.00 820 8.40 8.60
m/z 99.10 6.36%
5000
29.0 410
150 |, 690 g3p 990
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 7.80 8.00 820 8.40 8.60

82N052319W.M Fri May 24 13:29:02 2019 Page: 6



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO052319\
Data File : VNO55777.D

Aca On : 24 May 2019 1:08

Operator : JC/SP

Sample = K2996-03

Misc : 5.32a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N052319W.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 3 Heptane Concentration Rank 10

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

8.43 46.31 ug/1 33988300 1,4-Difluorobenzene 8.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Acetaldehvde. propvlhvdrazone 100 C5H12N2 007422-88-0 47
3 Hexane. 3-methvl- 100 C7H16 000589-34-4 40
4 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 40
5 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 38

Abundance Scan 2070 (8.429 min): VNO55777.D (-2051) (-) m/z 43.00 100.00%
43.0
71.0
57.0
5000
‘ ‘ 100.1
8.00 8.20 8.40 8.60 8.80
85.0
..,....,....,....|il:..,.~.|.:,....-,:...,..-..,....,|...1.1?-.°..., m/z 71.00 67.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3973: Heptane
43.0
57.0
5000 1.0
8.00 8.20 8.40 860 8.80
29.0 100.0 m/z 57.00 57 .51%
"I”"P"W"”II”'I”"P"w"”lgﬁql”"ﬁ"W"”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3640: Acetaldehyde, propylhydrazone
71.0
30.0 8.00 820 840 860 8.80
5000 m/z 41.00 57 .35%
42.0 100.0
| L 5§0 | 85.0 I
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3974: Hexane, 3-methyl-
43.0 8.00 8.20 8.40 8.60 8.80
m/z 56.00 34 .45%
570 710
5000
29.0
15.0 \‘ LU, ‘ 850 1000
m/z--> 10 20 30 40 50 60 70 8 90 100 110 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO052319\
Data File : VNO55777.D

Aca On : 24 May 2019 1:08

Operator : JC/SP

Sample = K2996-03

Misc : 5.32a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N052319W.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 4 Heptane, 3-methyl- Concentration Rank 6

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

9.87 55.90 ug/1 41029600 1,4-Difluorobenzene 8.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-methvl- 114 C8H18 000589-81-1 87
2 Hexane. 3-ethvl- 114 C8H18 000619-99-8 59
3 Pentane. 3-ethvl-2.4-dimethvl- 128 C9H20 001068-87-7 59
4 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 59
5 Hexane, 2,3,3-trimethyl- 128 C9H20 016747-28-7 59

Abundance Scan 2518 (9.870 min): VNO55777.D (-2499) (-) m/z 43.05 100.00%
430 57.0
85.0
5000
I [, 00 990 1141 9.60 9.80 10.00 10.20 :
L SN AR RS RAALS RARAR RS RARDA R AN NARANSARSS ARASARSS SAN m/z 57.00 89.48%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7628: Heptane, 3-methyl-
43.0
57.0
85.0
5000

9.60 9.80 10.00 10.20

29.0 m/z 85.05 80.14%
50 1|l 1.0 99.0 114.0
e e e e et e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7621: Hexane, 3-ethyl-
43.0
9.60 9.80 10.00 10.20
5000 m/z 56.00 51.95%
85.0
290 570 710
20 150 \‘ | 98.0 114.0
..q”.q”.q””,””,””,””,””,””P.”P.”P.”P.”P”.Pu
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12746: Pentane, 3-ethyl-2,4-dimethyl-
43.0 9.60 9.80 10.00 10.20
m/z 41.00 50.64%
5000 85.0
57.0
27.0 69.0
Ll “ |, 99.0 113.0 128.0
T T e e e T T R o R mR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO052319\
Data File : VNO55777.D

Aca On : 24 May 2019 1:08

Operator : JC/SP

Sample = K2996-03

Misc : 5.32a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N052319W.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 5 Hexane, 2,2,5-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.02 47 .54 ug/1 8311160 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2.5-trimethvl- 128 C9H20 003522-94-9 53
2 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 53
3 2.4.4-Trimethvl-1-pentanol 130 C8H180 016325-63-6 47
4 Heptane. 2.2-dimethvl- 128 C9H20 001071-26-7 43
5 2-Hexene, 5,5-dimethyl-, (2)- 112 C8H16 039761-61-0 38
Abundance Scan 2565 (10.021 min): VNO55777.D (-2556) (-) m/z 57.00 100.00%
57.0
5000
41.0 97.0
113.1 9.80 10.00 10.20 10.40
o! ,.ﬁl?-.o,....|,...f?.,....,....,....,....,29‘?-?. m/z 56.00 37.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12722: Hexane, 2,2,5-trimethyl-
57.0
5000
9.80 10.00 10.20 10.40
41.0 m/z 41.00 29.38%
gs0 1130
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #12720: Hexane, 2,2,4-trimethyl-
57.0
" '9.80 10.00 10.20 10.40
5000 m/z 97.00 24 .10%
41.0
\\ “\ .| 830 1130
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13734: 2,4,4-Trimethyl-1-pentanol
57.0 9.80 10.00 10.20 10.40

m/z 55.00 24 .06%

5000
41.0

73.0 970
15.0 |, \“ \. 115.0

I I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO052319\
Data File : VNO55777.D

