LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064730.D

Aca On : 19 Nov 2020 14:01

Operator : JC/MD

Sample : L4783-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 9 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\82N111820W.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 2.164 117 132 144 rVB 176956 280228 2.01% 0.216%
2 2.779 308 323 349 rBVY 1306140 2681193 19.24% 2.067%
3 3.123 410 430 456 rVvB5 723521 2195335 15.75% 1.692%
4 3.287 467 481 499 rvVB 165246 352801 2.53% 0.272%
5 3.524 538 555 584 rVB 2403826 5773588 41.42% 4.451%
6 3.759 607 628 655 rVB2 328420 1009610 7.24% 0.778%
7 4.383 793 822 838 rBV 778411 2330719 16.72% 1.797%
8 4.486 839 854 862 rBV2 278189 844139 6.06% 0.651%
9 4.743 919 934 965 rVB3 138209 491051 3.52% 0.379%
10 4.997 985 1013 1042 rBV3 418459 1554953 11.16% 1.199%

11 5.325 1092 1115 1137 rBV3 72691 246276 1.77% 0.190%
12 5.518 1151 1175 1202 rBV5 68305 225320 1.62% 0.174%
13 5.878 1263 1287 1311 rBV2 538225 1668068 11.97% 1.286%
14 6.020 1311 1331 1347 rBV2 294181 933605 6.70% 0.720%
15 6.110 1349 1359 1376 rVB4 97573 279701 2.01% 0.216%

16 6.325 1407 1426 1453 rBV3 352097 1059722 7.60% 0.817%
17 6.473 1456 1472 1486 rBV2 94294 271507 1.95% 0.209%
18 6.582 1486 1506 1522 rBV 733058 2271800 16.30% 1.751%
19 7.347 1729 1744 1767 rVB 1169848 3027690 21.72% 2.334%
20 7.550 1782 1807 1814 rBV 228206 645376 4.63% 0.497%

21 7.618 1815 1828 1843 rVV6 827638 2418103 17.35% 1.864%
22 7.704 1845 1855 1878 rVB3 250625 705297 5.06% 0.544%
23 7.836 1878 1896 1911 rBV2 207226 519211 3.72% 0.400%
24 8.003 1927 1948 1968 rBV 5186166 12505188 89.72% 9.640%
25 8.164 1971 1998 2021 rVV4 794584 3818375 27.39% 2.943%

26 8.267 2022 2030 2050 rvv3 102453 280333 2.01% 0.216%
27 8.376 2052 2064 2085 rVB5 68821 223123 1.60% 0.172%
28 8.547 2098 2117 2141 rBV3 1155110 2975928 21.35% 2.294%
29 8.785 2179 2191 2198 rvv2 221912 466735 3.35% 0.360%
30 8.826 2199 2204 2226 rVB 218482 434635 3.12% 0.335%

31 9.048 2246 2273 2285 rBV5 471436 1355962 9.73% 1.045%
32 9.109 2285 2292 2304 rVvV3 101413 195544 1.40% 0.151%
33 9.187 2305 2316 2324 rVV2 71655 149665 1.07% 0.115%
34 9.238 2324 2332 2346 rVB4 114104 253096 1.82% 0.195%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064730.D

Aca On : 19 Nov 2020 14:01

Operator : JC/MD

Sample : L4783-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 9 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\82N111820W.M
SW846 8260

35 9.399 2373 2382 2388 rBv6 110280 216038 1.55% 0.167%

36 9.489 2399 2410 2425 rVB 628310 1242470 8.91% 0.958%
37 9.585 2425 2440 2442 rBvV 430401 665021 4.77% 0.513%
38 9.621 2443 2451 2468 rVB3 1070834 2496545 17.91% 1.924%
39 9.820 2499 2513 2523 rBV7 93379 249325 1.79% 0.192%
40 9.936 2539 2549 2558 rBvV2 271054 472018 3.39% 0.364%

41 9.994 2558 2567 2576 rVB 334925 554819 3.98% 0.428%
42 10.058 2576 2587 2598 rBV 1214879 2214855 15.89% 1.707%
43 10.122 2598 2607 2620 rVB 1148290 2027436 14.55% 1.563%
44 10.489 2712 2721 2738 rVB4 166186 365685 2.62% 0.282%
45 10.576 2738 2748 2764 rVB2 166633 322038 2.31% 0.248%

