LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062520\
Data File : VN062116.D

Aca On : 25 Jun 2020 17:17

Operator : JC/MD

Sample : L3071-01

Misc : 4.76a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 18 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\82N062420W_.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 3.719 584 605 624 rBV3 29810 93192 1.27% 0.176%
2 4.516 811 853 878 rBVY3 150354 676337 9.21% 1.280%
3 4.979 973 997 1023 rBV3 76520 273406 3.72% 0.517%
4 6.294 1385 1406 1426 rBv4 27227 90299 1.23% 0.171%
5 6.461 1433 1458 1478 rBV 204023 659004 8.97% 1.247%
6 7.336 1717 1730 1751 rVvB4 36012 107136 1.46% 0.203%
7 7.590 1770 1809 1812 rBv2 351822 1129684 15.38% 2.138%
8 7.696 1830 1842 1864 rVB3 308840 814730 11.09% 1.542%
9 7.831 1864 1884 1914 rVV 746013 1806976 24.60% 3.419%
10 7.982 1915 1931 1953 rVvVv 173380 415349 5.66% 0.786%

11 8.165 1953 1988 2009 rVV 2781354 7344575 100.00% 13.897%
12 8.259 2010 2017 2038 rvVvv3 39033 101927 1.39% 0.193%

13 8.394 2042 2059 2078 rVB5 36128 90579 1.23% 0.171%
14 8.548 2088 2107 2130 rBV 474379 1053876 14.35% 1.994%
15 8.783 2168 2180 2189 rBV3 39018 81773 1.11% 0.155%

16 8.860 2194 2204 2218 rVB2 53176 117957 1.61% 0.223%
17 9.053 2236 2264 2272 rBvV2 811573 1781063 24.25% 3.370%
18 9.104 2272 2280 2293 rVV 672729 1350382 18.39% 2 .555%
19 9.185 2293 2305 2315 rVV 220803 469801 6.40% 0.889%
20 9.239 2316 2322 2332 rVV5 59499 127902 1.74% 0.242%

21 9.329 2332 2350 2366 rVB5 82655 321178 4._.37% 0.608%
22 9.484 2383 2398 2422 rBV 1881702 3832461 52.18% 7.252%
23 9.619 2423 2440 2455 rvVv2 2409927 5444191 74.13% 10.301%
24 9.728 2456 2474 2487 rVB2 362254 1015786 13.83% 1.922%
25 9.834 2487 2507 2531 rBV2 431080 1390977 18.94% 2.632%

26 9.992 2541 2556 2566 rBV 1138644 2094098 28.51% 3.962%
27 10.056 2566 2576 2600 rVB 833652 1658484 22.58% 3.138%
28 10.181 2600 2615 2621 rBvV4 74499 161402 2.20% 0.305%
29 10.355 2661 2669 2677 rVB3 53067 84783 1.15% 0.160%
30 10.519 2702 2720 2735 rVB5 187072 521441 7.10% 0.987%

31 10.599 2736 2745 2756 rVB5 135268 236233 3.22% 0.447%
32 10.690 2758 2773 2783 rBV3 133121 257841 3.51% 0.488%
33 10.792 2795 2805 2819 rBV2 204964 387755 5.28% 0.734%
34 10.976 2854 2862 2871 rVB7 59667 101539 1.38% 0.192%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062520\
Data File : VN062116.D

Aca On : 25 Jun 2020 17:17

Operator : JC/MD

Sample : L3071-01

Misc : 4.76a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 18 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\82N062420W .M
Title : SW846 8260
35 11.030 2873 2879 2890 rVB5 48093 78753 1.07% 0.149%

36 11.098 2891 2900 2905 rBVZ2 89821 137943 1.88% 0.261%
37 11.169 2906 2922 2943 rVB5 395538 1099503 14.97% 2.080%
38 11.271 2943 2954 2973 rBV 335099 662702 9.02% 1.254%
39 11.378 2974 2987 2998 rBV2 818175 1573079 21.42% 2.977%
40 11.455 3006 3011 3020 rVB 91569 123122 1.68% 0.233%