Aca On : 24 May 2019 1:08

Operator : JC/SP

Sample = K2996-03

Misc : 5.32a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N052319W.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 Octane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.28 182.90 ug/Il 31976600 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane 114 C8H18 000111-65-9 81
2 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 58
3 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 52
4 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 43
5 Hexane, 1,1"-oxybis- 186 C12H260 000112-58-3 38

Abundance Scan 2646 (10.281 min): VN055777.D (-2632) (-) m/z 43.00 100.00%
43.0
85.0
5000
| |67»> | 114.1 10.00 10.20 10.40 10.60
el e L 2089 /5 85,05 52.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7618: Octane
43.0
5000 LRI I U ----(\---
85.0 10.00 10.20 10.40 10.60
27,0 : m/z 41.00 50.54%
| dsdo | o
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #12684: Heptane, 2,4-dimethyl-
43.0
10,00 10.20 10.40 10.60
5000 85.0 m/z 57.00 43.70%
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7633: Hexane, 2,4-dimethyl-
43.0 10.00 10.20 10.40 10.60
m/z 55.00 39.22%
85.0
5000
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60

82N052319W.M Fri May 24 13:29:04 2019

Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO052319\
Data File : VNO55777.D

Aca On : 24 May 2019 1:08

Operator : JC/SP

Sample = K2996-03

Misc : 5.32a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N052319W.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 7 1,4-Hexadiene, 2,3-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.52 99.72 ug/1 17433900 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Hexadiene. 2.3-dimethvl- 110 C8H14 018669-52-8 81
2 Cvclopentene. 1.2.3-trimethvl- 110 C8H14 000473-91-6 68
3 5.5-Dimethvl-1.3-hexadiene 110 C8H14 001515-79-3 64
4 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 62
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 59
Abundance Scan 2720 (10.519 min): VNO55777.D (-2711) (-) m/z 95.00 100.00%
94.0
5000
55.0
67.0 81.0
41.0 ‘ ‘ e 10.20 10.40 10.60 10.80
..,....,....,....|,|:-...,'.'.!-.,....';...'.',....,'.'.!.,....,'!...,?.2‘?:1,... m/z 55.00 36.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5993: 1,4-Hexadiene, 2,3-dimethyl-
94.0
41.0 670
5000 55.0 1020 10.40 10.60 10.80
270 110.0 m/z 97.00 30.40%
|‘ 81.0
'w'“'w'“h“'ﬁL“'l “l““m'“um'“l*!w'“'w'”l“'w'“
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance #6004: Cyclopentene, 1,2,3-trimethyl-
95.0
10.20 10.40 10.60 10.80
5000 67.0 m/z 81.00 29.83%
110.0
39.0 550
27.0 77.0
'W}?qP'M\”'“'“'PU“I”“W'”UP'“IL'W'”'P'”I“'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5979: 5,5-Dimethyl-1,3-hexadiene
95.0 10.20 10.40 10.60 10.80
m/z 67.00 26.12%
67.0
5000 20 410 &g
110.0
77.0
e A RSN O N PR TR S ARMVRAVAVEN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO052319\
Data File : VNO55777.D

Aca On : 24 May 2019 1:08

Operator : JC/SP

Sample = K2996-03

Misc : 5.32a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N052319W.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 8 Heptane, 2,5-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.82 88.42 ug/1 15459100 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 Hexane. 3-ethvl-4-methvl- 128 C9H20 003074-77-9 47
5 2,2,4,4-Tetramethyloctane 170 C12H26 062183-79-3 43
Abundance Scan 2814 (10.821 min): VNO55777.D (-2791) (-) m/z 57.00 100.00%
57.0
5000
41.0
9.0 10.60 10.80 11.00 11.20
ol oyl BLO_ || . 12811440 2069 | 7T 43 00 31.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12686: Heptane, 2,5-dimethyl-
57.0
5000
10.60 10.80 11.00 11.20
4110 99.0 m/z 41.00 26 .14%
15.0 | 83.0 | 128.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12685: Heptane, 3,5-dimethyl-
57.0
10,60 10.80 11.00 11.20
0,
5000 410 m/z 56.00 21.30%
99.0
wo | )| |l Jsso | wmo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12669: Octane, 3-methyl- e
57.0 10.60 10.80 11.00 11.20

m/z 99.00 14 .63%

5000

98.0
150 | ‘ | 128.0

m/z--> 20 40 60 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20

41*0
| |
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO052319\
Data File : VNO55777.D