46 10.765 2793 2807 2825 rVB 425859 772636 5.54% 0.596%
47 11.379 2985 2998 3011 rBV 968423 1698227 12.18% 1.309%
48 11.482 3016 3030 3050 rVB 8284498 13938708 100.00% 10.745%
49 11.592 3052 3064 3075 rBVY 312409 604580 4._.34% 0.466%
50 12.222 3247 3260 3274 rBV 4258431 6936231 49.76% 5.347%

51 12.376 3297 3308 3326 rVB 820721 1393412 10.00% 1.074%
52 12.566 3353 3367 3386 rBV 4846510 7683444 55.12% 5.923%
53 12.865 3446 3460 3474 rBV 951265 1535929 11.02% 1.184%
54 13.141 3530 3546 3558 rBv4 215029 520904 3.74% 0.402%
55 13.315 3588 3600 3619 rBV2 982565 1863906 13.37% 1.437%

56 13.518 3641 3663 3673 rBV 5248992 9651538 69.24% 7.440%
57 13.569 3673 3679 3682 rBV2 137278 171885 1.23% 0.132%
58 13.646 3694 3703 3713 rBV 126452 197864 1.42% 0.153%
59 13.714 3713 3724 3735 rVB 508705 809754 5.81% 0.624%
60 13.862 3757 3770 3780 rBV 1725459 2640725 18.95% 2.036%

61 13.920 3780 3788 3794 rVV 182620 292404 2.10% 0.225%
62 13.968 3794 3803 3815 rVvB2 740078 1200669 8.61% 0.926%
63 14.183 3852 3870 3888 rBV 1138470 1829853 13.13% 1.411%
64 14.341 3910 3919 3930 rBV2 110857 173918 1.25% 0.134%
65 14.450 3943 3953 3962 rBV 690401 1068764 7.67% 0.824%

66 14.563 3974 3988 4000 rBV3 1554645 3153062 22.62% 2.431%
67 14.627 4000 4008 4019 rVB4 140759 238220 1.71% 0.184%
68 14.714 4025 4035 4048 rBV2 146914 234864 1.68% 0.181%
69 14.823 4050 4069 4077 rBV3 236886 496496 3.56% 0.383%
70 14.929 4090 4102 4113 rVB3 190197 389948 2.80% 0.301%

71 15.103 4136 4156 4168 rBV 2205510 3790779 27.20% 2.922%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064730.D

Aca On : 19 Nov 2020 14:01

Operator : JC/MD

Sample : L4783-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 9 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 - 0 Peak Location: TOP

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

Method
Title

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N111820W.M

: SW846 8260

72 15.383 4231 4243 4255 rBV2 103180 184775 1.33% 0.142%
73 15.540 4274 4292 4311 rBV3 63986 218268 1.57% 0.168%
74 16.119 4462 4472 4487 rVB 144420 275832 1.98% 0.213%
75 16.312 4517 4532 4547 rBV2 221478 488118 3.50% 0.376%

Sum of corrected areas: 129725840
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064730.D

Aca On : 19 Nov 2020 14:01

Operator : JC/MD

Sample : L4783-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N111820W .M
SW846 8260

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

Abundance TIC: VN064730.D
8000000

6000000

4000000

3.52
2000000
2.78

3.12 4.38 6.58

5.00 5.88
2.16 /\ 329 3,76 T\ 414 A 53355 /\6%u.%ﬁm

R A N A e N L A WA A SRV AU

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: VN064730.D
8000000 11448

6000000

8.00

4000000

2000000

04 VAN » — Ol LN — -
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN064730.D

8000000

6000000
13.52

12.57

4000000

2000000

12.86 13.32

16.1216.31
PaN A\

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\VN111920\
Data File : VN064730.D

Aca On : 19 Nov 2020 14:01

Operator : JC/MD

Sample : L4783-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N111820W .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 Butane, 2-methyl- Concentration Rank 7

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

2.78 55.44 ug/1 2681190 Pentafluorobenzene 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 94
2 Cvclobutane. methvl- 70 C5H10 000598-61-8 47
3 3-Buten-1-ol 72 C4H80 000627-27-0 38
4 Pentane 72 C5H12 000109-66-0 36
5 Methane, isocyanato- 57 C2H3NO 000624-83-9 9

