LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062433.D

Aca On > 9 Jul 2020 2:47

Operator : JC/MD

Sample : L3215-10

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 43 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\82N070820W.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 2.773 299 311 325 rBB2 27756 55052 1.68% 0.274%
2 4.548 852 863 891 rVB5 34953 129440 3.95% 0.644%
3 4.995 977 1002 1033 rBV2 127403 470979 14.37% 2.345%
4 5.876 1257 1276 1297 rVB6 10695 35256 1.08% 0.176%
5 6.580 1476 1495 1515 rvv3 75528 233397 7.12% 1.162%
6 7.551 1778 1797 1806 rBV 133110 343826 10.49% 1.712%
7 7.622 1807 1819 1834 rVvv2 308097 807284 24.63% 4_.019%
8 7.709 1835 1846 1865 rVB3 59210 161864 4.94% 0.806%
9 7.837 1865 1886 1898 rBV3 54564 140393 4.28% 0.699%
10 7.992 1918 1934 1956 rBv5 230750 612579 18.69% 3.050%

11 8.130 1957 1977 1985 rVVv9 94817 282250 8.61% 1.405%
12 8.198 1987 1998 2011 rvv2 250763 639868 19.53% 3.185%
13 8.265 2012 2019 2039 rVvv4 46952 103204 3.15% 0.514%
14 8.371 2039 2052 2073 rVB6 11840 33110 1.01% 0.165%
15 8.551 2091 2108 2129 rBV 443302 1008009 30.76% 5.018%

16 8.789 2168 2182 2190 rBV3 22934 49929 1.52% 0.249%
17 9.046 2235 2262 2276 rBV5 171444 546549 16.68% 2.721%
18 9.239 2311 2322 2335 rVB3 39426 79007 2.41% 0.393%
19 9.333 2335 2351 2361 rBv4 16191 40381 1.23% 0.201%
20 9.400 2362 2372 2376 rBv4 36527 60948 1.86% 0.303%
21 9.487 2390 2399 2413 rVB3 47452 93547 2.85% 0.466%
22 9.583 2418 2429 2435 rBV2 73450 139822 4.27% 0.696%
23 9.821 2488 2503 2511 rBV2 26679 70035 2.14% 0.349%

24 9.937 2524 2539 2548 rVB5 49103 112947 3.45% 0.562%
25 10.059 2563 2577 2605 rBV 662460 1299079 39.64% 6.467%

26 10.230 2622 2630 2635 rBv4 30300 52482 1.60% 0.261%
27 10.403 2676 2684 2693 rVV5 22284 39050 1.19% 0.194%
28 10.490 2697 2711 2726 rVv4 118926 252657 7.71% 1.258%
29 10.596 2728 2744 2756 rVB10 22390 63757 1.95% 0.317%

30 10.763 2779 2796 2806 rBV3 52390 112969 3.45% 0.562%

31 10.889 2828 2835 2843 rVV3 28911 42929 1.31% 0.214%
32 11.291 2946 2960 2973 rVB4 62549 126692 3.87% 0.631%
33 11.381 2974 2988 3007 rBV 605220 1088201 33.21% 5.417%
34 11.603 3039 3057 3076 rBV2 74590 176140 5.37% 0.877%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062433.D

Aca On > 9 Jul 2020 2:47

Operator : JC/MD

Sample : L3215-10

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 43 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\82N0O70820W.M

Title : SW846 8260

35 11.921 3148 3156 3170 rVB2 18701 34496 1.05% 0.172%
36 12.223 3241 3250 3260 rBV 55244 88700 2.71% 0.442%
37 12.377 3285 3298 3315 rBV 438586 750651 22.91% 3.737%
38 12.567 3344 3357 3371 rVB 15165 37040 1.13% 0.184%
39 12.660 3371 3386 3395 rVvv2 24015 46969 1.43% 0.234%

40 12.866 3438 3450 3464 rBVY 235248 380469 11.61% 1.894%

41 13.139 3519 3535 3548 rBV3 37669 87609 2.67% 0.436%
42 13.320 3579 3591 3614 rBVY 503591 901022 27.49% 4._.486%
43 13.519 3631 3653 3663 rBV2 1674856 3277048 100.00% 16.314%
44 13.567 3663 3668 3684 rVB 107687 171152 5.22% 0.852%

45 13.648 3684 3693 3702 rVB2 32111 48195 1.47% 0.240%
46 13.715 3702 3714 3725 rVB3 50413 90270 2.75% 0.449%
47 13.786 3725 3736 3748 rVB2 44911 79182 2.42% 0.394%