41 11.609 3052 3059 3063 rBV3 127118 186506 2.54% 0.353%
42 11.831 3120 3128 3136 rVv4 83408 141046 1.92% 0.267%
43 12.091 3202 3209 3216 rBV5 52826 83291 1.13% 0.158%
44 12.371 3281 3296 3306 rVV3 604487 1537287 20.93% 2.909%
45 12.419 3307 3311 3318 rVB 104603 121829 1.66% 0.231%

46 12.522 3335 3343 3350 rBV2 104236 195791 2.67% 0.370%
47 12.564 3352 3356 3365 rVB 117854 158295 2.16% 0.300%
48 12.664 3378 3387 3392 rBV 156122 251650 3.43% 0.476%
49 12.706 3393 3400 3421 rVB3 315325 663026 9.03% 1.255%
50 12.966 3468 3481 3488 rBV 211134 345639 4.71% 0.654%

51 13.014 3488 3496 3506 rVB 579551 903001 12.29% 1.709%
52 13.072 3506 3514 3523 rVB 131341 211399 2.88% 0.400%
53 13.178 3524 3547 3555 rBV3 344137 798612 10.87% 1.511%
54 13.320 3578 3591 3600 rBV 659946 1235424 16.82% 2.338%
55 13.378 3600 3609 3627 rVB5 327149 890473 12.12% 1.685%

56 13.487 3636 3643 3646 rBvV 113341 146936 2.00% 0.278%
57 13.519 3647 3653 3657 rvv2 202051 328718 4.48% 0.622%
58 13.561 3661 3666 3685 rVB5 370214 689105 9.38% 1.304%
59 13.648 3687 3693 3700 rBV2 104637 139179 1.89% 0.263%
60 13.715 3708 3714 3724 rVB2 122914 199814 2.72% 0.378%

61 13.776 3725 3733 3737 rBV 153783 219286 2.99% 0.415%
62 13.805 3739 3742 3751 rVB 158954 199506 2.72% 0.378%
63 13.863 3752 3760 3771 rBV 305146 469047 6.39% 0.888%
64 13.969 3784 3793 3802 rVB3 127494 201236 2.74% 0.381%
65 14.185 3853 3860 3865 rBV 117351 174379 2.37% 0.330%

66 14.223 3866 3872 3880 rVB 214292 304406 4.14% 0.576%
67 14.271 3880 3887 3894 rBV4 186351 270102 3.68% 0.511%
68 14.342 3904 3909 3921 rVB 161403 237576 3.23% 0.450%
69 14.410 3923 3930 3936 rBV2 67779 88186 1.20% 0.167%
70 14.451 3937 3943 3951 rBV3 63358 102402 1.39% 0.194%

71 14.500 3952 3958 3965 rVB 139526 184945 2.52% 0.350%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062520\
Data File : VN062116.D

Aca On : 25 Jun 2020 17:17

Operator : JC/MD

Sample : L3071-01

Misc : 4.76a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 18 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
Title

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W .M

: SW846 8260

72 14.551 3965 3974 3988 rBV6 243453 493997 6.73% 0.935%
73 14.622 3990 3996 4007 rVB2 94809 157451 2.14% 0.298%
74 14.828 4052 4060 4081 rVB3 107412 248329 3.38% 0.470%
75 14.930 4083 4092 4104 rVvv4 66933 128387 1.75% 0.243%

76 15.088 4134 4141 4158 rVBS8 49039 122711 1.67% 0.232%

77 15.213 4171 4180 4188 rBV5 38721 76487 1.04% 0.145%

78 15.387 4224 4234 4248 rBV3 42702 97397 1.33% 0.184%

79 16.127 4455 4464 4484 rVB4 33382 76856 1.05% 0.145%
Sum of corrected areas: 52848926
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062520\
Data File : VN062116.D

Aca On : 25 Jun 2020 17:17

Operator : JC/MD

Sample : L3071-01

Misc : 4.76a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W .M
SW846 8260

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

Abundance
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8117

9.62

9.48

9.05
7.83 10

8.55

7.5
9.70 o8 0.18
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062520\
Data File : VN062116.D

Aca On : 25 Jun 2020 17:17

Operator : JC/MD

Sample : L3071-01

Misc : 4.76a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Pentane, 2,3-dimethyl- Concentration Rank 9

