LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112420\
Data File : VN064813.D

Aca On : 24 Nov 2020 16:15

Operator : JC/MD

Sample : L4829-15

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 17 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\82N112320W.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 3.782 622 635 649 rBV 5956 15913 1.54% 0.209%
2 4.032 698 713 734 rBV 10245 28458 2.75% 0.373%
3 4.997 995 1013 1033 rVB4 6838 23653 2.29% 0.310%
4 6.582 1491 1506 1516 rBV6 5149 13629 1.32% 0.179%
5 6.785 1553 1569 1589 rVB3 4953 14546 1.41% 0.191%
6 7.550 1788 1807 1818 rBV 119002 311999 30.17% 4._.093%
7 7.627 1819 1831 1846 rVV 209142 518300 50.12% 6.800%
8 7.704 1846 1855 1870 rVB3 14999 38081 3.68% 0.500%
9 7.836 1880 1896 1910 rBV3 22271 53752 5.20% 0.705%
10 7.991 1926 1944 1970 rBv3 154003 393166 38.02% 5.158%
11 8.126 1972 1986 1989 rBV7 11818 24740 2.39% 0.325%
12 8.196 1991 2008 2022 rvVvVv6 57781 179817 17 .39% 2.359%
13 8.261 2023 2028 2042 rVB6 7721 16862 1.63% 0.221%
14 8.399 2061 2071 2084 rVB7 7986 18086 1.75% 0.237%

15 8.550 2102 2118 2138 rBV 339675 703081 67.98% 9.224%

16 9.048 2250 2273 2284 rBV4 40655 114438 11.07% 1.501%

17 9.106 2284 2291 2305 rVBS8 7556 15400 1.49% 0.202%
18 9.235 2321 2331 2342 rVB4 8855 17903 1.73% 0.235%
19 9.335 2350 2362 2372 rBV5 6227 13285 1.28% 0.174%
20 9.489 2397 2410 2429 rVB4 24032 54491 5.27% 0.715%
21 9.621 2429 2451 2464 rBV4 28557 80178 7.75% 1.052%
22 9.698 2466 2475 2480 rBV5 6089 10699 1.03% 0.140%
23 9.836 2500 2518 2526 rBV9 11477 33353 3.23% 0.438%
24 10.058 2573 2587 2610 rBV 558132 1034185 100.00% 13.568%
25 10.180 2614 2625 2632 rBVS 6129 11808 1.14% 0.155%
26 10.235 2632 2642 2644 rBV6 7897 12654 1.22% 0.166%
27 10.402 2684 2694 2707 rBV5 7527 14307 1.38% 0.188%
28 10.492 2711 2722 2736 rVB6 20022 41265 3.99% 0.541%
29 10.891 2838 2846 2851 rBVS5 6416 10446 1.01% 0.137%
30 11.379 2984 2998 3016 rBV 534368 926727 89.61% 12.159%
31 11.482 3018 3030 3046 rvVv 19265 41637 4._.03% 0.546%
32 11.601 3050 3067 3083 rVB5 9414 27454 2.65% 0.360%
33 12.376 3295 3308 3324 rBV 428642 719197 69.54% 9.436%
34 12.627 3376 3386 3392 rBV 12831 21873 2.11% 0.287%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112420\
Data File : VN064813.D

Aca On : 24 Nov 2020 16:15

Operator : JC/MD

Sample : L4829-15

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 17 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\82N112320W.M