48 13.863 3748 3760 3770 rBV 402736 629992 19.22% 3.136%
49 13.921 3770 3778 3784 rVV 135126 212608 6.49% 1.058%
50 13.969 3784 3793 3807 rVvVv 805338 1303568 39.78% 6.490%

51 14.104 3825 3835 3844 rBV5 24457 38750 1.18% 0.193%
52 14.184 3845 3860 3873 rBV 267242 431761 13.18% 2.149%
53 14.265 3874 3885 3891 rVVv2 19063 34652 1.06% 0.173%

54 14.451 3933 3943 3953 rVV2 286456 468318 14.29% 2.331%
55 14.567 3965 3979 3991 rBV2 471755 858466 26.20% 4.274%

56 14.631 3991 3999 4010 rVB4 46031 77677 2.37% 0.387%
57 14.715 4016 4025 4035 rVB3 32286 52403 1.60% 0.261%
58 14.821 4035 4058 4066 rBv4 83376 201583 6.15% 1.004%
59 14.927 4078 4091 4105 rVB2 88145 201405 6.15% 1.003%

60 15.384 4223 4233 4244 rBV2 25488 43688 1.33% 0.217%
61 15.545 4270 4283 4302 rBV4 12027 35865 1.09% 0.179%
Sum of corrected areas: 20087171
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062433.D

Aca On > 9 Jul 2020 2:47

Operator : JC/MD

Sample : L3215-10

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N070820W .M
SW846 8260

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

Abundance TIC: VN062433.D
1500000
1000000
500000
5.00
2.77 ’igg 588 6.58
Time--> 1.80 2.00 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 5.60 580 600 620 6.40 6.60
Abundance TIC: VN062433.D
1500000
1000000
10.06 11.38
500000

10.49

102 0.7 89 11.28| 11.60
o 3 310.40110.60% ?
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN062433.D
1352
1500000
1000000
13.97
500000 12.38 1332
12.87
REES 92 12.22 12& 66 “ 13.14 1538554
. . . ~lp AR , A YA/ .
Time--> 1200 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\VNO70820\
Data File : VN062433.D

Aca On > 9 Jul 2020 2:47

Operator : JC/MD

Sample : L3215-10

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N070820W .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 Cyclopentane, methyl- Concentration Rank 9

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

6.58 14.46 ug/I 233397 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 90
2 Cvclohexane 84 C6H12 000110-82-7 78
3 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 50
4 Cvclopropane. propvl- 84 C6H12 002415-72-7 50
5 Cyclobutane 56 C4HS8 000287-23-0 47

Abundance Scan 1495 (6.580 min): VN062433.D (-1476) (-) 56.05 100.00%
56
41 &
5000 69
3 5053 65 g 84 6 20 6.40 6.60 6.80 7.00
o””“”W”qunpuwuquéphwuqhn,“WHWJL““WHWHJPHTHW 41.05 54.63%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69

620 6.40 6.60 6.80 7.00
28 69.00 42.59%

84
15 | 34\ | 505 \3‘ 65 | " |
e RRARaRaaa0 B L e nanaanan
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance

o

56
" VANV N
6.20 6.40 6.60 6.80 7.00
5000 41 m/z 55.00 27.59%
69
27
0 15 30 38 44 5053 65 7477 81
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 /\\
Abundance #1329: 1H-Tetrazole, 5-methyl- R e o e
56 6.0 6.40 6.60 6.80 7.00
27 m/z 42.00 24.51%
5000
42
0o | 5 o
e el N I S——
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062433.D

Aca On > 9 Jul 2020 2:47

Operator : JC/MD

Sample : L3215-10

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N070820W .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 Ethylidenecyclobutane Concentration Rank 10

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

8.13 14.00 ug/Il 282250 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvlidenecvclobutane 82 C6H10 001528-21-8 55
2 Cvclohexene 82 C6H10 000110-83-8 55
3 1.4-Hexadiene. (2)- 82 C6H10 007318-67-4 50
4 trans-1.4-Hexadiene 82 C6H10 007319-00-8 45
5 1,4-Hexadiene 82 C6H10 000592-45-0 45

Abundance Scan 1977 (8.130 min): VN062433.D (-1957) (-) m/z 67.00 100.00%
41 a7
56
5000 82
| 98 207 7.80 8.00 8.20 8.40
of L~ m/z  70.05 86.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1219: Ethylidenecyclobutane
54 a7
82
5000
a 7.80 8.00 8.20 8.40
m/z 41.00 81.77%
0 R oL B e o S L e O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
67
>4 7.80 8.00 820 8.40
5000 39 m/z 56.05 68.85%
82
27
14
G S S UL S UL UL L I WAL WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1208: 1,4-Hexadiene, (2)-
67 7.80 8.00 8.20 8.40
m/z 54.10 65.95%
5000 39
82
21 54
0 ..1‘.5|.‘H‘..‘H..HIH‘.‘“‘H..“l‘....|....|....l....l....l....l.... \. AP IRVRRARL & MM A
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062433.D