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

7.70 36.06 ug/l 814730 Pentafluorobenzene 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
2 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 50
3 1-Hexene. 2-methvl- 98 C7H14 006094-02-6 47
4 Heptane 100 C7H16 000142-82-5 37
5 Heptane, 3,3-dimethyl- 128 C9H20 004032-86-4 35

Abundance Scan 1843 (7.699 min): VN062116.D (-1830) (-) m/z 56.10 100.00%
56
43
5000 7
85 7.40 7.60 7.80 8.00
0 ..,....,..3.7.|,I..?,".'.| e e W/Z 43.10 65.95%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3985: Pentane, 2,3-dimethyl-
43 56
5000
29 1 7.40 7.60 7.80 8.00

m/z 57.10 62 .66%

\‘ 37, 77 8 100

0 50 || 63 | ‘
T T T T T T T T T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57
R R REREE Sy ]
7.40 7.60 7.80 8.00
5000 m/z 41.05 57.87%
41
29 71
0 51 63 77 83 95 113 128
T T T T T T T e e e T T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3332: 1-Hexene, 2-methyl-
56 7.40 7.60 7.80 8.00
m/z 71.10 39.81%
41
5000
27 70
o 133 ||| 50, 63 || 7783 o1 98
L B o e AN e o o e o R A A RSEEEEEnss
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062520\
Data File : VN062116.D

Aca On : 25 Jun 2020 17:17

Operator : JC/MD

Sample : L3071-01

Misc : 4.76a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W .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 Hexane, 3-methyl- Concentration Rank 4

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

7.83 79.98 ug/1 1806980 Pentafluorobenzene 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-methvl- 100 C7H16 000589-34-4 95
2 Heptane 100 C7H16 000142-82-5 80
3 Heptane. 4-methvl- 114 C8H18 000589-53-7 59
4 Heptane. 3.3.4-trimethvl- 142 C10H22 020278-87-9 59

5 Sulfurous acid,

isobutyl 2-penty... 208 C9H2003S

1000309-15-2 59

Abundance Scan 1884 (7.831 min): VN062116.D (-1864) (-)
ilc]
71
57
5000
o 85 100 207
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3977: Hexane, 3-methyl-
43
5000 57 70
29
s || e
O T I LA I i s o o o e o e I
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
43
57
5000 n
29 100
85
O e e e e T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7630: Heptane, 4-methyl-
43
71
5000
29 55
2 15 | | # o 1
O T LA o o o o I B
m/z--> 0 20 40 60 80 100 120 140 160 180 200

m/z 43.10 100.00%

740 7.60 7.80 8.00 8.20

m/z 71.10 79.41%

740 7.60 7.80 8.00 8.20

m/z 70.10 72 .20%

740 7.60 7.80 8.00 8.20

m/z 57.05 62 .83%

7.40 7.60 7.80 8.00 8.20

m/z 41.10 58.24%

740 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062520\
Data File : VN062116.D

Aca On : 25 Jun 2020 17:17

Operator : JC/MD

Sample : L3071-01

Misc : 4.76a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W .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 Hexane, 2,2-dimethyl- Concentration Rank 1

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

8.17 348.46 ug/l 7344580 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 83
2 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 83
3 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 83
4 Pentane. 2.2.4.4-tetramethvl- 128 C9H20 001070-87-7 72
5 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 64

Abundance Scan 1989 (8.169 min): VN062116.D (-1953) (-) m/z 57.10 100.00%
g7
5000 /\
41 NS L G —
99 7.80 8.00 820 8.40 8.60
0 ...,....,....,....,....',:'...5,9.'.:,..‘?.7,.7ﬁ4..,5.‘.3..?.1...',....,%?‘.‘.,.. m/z 56.05  33.60%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7650: Hexane, 2,2-dimethyl-
57
5000
41 7.80 8.00 820 8.40 8.60
29 m/z 41.05 26.09%
o 4 15 || \‘j 50 | 71 79 9 14
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
7.80 8.00 820 8.40 8.60
5000 m/z 43.10 16 .54%
41
29
o2 15 48 64 71 83 9 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7671: Butane, 2,2,3,3-tetramethyl-
57 7.80 8.00 820 8.40 8.60
m/z 39.00 9.37%
5000
41
29 ‘
o2 15 | |l so,| e s 9 1y
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062520\
Data File : VN062116.D