Title : SW846 8260

35 12.662 3392 3397 3403 rVVv2 13625 19422 1.88% 0.255%
36 12.704 3403 3410 3422 rVB2 20690 32425 3.14% 0.425%
37 12.862 3450 3459 3469 rBV2 9998 14973 1.45% 0.196%
38 13.013 3495 3506 3522 rBV2 39525 63560 6.15% 0.834%
39 13.315 3588 3600 3623 rBV 537101 904342 87.44% 11.865%
40 13.485 3644 3653 3656 rBV3 18469 25110 2.43% 0.329%
41 13.514 3656 3662 3668 rvVv2 35621 53810 5.20% 0.706%
42 13.556 3668 3675 3691 rVB2 57905 99851 9.66% 1.310%
43 13.711 3714 3723 3733 rVB 13914 20719 2.00% 0.272%
44 13.778 3733 3744 3748 rBV4 29715 47251 4._.57% 0.620%
45 13.862 3761 3770 3782 rVB2 45315 68202 6.59% 0.895%
46 13.968 3794 3803 3814 rVB3 27397 42215 4.08% 0.554%
47 14.100 3836 3844 3853 rVB4 8775 12444 1.20% 0.163%
48 14.183 3854 3870 3875 rBV2 23352 39091 3.78% 0.513%
49 14.222 3875 3882 3889 rVvVv 32956 49477 4.78% 0.649%
50 14.270 3889 3897 3903 rVv2 26740 40497 3.92% 0.531%
51 14.305 3903 3908 3916 rVB3 13717 18906 1.83% 0.248%
52 14.405 3931 3939 3945 rBV3 10695 14142 1.37% 0.186%
53 14.447 3945 3952 3960 rvv4 18330 29705 2.87% 0.390%
54 14.498 3961 3968 3975 rVB 17797 24736 2.39% 0.325%
55 14.556 3975 3986 4000 rBV5 35687 81763 7.91% 1.073%
56 14.624 4000 4007 4019 rvVB4 13752 23066 2.23% 0.303%
57 14.823 4051 4069 4076 rBV6 35181 78562 7.60% 1.031%
58 14.929 4091 4102 4116 rVB4 28065 63252 6.12% 0.830%
59 15.103 4138 4156 4167 rBV 46423 89041 8.61% 1.168%
60 15.212 4181 4190 4197 rBVS8 9337 15589 1.51% 0.205%
61 15.254 4197 4203 4216 rVB10 7598 12771 1.23% 0.168%
62 15.383 4232 4243 4254 rBV2 13076 23073 2.23% 0.303%
63 15.534 4275 4290 4298 rBV10 7855 20712 2.00% 0.272%
64 15.730 4341 4351 4360 rVBS8 5728 11656 1.13% 0.153%
65 16.122 4462 4473 4482 rBV5 6285 11911 1.15% 0.156%
66 16.309 4521 4531 4543 rBvV4 6937 14302 1.38% 0.188%

Sum of corrected areas: 7621959
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112420\
Data File : VN064813.D

Aca On : 24 Nov 2020 16:15

Operator : JC/MD

Sample : L4829-15

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112320W .M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN064813.D
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R BT o T b

Time--> 1.80 2.00 220 240 260 280 300 320 340 360 380 400 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 TIC: VN064813.D

10.06 11.38
500000

400000
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300000
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100000

0! - 2N , o~ o .
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN064813.D
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12.38

400000
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100000

1456 14. 5.10
B2 62 §g 931 15522353 385.5315.73
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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\VN112420\
Data File : VN064813.D

Aca On : 24 Nov 2020 16:15

Operator : JC/MD

Sample : L4829-15

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112320W .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 4

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

7.84 5.19 ug/Il 53752 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-methvl- 100 C7H16 000589-34-4 91
2 Heptane. 3.4-dimethvl- 128 C9H20 000922-28-1 64
3 Heptane 100 C7H16 000142-82-5 58
4 Hexane. 3.3.4-trimethvl- 128 C9H20 016747-31-2 53
5 Octane, 4,5-dimethyl- 142 C10H22 015869-96-2 45

Abundance Scan 1897 (7.839 min): VN064813.D (-1880) (-) m/z 43.00 100.00%
43
71
5000 /\
|| “ 100 "'7'66"7'86' 8.00 820
0"P'”I”'W'”'P'“I”'W'“'P'”I”'W'”'L'”I”'W'”'P'” m/z 71.10 71.98%
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance #3977. Hexane, 3-methyl-
43
5000 57 70
29 7.60 7.80 8.00 8.20
m/z 70.10 67.27%
15 ‘ 50 | 85 100
U R S AR AR RAARS AR AARRS RR AR AR SARSS SRR RAAR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
57 7.60 7.80 8.00 8.20
5000 29 70 m/z 57.10 64 .33%
85
o 50 77 9 113 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3972: Heptane
43 7.60 7.80 8.00 8.20
m/z 41.00 58.05%
5000 57 71
29
100
0 15 ‘ _ 50 | ‘ 85 .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112420\
Data File : VN064813.D