Aca On > 9 Jul 2020 2:47

Operator : JC/MD

Sample : L3215-10

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N070820W .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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

8.20 31.74 ug/1 639868 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 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 25
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 1999 (8.201 min): VN062433.D (-1987) (-) m/z 73.10 100.00%
7B
5000
43 > /\
87 SNIUPAY/A NS S
7.80 8.00 8.20 8.40 8.60
ol ..,'.|..?E,‘....,....,....,....,....,?97.. m/z 55.05  40.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 7.80 8.00 820 8.40 8.60
55 87 m/z 43.10 33.97%
29
e S L I I B WL B L S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
87
7.80 8.00 8.20 8.40 8.60
5000 41 55 m/z 87.05 23.53%
29
0 99 112 129
LI SULELEL SULELEL SURLLEL SLRLAL UL WAL SO WAL L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8391: 3-Pentanol, 2,4-dimethyl-  ERmE maa S E SIS A
73 7.80 8.00 820 8.40 8.60
m/z 41.10 15.54%
5000 a3 9>
27
ot Al ML L %5 e wa
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 820 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062433.D

Aca On > 9 Jul 2020 2:47

Operator : JC/MD

Sample : L3215-10

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N070820W .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, l-ethyl-2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.87 21.11 ug/1 380469 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 3451 (12.869 min): VN062433.D (-3438) (-) m/z 105.10 100.00%
105
5000
120
39 51 65 7|7 o1 207 12.60 12.80 13.00 13.20
Ot b e 207 a7z 120.10 0 29.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 12.60 12.80 13.00 13.20
m/z 77.00 13.46%
15 27 39 51 65 7T T
m/z--> 20 Jo 60 80 100 150 140 160 180 200
Abundance
105
120 12.60 12.80 13.00 13.20
5000 m/z 91.10 11.94%

15 27 39 51 65 7791

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9402: Mesitylene
105 12.60 12.80 13.00 13.20
m/z 79.00 9.74%
120
5000

27 39 51 65 o o |
o e i YT —

m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062433.D

Aca On > 9 Jul 2020 2:47

Operator : JC/MD

Sample : L3215-10

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N070820W .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 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.52 181.85 ug/Il 3277050 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 96
2 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 78
3 Deltacvclene 118 C9H10 007785-10-6 68
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 64
5 Benzene, l-ethenyl-4-methyl- 118 C9H10 000622-97-9 64
Abundance Scan 3653 (13.519 min): VN062433.D (-3631) (-) m/z 117.10 100.00%
117
5000
39 5 63 o, L 13.20 13.40 13.60 13.80
51 77 103 : : :
0 o m/z 118.10  54.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8949: Indane
117
5000 Y
13.20 13.40 13.60 13.80
39 =g o1 m/z 115.00 32.08%
13 %] ', 77 | 103 ‘
0"”I'h”\'ﬂ”IM'”H'J”Iu'JI"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
13.20 13.40 13.60 13.80
5000 m/z 91.00 16.73%
91
- 39 51 65 77 103
e L L I S L S S BRI S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8953: Deltacyclene
117 13.20 13.40 13.60 13.80
m/z 63.00 9.47%
5000
a9 91
51 65 77 ‘ 103 ‘
0..”,..”ﬂ.ﬁmHU.”M.Ju,h.d]..”,..”,..”,..”,..”
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062433.D

Aca On > 9 Jul 2020 2:47

Operator : JC/MD

Sample : L3215-10

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N070820W .M
SW846 8260

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

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

Peak Number 6 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.86 34.96 ug/1 629992 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 95
2 p-Cvmene 134 C10H14 000099-87-6 95
3 o-Cvmene 134 C10H14 000527-84-4 95
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94

Abundance Scan 3759 (13.860 min): VN062433.D (-3748) (-) m/z 119.10 100.00%
119
5000
o1 134
39 51 65 /7 105 007 13.60 13.80 14.00 14.20
o} B PN N B —————— - A m/z 134.10 28.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 13.60 13.80 14.00 14.20
0
. 3‘9 51 o 77 91 105 m/z 91.00 18.59%
0...‘. V- ‘..“ﬁ‘. T
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
13.60 13.80 14.00 14.20
5000 m/z 120.10 10.08%
o1 134
. 27 41 53 65 77 103
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14812: o-Cymene
119 13.60 13.80 14.00 14.20
m/z 105.00 9.68%
5000
134
91
Sl W) I
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062433.D