Aca On : 25 Jun 2020 17:17

Operator : JC/MD

Sample : L3071-01

Misc : 4.76a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W .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 Hexane, 2,4-dimethyl- Concentration Rank 7

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

9.10 64 .07 ug/1 1350380 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 83
2 Heptane. 3.4.5-trimethvl- 142 C10H22 020278-89-1 64
3 Hexane. 2-methvl- 100 C7H16 000591-76-4 64
4 2-Pentoxv-tetrahvdropvran 172 C10H2002 032767-70-7 64
5 Carbonic acid, allyl isohexyl ester 186 C10H1803 1000314-65-0 59

Abundance Scan 2279 (9.101 min): VN062116.D (-2272) (-) m/z 85.10 100.00%
43 57 85
5000
8.80 9.00 9.20 9.40
0 .,....,....|i' ..-!,..'||..,....,..1.1.4,....,.... 2| m/z 57.10 93.52%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7642: Hexane, 2,4-dimethyl-
43 57
85
5000
8.80 9.00 9.20 9.40
29 71 m/z 43.10 89.42%
0 |||||1|5||‘|‘||‘|‘|||‘|‘|||“‘|||l‘|||9|9||1|1|4|||||||||| EEE SRR R
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
43 85
57 880 9.00 9.20 9.40
5000 m/z 41.10 53.70%
29 -
o s R R I S B B B WA SR SRR
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #3979: Hexane, 2-methyl-
43 8.80 9.00 9.20 9.40
m/z 56.10 45_.01%
5000
27 57 85
L2 H ‘ 7 ‘ 100
s o % '4'0' 60 80 100 120 140 160 180 200 880 9.00 920 9.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062520\
Data File : VN062116.D

Aca On : 25 Jun 2020 17:17

Operator : JC/MD

Sample : L3071-01

Misc : 4.76a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W .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, 2,3,4-trimethyl- Concentration Rank 3

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

9.48 181.83 ug/l 3832460 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 91
2 Pentane. 3-ethvl- 100 C7H16 000617-78-7 83
3 Hexane. 3-methvl- 100 C7H16 000589-34-4 78
4 Heptane. 3.3.4-trimethvl- 142 C10H22 020278-87-9 78
5 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 78

Abundance Scan 2397 (9.481 min): VN062116.D (-2383) (-) m/z 43.05 100.00%
43 7
5000
9.20 9.40 9.60 9.80
ol ..|.|,....,8?..9? A2 Tm/z 7110 96.72%
m/z--> 0 20 40 100 120 140 160 180 200
Abundance #7659. Pentane, 2,3,4-trimethyl-
43
71
5000
9.20 9.40 9.60 9.80
27 55 m/z 70.10 70.95%
o 15| \M‘ | 83 97 114
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
43
9.20 9.40 9.60 9.80
5000 70 m/z 41.05 36.66%
29
55
oL 1 15 85 100
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #3974: Hexane, 3-methyl-
43 9.20 9.40 9.60 9.80
m/z 55.05 26.58%
57 71
5000
29
oL 15 \‘ 0l | 8 100
m/z--> 0 20 40 60 8IO 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062520\
Data File : VN062116.D

Aca On : 25 Jun 2020 17:17

Operator : JC/MD

Sample : L3071-01

Misc : 4.76a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W .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 Pentane, 2,3,3-trimethyl- Concentration Rank 2

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

9.62 258.29 ug/l 5444190 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 90
2 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 68
3 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 64
4 Oxalic acid. isohexvl neopentvl ... 244 C13H2404 1000309-73-0 64
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 59

Abundance Scan 2440 (9.619 min): VN062116.D (-2423) (-) m/z 43.05 100.00%
43
71
5000 57 85
99 9.40 9.60 9.80 10.00
o.,....,....li:..-|.-,..'..,J...,..l.l.“,....,.... e | m/z 71.05  74.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
57 9.40 9.60 9.80 10.00
85 m/z 70.05 69.25%
0 2 15 “ ‘ ‘ 99 113
m/z--> : 25 40 éo 85 160 120 140 160 180 200
Abundance
43
7 9.40 9.60 9.80 10.00
5000 m/z 57.10 47 .40%
27 55
0 15 83 114
m/z--> : 20 40 60 80 100 120 140 160 180 200
Abundance #7645: Hexane, 3,3-dimethyl-
43 9.40 9.60 9.80 10.00
m/z 85.10 40.41%
71
5000 57 85
29
0 'w'}ﬁ'u“j*'ﬂl'i'l“'?i"w"“l'“' [rTrrr T e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00