Aca On : 24 Nov 2020 16:15

Operator : JC/MD

Sample : L4829-15

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112320W .M
SW846 8260

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

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

Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

8.20 12.79 ug/Il 179817 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 2-Methvl-5-hexen-3-o0l 114 C7H140 032815-70-6 23
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 12
5 3,5-Dimethyl-5-hexen-3-0l 128 C8H160 001569-46-6 10

Abundance Scan 2009 (8.200 min): VN064813.D (-1991) (-) m/z 73.10 100.00%
73
5000
55
1 i o s ok ok o5
oL 8Ol e 98 85,05 32.42%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000
43 55 7.80 8.00 8.20 8.40 8.60
87 m/z 43.05 30.29%
. T2 e e e | am
mz-> 10 20 30 40 50 60 70 8 90 100
Abundance
8 \
- 87 7.80 8.00 8.20 840 8.60
5000 m/z 87.10 22 .54%
29
15 67 97
e S S I I IS I SULIL LS SULILLS IR WA
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7506: 2-Methyl-5-hexen-3-ol e Eam e e
7B 7.80 8.00 8.20 8.40 8.60
55 m/z 41.00 15.22%
43
5000
m/z--> 10 20 30 ' 5'0 6|0 7'0 80 9 100 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\VN112420\
Data File : VN064813.D

Aca On : 24 Nov 2020 16:15

Operator : JC/MD

Sample : L4829-15

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112320W .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, 2,3,3-trimethyl- Concentration Rank 2

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

9.62 5.70 ug/l 80178 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 Heptane. 4-methvl- 114 C8H18 000589-53-7 64
3 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 64
4 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 59
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 59

Abundance Scan 2451 (9.621 min): VN064813.D (-2429) (-) m/z 43.10 100.00%
43
71
57
5000 a5
| 99 9.40 9.60 9.80 10.00
ol e e et et e e || M7z 71100 71.20%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
57 9.40 9.60 9.80 10.00
27 85 m/z 70.10 61.98%
oL 2 15 ‘ A “ 9 113
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
71 9.40 9.60 9.80 10.00
5000 m/z 57.10 47 .28%
57
o 5 2 8 99 114
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12706: Hexane, 2,3,4-trimethyl-
43 9.40 9.60 9.80 10.00
m/z 41.00 38.71%
5000
29 57 71 85
0 ‘ J ‘H‘ ‘ d 99 113 128
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112420\
Data File : VN064813.D

Aca On : 24 Nov 2020 16:15

Operator : JC/MD

Sample : L4829-15

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112320W .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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.56 5.52 ug/Il 99851 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 91
2 Benzene. 1l-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 87
3 Benzene. l1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 87
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 87
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 87

Abundance Scan 3675 (13.556 min): VN064813.D (-3668) (-) m/z 119.10 100.00%
119
5000
134
91 105
39 51 65 7 | | 13.20 13.40 13.60 13.80
Olrrrprrrrprrrr e e e et e m/z 134.10 33.15%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14892: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 13.20 13.40 13.60 13.80
m/z 105.05 19.75%
s 27 B 51 65 17 91 105
0'“E“w”“w“w““M“¢““Hmw“”h“wL“NmWJNL“W“VV'
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
13.20 13.40 13.60 13.80
5000 m/z 91.00 17.87%
134
91
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119 13.20 13.40 13.60 13.80
m/z 120.05 10.66%
5000
91 134
7 105
0 15 27 39 5‘]‘- \65 11 A ‘M“ . A
mz-> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN112420\
Data File : VN064813.D

Acq On : 24 Nov 2020 16:15

Operator : JC/MD

Sample - L4829-15

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 17 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112320W .M
SW846 8260

Quant Method
Quant Title

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- 7.84 5.2 ug/Il 53752 1 7.63 518300 50.0
Butane, 2-methoxy... 8.20 12.8 ug/I1 179817 2 8.55 703081 50.0
Pentane, 2,3,3-tr... 9.62 5.7 ug/Il 80178 2 8.55 703081 50.0
Benzene, 2-ethyl-_... 13.56 5.5 ug/Il 99851 4 13.32 904342 50.0
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