Abundance Scan 323 (2.779 min): VN064730.D (-308) (-) m/z 43.05 100.00%
3
57
5000
39
36 5053, || 6083 67 72 77 81 2.40 2.60 2.80 3.00 3.20
Obrrprrrrprrrr e H e FH e e m/z 41.00 89.25%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #714: Butane, 2-methyl-
43
57
5000
2.40 2.60 2.80 3.00 3.20
29 39 m/z 42.05 85.94%
0 15 24 || 5083 6 7 2
miz> 5 10 15 20 25 30 3 40 45 50 5 60 85 70 75 80 5 9
Abundance
42
2.40 2.60 2.80 3.00 3.20
5000 m/z 57.05 65.61%
39 55
27 70
o 15 31 51 62 67
S A K LA KA LA R LAY KA RS KAL) LAY KARRN RN AL ALY KARAN A I
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #654: 3-Buten-1-ol
42 2.40 2.60 2.80 3.00 3.20
31 m/z 38.95 30.40%
5000
39
27
o 121518 |, | 36.//||/45 5088 57 69 2
m/z--> 5 10 15 20 25 30 35 40 45 50 5% 60 65 70 75 80 85 90 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064730.D

Aca On : 19 Nov 2020 14:01

Operator : JC/MD

Sample : L4783-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N111820W .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 Cyclopropane, 1,2-dimethyl-__._. Concentration Rank 2

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

3.52 119.38 ug/l 5773590 Pentafluorobenzene 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane., 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 91
2 2-Butene. 2-methvl- 70 C5H10 000513-35-9 86
3 Cvclopropane. 1.1-dimethvl- 70 C5H10 001630-94-0 80
4 1-Butene. 3-methvl- 70 C5H10 000563-45-1 78
5 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 76

Abundance Scan 554 (3.521 min): VN064730.D (-538) (-) m/z 55.00 100.00%
55 ?
5000 70
39
2
51 67 3.20 3.40 3.60 3.80
36 48 6063 82 86
opuquupmpuq”“wupAqnm“”uLIHWHHMAPHWHW”“PHWMW m/z 70.05 42.97%
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 T
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
55
5000 70
M 3.20 3.40 3.60 3.80
29 m/z 39.00 31.60%
% 2 B 51 e el
Orrrrr T T T T T e e
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
55
3.20 3.40 3.60 3.80
5000 70 m/z 41.00 29._47%
41
29
o 15 26 38 44 51 5862 67 73
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #578: Cyclopropane, 1,1-dimethyl-
55 3.20 3.40 3.60 3.80
m/z 42.00 22 .91%
5000 39 70
27 2
Ly AN LA AN BARAY AR RARLS SAAR) AARSY RANAA LA SRR LR RALS) LARSA ALY
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064730.D

Aca On : 19 Nov 2020 14:01

Operator : JC/MD

Sample : L4783-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N111820W .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 Cyclopentene Concentration Rank 9

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

4._.38 48.19 ug/1 2330720 Pentafluorobenzene 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene 68 C5H8 000142-29-0 91
2 Cvclopropane. methvImethvlene- 68 C5H8 018631-84-0 91
3 1-Butvne. 3-methvl- 68 C5H8 000598-23-2 59
4 1.3-Pentadiene. (E)- 68 C5H8 002004-70-8 59
5 1,3-Pentadiene 68 C5H8 000504-60-9 53

Abundance Scan 821 (4.380 min): VN064730.D (-793) (-) m/z 67.00 100.00%
67
5000
39
84 207 4.00 420 4.40 4.60 4.80
of N R s m/z 68.00 38 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #426: Cyclopentene
67
5000 B SAREE RAREE RN LR
4.00 420 4.40 4.60 4.80
39 53 m/z 39.00 27 .51%
27
0'}?wh'Jﬁ-J'ww"w"'w'"w"'w"'w"'w"'w"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
67
400 420 440 4.60 480
5000 39 m/z 53.00 20.02%
07 53
S S S I I WL LA L B L R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #447: 1-Butyne, 3-methyl-
53 67 4.00 420 4.40 4.60 4.80
m/z 41.00 13.17%
5000 27
39
0 L e o e o B B NI i e
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064730.D