82N062420W.M Fri Jun 26 15:25:33 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062520\
Data File : VN062116.D

Aca On : 25 Jun 2020 17:17

Operator : JC/MD

Sample : L3071-01

Misc : 4.76a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W .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 Decane, 3,3,4-trimethyl- Concentration Rank 8

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

9.73 48.19 ug/1 1015790 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.3.4-trimethvl- 184 C13H28 049622-18-6 72
2 Pentane. 3-ethvl- 100 C7H16 000617-78-7 72
3 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 72
4 Hexane. 2.3-dimethvl- 114 C8H18 000584-94-1 72
5 Butane, 1,1"-oxybis[3-methyl- 158 C10H220 000544-01-4 72

Abundance Scan 2475 (9.731 min): VN062116.D (-2456) (-) m/z 43.10 100.00%
7
5000
55
84 114 9.40 9.60 9.80 10.00
o e 2, Tm/z 71.10  93.09%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #48907: Decane, 3,3,4-trimethyl-
3 7
5000
57 9.40 9.60 9.80 10.00
m/z 70.10 91.11%
0 \‘ \‘\ ‘\ il E\;\S 99 112 129 155
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
43
9.40 9.60 9.80 10.00
5000 70 m/z 41.00 39.70%
29
55
oL 1 15 85 100
m/z--> ' 20 40 60 80 100 120 140 160 180 200
Abundance #7654: Pentane, 2,3,4-trimethyl-
43 9.40 9.60 9.80 10.00
m/z 55.10 28.54%
71
5000
27 55
o 15 | M‘ | s 114
m/z--> ' 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00

82N062420W.M Fri Jun 26 15:25:35 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062520\
Data File : VN062116.D

Aca On : 25 Jun 2020 17:17

Operator : JC/MD

Sample : L3071-01

Misc : 4.76a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W .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 Heptane, 3-methyl- Concentration Rank 6

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

9.83 65.99 ug/1 1390980 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-methvl- 114 C8H18 000589-81-1 94
2 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 72
3 Oxalic acid. butvl isohexvl ester 230 C12H2204 1000309-32-7 72
4 Hexvl n-valerate 186 C11H2202 001117-59-5 64
5 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 59

Abundance Scan 2506 (9.831 min): VN062116.D (-2487) (-) m/z 57.05 100.00%
43 57 8
5000
| | 69 __ g 114 9.60 9.80 10.00 10.20
) S 1 TR AR m/z 43.05 96.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #7624: Heptane, 3-methyl-
43
57
85
5000
29 9.60 9.80 10.00 10.20
m/z 85.10 91.77%
69 114
15 “ ‘ I I ‘ I 11 I 98
A R R AR R ARALN LR KA LARAN LSS UL LARAS LS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
43 5
a5 9.60 9.80 10.00 10.20
5000 m/z 56.05 69.79%
29
71
0 15 99 114
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #85744: Oxalic acid, butyl isohexyl ester
43 9.60 9.80 10.00 10.20
57 m/z 41.10 60.71%
5000 85
29 69
0 ul il ‘ I, 97 111 129 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.60 9.80 10.00 10.20

82N062420W.M Fri Jun 26 15:25:36 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062520\
Data File : VN062116.D

Aca On : 25 Jun 2020 17:17

Operator : JC/MD

Sample : L3071-01

Misc : 4.76a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W .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 Hexane, 2,2,4-trimethyl- Concentration Rank 5

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

9.99 66.56 ug/1 2094100 Chlorobenzene-d5 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 86
2 Hexane. 2.2.5-trimethvl- 128 C9H20 003522-94-9 78
3 Hexane. 2.2.5.5-tetramethvl- 142 C10H22 001071-81-4 59
4 Heptane. 2.2-dimethvl- 128 C9H20 001071-26-7 59
5 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 47