Aca On : 24 May 2019 1:08

Operator : JC/SP

Sample = K2996-03

Misc : 5.32a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N052319W.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 9 Heptane, 3,4,5-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.20 189.45 ug/Il 33120700 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3.4.5-trimethvl- 142 C10H22 020278-89-1 64
2 Dichloroacetic acid. 4-methvlpen... 212 C8H14C1202 1000282-43-7 59
3 Undecane. 2.7-dimethvl- 184 C13H28 017301-24-5 59
4 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 59
5 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 53
Abundance Scan 2932 (11.201 min): VN055777.D (-2922) (-) m/z 43.00 100.00%
43.0
5000 710
1131198 1 10.80 11.00 11.20 11.40 11.60
ol PR ARt 160 2069 1 L7 57.00  49.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19211: Heptane, 3,4,5-trimethyl-
43.0
85.0
5000
10.80 11.00 11.20 11.40 11.60
6.0 m/z 71.00 48 .55%
270 | ol 113.0  142.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #71580: Dichloroacetic acid, 4-methylpentyl ester
43.0
10.80 11.00 11.20 11.40 11.60
5000 71.0 m/z 41.00 35.82%
7o | | |, a0 o
s AR
Abundance #48861: Undecane, 2,7-dimethyl- R RRaEs R
43.0 10.80 11.00 11.20 11.40 11.60
m/z 85.00 34.26%
5000 710
70 | | | %80 w0 169.0
m/z--> 20 4'0 60 80 100 150 140 160 180 200 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\VNO052319\
Data File : VNO55777.D

Aca On : 24 May 2019 1:08

Operator : JC/SP

Sample = K2996-03

Misc : 5.32a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N052319W.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 10 Octane, 3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.30 118.19 ug/Il 20662400 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3-methvl- 128 C9H20 002216-33-3 91
2 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 83
3 Decane. 2.5-dimethvl- 170 C12H26 017312-50-4 59
4 Heptane. 4-propvl- 142 C10H22 003178-29-8 53
5 Undecane, 6-methyl- 170 C12H26 017302-33-9 53
Abundance Scan 2963 (11.300 min): VN055777.D (-2953) (-) m/z 57.00 100.00%
57.0
5000
41.0
71.0 %80 11.00 11.20 11.40 11.60
o‘v—rrrmtjtwﬁﬁﬂ. 840 || 11311281 1529  "m/z 41.00 26.53%
m/z--> 20 40 60 80 100 120 140 160
Abundance #12669: Octane, 3-methyl-
57.0
5000 LI NI U BN
43.0 11.00 11.20 11.40 11.60
m/z 43.00 25.87%
29.0 1.0 98.0
150 | | ,|, [~ 840 | 113.0128.0
miz--> 20 40 60 80 100 120 140 160
Abundance #12686: Heptane, 2,5-dimethyl-
57.0
11.00 11.20 11.40 11.60
m/z 56.00 22 .09%
5000 430 o
29.0 71.0 99.0
15.0 || ‘\‘ I, | 850 | 113.0128.0
miz--> 20 40 60 80 100 120 140 160
Abundance #38342: Decane, 2,5-dimethyl- R EA e AR
57.0 11.00 11.20 11.40 11.60
m/z 98.00 17.67%
5000
43.0
98.0
15.0 2?\'0 L 19840 | 113.0127.0141.0155.0 170.0
m/z--> 20 40 60 80 100 120 140 160 ' 11.00 11.20 11.40 11.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VNO52319\
Data File : VNO55777.D

Acq On : 24 May 2019 1:08

Operator : JC/SP

Sample - K2996-03

Misc : 5.329/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 40 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N052319W .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 52.0 ug/1 46337300 1 7.66 44550900 50.0
Butane, 2,2,3,3-t... 8.20 46.5 ug/1 34123400 2 8.58 36700300 50.0
Heptane 8.43 46.3 ug/1 33988300 2 8.58 36700300 50.0
Heptane, 3-methyl- 9.87 55.9 ug/1 41029600 2 8.58 36700300 50.0
Hexane, 2,2,5-tri... 10.02 47.5 ug/l1 8311160 3 11.41 8741390 50.0
Octane 10.28 182.9 ug/l1 31976600 3 11.41 8741390 50.0
1,4-Hexadiene, 2,... 10.52 99.7 ug/1 17433900 3 11.41 8741390 50.0
Heptane, 2,5-dime... 10.82 88.4 ug/1 15459100 3 11.41 8741390 50.0
Heptane, 3,4,5-tr... 11.20 189.4 ug/1 33120700 3 11.41 8741390 50.0
Octane, 3-methyl- 11.30 118.2 ug/l 20662400 3 11.41 8741390 50.0
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