Aca On : 19 Nov 2020 14:01

Operator : JC/MD

Sample : L4783-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N111820W .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 Cyclopentane, methyl- Concentration Rank 10

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

6.58 46.97 ug/1 2271800 Pentafluorobenzene 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
2 Cvclobutane. ethvl- 84 C6H12 004806-61-5 72
3 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 64
4 Cvclopropane. propvl- 84 C6H12 002415-72-7 53
5 Cyclobutane 56 C4H8 000287-23-0 50

Abundance Scan 1505 (6.579 min): VN064730.D (-1486) (-) m/z 56.05 100.00%
56
41
5000 69
84 6.20 6.40 6.60 6.80 7.00
37 51 | 6165, 74 79
o........,....,....,....,....,....,....,....,..:l;.l!.,....i:.::, trprrepe ety | M/z 41.00 54.32%
m/z--> 0 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
6.20 6.40 6.60 6.80 7.00
o8 o m/z 69.10 43.00%
15 \‘ | 37\ | 51\\‘ | 65\\ . "
) ) A A LA SR LAY LA AL KLY WAkl AR RALSI Ak LALAL S LA S e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
41 6.20 6.40 6.60 6.80 7.00
5000 m/z 55.05 26 .39%
27
69
ol 1 15 37 51 65 84
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1329: 1H-Tetrazole, 5-methyl-
56 6.20 6.40 6.60 6.80 7.00
27 m/z 39.00 24.66%
5000
42
38 84
Ol R
m/z--> 0 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\VN111920\
Data File : VN064730.D

Aca On : 19 Nov 2020 14:01

Operator : JC/MD

Sample : L4783-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N111820W .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 Cyclopentene, 1-methyl- Concentration Rank 6

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

7.35 62.60 ug/1 3027690 Pentafluorobenzene 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene., 1-methvl- 82 C6H10 000693-89-0 90
2 Cvclopentene. 4-methvl- 82 C6H10 001759-81-5 87
3 Cvclopentene. 3-methvl- 82 C6H10 001120-62-3 86
4 1.4-Hexadiene. (2)- 82 C6H10 007318-67-4 86
5 C2H5CH=CHCH=CH2 82 C6H10 000592-48-3 83

Abundance Scan 1745 (7.351 min): VN064730.D (-1729) (-) m/z 67.00 100.00%
67
5000
82
’ 53 7.00 720 7.40 7.60
77 - - - -
3 SN :|i|. sl 62yl 2 VLN el s 82 10 29.05%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1238: Cyclopentene, 1-methyl-
67
5000 AL IR LU UL I
7.00 7.20 7.40 7.60
39 82 m/z 39.00 19.65%
27 ‘ 53
ol ds T o
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
67
7.00 7.20 7.40 7.60
5000 m/z 41.00 14 _.69%
39 82
27
15 44 49 6 7
e e L S L S SN S UL S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1244: Cyclopentene, 3-methyl-
67 7.00 7.20 7.40 7.60
m/z 81.10 14 _.19%
5000
41 82
27 53
0"|""|""'|'"'i‘""|"w"|""l|"'77"|""|""l
m/z--> 10 20 30 40 50 60 70 80 90 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064730.D

Aca On : 19 Nov 2020 14:01

Operator : JC/MD

Sample : L4783-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N111820W .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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 5

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

8.16 64 .15 ug/1 3818380 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 53
2 Hexane. 2.2.5.5-tetramethvl- 142 C10H22 001071-81-4 43
3 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 42
4 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 42
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 38

Abundance Scan 1997 (8.161 min): VN064730.D (-1971) (-) 57.10 100.00%
57 ﬁ
5000
41
o 7.80 8.00 8.20 8.40
82 99
o..,....,....,....|i:|..‘.‘,9.-!'..-,...|.,....~,!...,....',....1,?.2..,....,....,....,. m/z 41.00 33.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7672: Butane, 2,2,3,3-tetramethyl-
57
5000
41 7.80 8.00 8.20 8.40
- m/z 56.10 31.13%
5 | | 69 s %
S A R AR A KA RN AR RS LA LR SARS LRI RARAE L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
7.80 8.00 8.20 8.40
5000 m/z 66.95 18.83%
41 71
0 49 85 95 107115 127 137
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7651: Hexane, 2,2-dimethyl-
57 7.80 8.00 8.20 8.40
m/z 43.05 17.39%
5000
- 41
ol 15 ] 1l | 6o 83 99
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064730.D