Abundance Scan 2555 (9.989 min): VN062116.D (-2541) (-) m/z 57.10 100.00%
57
5000
41 7
97 113 9.60 9.80 10.00 10.20 10.40
o..,....,....,....',:'..?,°.~.|:,....-:|...??....,...'.,....,.'...,..1.??....,....,. m/z 56.10 36.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12720: Hexane, 2,2,4-trimethyl-
57
5000
a1 9.60 9.80 10.00 10.20 10.40
29 7 m/z 41.05 27.60%
o \‘ /a8 | 83 95 113 128
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
9.60 9.80 10.00 10.20 10.40
5000 m/z 71.05 22 .90%
41 71
ol 15 2 48 79 113
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19226: Hexane, 2,2,5,5-tetramethyl-
57 9.60 9.80 10.00 10.20 10.40
m/z 43.05 16.03%
5000
41 71
0 \“ 50, ||, 85 95 107115 127 137
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.60 9.80 10.00 10.20 10.40

82N062420W.M Fri Jun 26 15:25:38 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062520\
Data File : VN062116.D

Aca On : 25 Jun 2020 17:17

Operator : JC/MD

Sample : L3071-01

Misc : 4.76a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W .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 Heptane, 4-ethyl-2,2,6,6-te... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.38 36.04 ug/1 890473 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 4-ethvl-2.2.6.6-tetrame... 184 C13H28 062108-31-0 72
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 64
3 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 53
4 Pentane. 3-ethvl-2.2-dimethvl- 128 C9H20 016747-32-3 50
5 Heptane, 2,2,4-trimethyl- 142 C10H22 014720-74-2 50
Abundance Scan 3610 (13.381 min): VN062116.D (-3600) (-) m/z 57.10 100.00%
57
5000
43 71
85 13.00 13.20 13.40 13.60
99
Y M - | ﬂ‘ . 0w 12riss 195168 207 ' "m/z 56.10 38.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48918: Heptane, 4-ethyl-2,2,6,6-tetramethyl-
57
5000 NN BN BN B
13.00 13.20 13.40 13.60
s 41 71 m/z 71.10 27 .45%
oLl | 8 99 113 126 169
m/z--> 20 40 éo 86 100 120 140 160 180 200
Abundance
57
43 13.00 1320 13.40 13.60
5000 1 m/z 43.10 25.98%
113
o 27 85 og 127 142
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12720: Hexane, 2,2,4—trimethy|— | LI BLBLELL LA BN B
57 13.00 13.20 13.40 13.60
m/z 41.10 24 _95%
5000
71
0 M l, | 83 95 113 128
m/z--> 20 ' 60 80 100 @ 140 160 180 200 13.00 13.20 13.40 13.60

82N062420W.M Fri Jun 26 15:25:40 2020
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN062520\
Data File : VN062116.D

Acq On : 25 Jun 2020 17:17

Operator : JC/MD

Sample : L3071-01

Misc : 4.769/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W .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]
Pentane, 2,3-dime... 7.70 36.1 ug/l 814730 1 7.62 1129680 50.0
Hexane, 3-methyl- 7.83 80.0 ug/1 1806980 1 7.62 1129680 50.0
Hexane, 2,2-dimet... 8.17 348.5 ug/l 7344580 2 8.55 1053880 50.0
Hexane, 2,4-dimet... 9.10 64.1 ug/1 1350380 2 8.55 1053880 50.0
Pentane, 2,3,4-tr... 9.48 181.8 ug/l 3832460 2 8.55 1053880 50.0
Pentane, 2,3,3-tr... 9.62 258.3 ug/l 5444190 2 8.55 1053880 50.0
Decane, 3,3,4-tri... 9.73 48.2 ug/l 1015790 2 8.55 1053880 50.0
Heptane, 3-methyl- 9.83 66.0 ug/l1 1390980 2 8.55 1053880 50.0
Hexane, 2,2,4-tri... 9.99 66.6 ug/l 2094100 3 11.38 1573080 50.0

4

Heptane, 4-ethyl-_.. 13.38 36.0 ug/I 890473 13.32 1235420 50.0

82N062420W.M Fri Jun 26 15:25:40 2020 Page: 15