Aca On > 9 Jul 2020 2:47

Operator : JC/MD

Sample : L3215-10

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N070820W .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 Indan, l1-methyl-

Concentration Rank 2

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

13.97 72.34 ug/1 1303570 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indan. 1-methvl- 132 C10H12 000767-58-8 93
2 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 90
3 Benzene. (2-methyl-1-propenvl)- 132 C10H12 000768-49-0 87
4 Benzene. 1-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 81

5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 74

Abundance Scan 3793 (13.969 min): VN062433.D (-3784) (-) m/z 117.05 100.00%
117
5000
132
91
39 51 63 77 103 13.60 13.80 14.00 14.20
o! e 148 2% "m/z 115.00 32.13%
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
o1 m/z 132.10 27.06%
27 PS03 ||
O e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
B e e R
13.60 13.80 14.00 14.20
5000 132 m/z 91.00 15.56%
91
15 27 39 51 63 77 103
O TR o o o o L o LI o o S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14069: Benzene, (2-methyl-1-propenyl)-
117 132 13.60 13.80 14.00 14.20
m/z 119.10 9.98%
5000
91
39 51 65 77 fMU\
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062433.D

Aca On > 9 Jul 2020 2:47

Operator : JC/MD

Sample : L3215-10

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N070820W .M
SW846 8260

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

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

Peak Number 8 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.18 23.96 ug/1 431761 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 96
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
Abundance Scan 3859 (14.181 min): VN062433.D (-3845) (-) m/z 119.10 100.00%
119
5000 134 ]\
91 LN SURIL AU B
39 51 65 77 103 007 13.80 14.00 14.20 14.40
o} N S N P e N | -/ A m/z 134.10 45.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119
5000 134
13.80 14.00 14.20 14.40
o1 m/z 91.00 17.90%
15 2\7 3\9 5\1 6\5 7\7 ‘ 105 M \
o7 T T T T T T T
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance
119
13.80 14.00 14.20 14.40
5000 134 m/z 120.10 9.88%
91
15 27 39 51 65 77 | 103
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119 13.80 14.00 14.20 14.40
m/z 133.10 9.77%
134
5000
21 39 51 g5 77 N e
0 ...|.‘...‘l‘..“ﬁ‘.|‘k‘...“‘|..‘..|‘.‘..‘.‘l...“.l....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062433.D

Aca On > 9 Jul 2020 2:47

Operator : JC/MD

Sample : L3215-10

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N070820W .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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.45 25.99 ug/1 468318 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 96
2 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 95
3 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 94
4 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 93
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 87
Abundance Scan 3943 (14.451 min): VN062433.D (-3933) (-) m/z 117.10 100.00%
117
5000 132
91 EPVLNRAA B B R
39 51 64 77 103 14.20 14.40 14.60 14.80
0 bl 4T 162 207 | "m/z 132.10  38.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000 R VAR B B U
o1 14.20 14.40 14.60 14.80
0
30 51 65 77 ‘ Lo ‘ m/z 115.00 27 .53%
0||||||||||“”‘“H::“i“||‘=||Mi‘||l‘||‘l‘|‘|||||||||||||||||||||
m/z--> 20 80 100 120 140 160 180 200
Abundance
117
14.20 14.40 14.60 14.80
5000 132 m/z 131.05 20.60%
27 39 51 65 77 91 103
O T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117 14.20 14.40 14.60 14.80
m/z 91.00 13.86%
5000 132
5279 8T Tam ||
m/z--> 20 4'0 60 80 1(')0 12'0 140 160 180 200 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VNO70820\
Data File : VN062433.D

Acq On > 9 Jul 2020 2:47

Operator : JC/MD

Sample - L3215-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N070820W .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]
Cyclopentane, met... 6.58 14.5 ug/1 233397 1 7.63 807284 50.0
Ethylidenecyclobu. .. 8.13 14.0 ug/I1 282250 2 8.55 1008010 50.0
Butane, 2-methoxy... 8.20 31.7 ug/l 639868 2 8.55 1008010 50.0
Benzene, l-ethyl-_.. 12.87 21.1 ug/Il 380469 4 13.32 901022 50.0
Indane 13.52 181.8 ug/l 3277050 4 13.32 901022 50.0
Benzene, 2-ethyl-_... 13.86 35.0 ug/I1 629992 4 13.32 901022 50.0
Indan, 1-methyl- 13.97 72.3 ug/1 1303570 4 13.32 901022 50.0
Benzene, 1,2,3,4-_... 14.18 24_0 ug/I1 431761 4 13.32 901022 50.0
Benzene, 2-etheny... 14.45 26.0 ug/I1 468318 4 13.32 901022 50.0
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