Aca On : 19 Nov 2020 14:01

Operator : JC/MD

Sample : L4783-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N111820W .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 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.52 258.91 ug/Il 9651540 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Deltacvclene 118 C9H10 007785-10-6 68
3 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 64
4 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 60
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 58
Abundance Scan 3664 (13.521 min): VN064730.D (-3641) (-) m/z 117.10 100.00%
117
5000 {&
39 51 63 ot 13.20 13.40 13.60 13.80
77 103 : : : :
o! 29 | m/z 118.10  55.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8951: Indane
117
5000 SRR RN UL LS
13.20 13.40 13.60 13.80
o1 m/z 115.00 33.97%
0 15 27 3\9 ?1 \?ﬁ 77 \‘ 193 |
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 90.95 16.85%
a9 91
51 65 77 103
e L S S L L B L L B WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8982: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117 13.20 13.40 13.60 13.80
m/z 63.00 9.43%
5000 91
g o |
0::::‘:::||‘=|‘::::‘::‘ﬁ:‘::::‘::::|||||||| ——
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\VN111920\
Data File : VN064730.D

Aca On : 19 Nov 2020 14:01

Operator : JC/MD

Sample : L4783-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N111820W .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, 4-ethyl-1,2-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.86 70.84 ug/1 2640730 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
2 o-Cvmene 134 C10H14 000527-84-4 95
3 p-Cvmene 134 C10H14 000099-87-6 95
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94

Abundance Scan 3769 (13.858 min): VN064730.D (-3757) (-) m/z 119.05 100.00%
119
5000
o1 134
39 51 65 17 | 105 148 13.60 13.80 14.00 14.20
Obrrprrrrprerr ekt bt b e m/z 134.10 27.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-

5000
13.60 13.80 14.00 14.20

m/z 91.00 18.81%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance

119
13.60 13.80 14.00 14.20
5000 m/z 76.95 10.23%
134
91
15 27 41 51 65 77 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14809: p-Cymene

13.60 13.80 14.00 14.20
m/z 120.10 9.97%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064730.D

Aca On : 19 Nov 2020 14:01

Operator : JC/MD

Sample : L4783-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N111820W .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, 1,2,3,4-tetramethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.18 49.09 ug/1 1829850 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 96
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
3 o-Cvmene 134 C10H14 000527-84-4 95
4 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
Abundance Scan 3869 (14.180 min): VN064730.D (-3852) (-) m/z 119.05 100.00%
119
5000 134
39 ng 13.80 14.00 14.20 14.40
51 65 103 . . . .
bbb e el 148208 1 /7 134.05  43.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119
134
5000
13.80 14.00 14.20 14.40
9 m/z 91.00 17.80%
1
1527 45365 77 7 105
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
134 13.80 14.00 14.20 14.40
5000 m/z 120.10 9.48%
ol 15 27 39 51 65 77 L 105
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14811: o-Cymene
119 13.80 14.00 14.20 14.40
m/z 76.95 9.22%
5000
134
91
| mmege T T |
mz-> 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\VN111920\
Data File : VN064730.D

Aca On : 19 Nov 2020 14:01

Operator : JC/MD

Sample : L4783-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N111820W .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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14 .56 84 .58 ug/1 3153060 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 95
2 2.4-Dimethvlstvrene 132 C10H12 002234-20-0 95
3 1-Phenvl-1-butene 132 C10H12 000824-90-8 87
4 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 87
5 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 87
Abundance Scan 3987 (14.559 min): VN064730.D (-3974) (-) m/z 117.05 100.00%
147
5000
132
91
39 51 65 /7 14.20 14.40 14.60 14.80
147 : : : -
0 2 200 Tm/z 119.10  56.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14086: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
91 14.20 14.40 14.60 14.80
51 m/z 132.10 34.12%
al 1 9]
0 ...,....,‘..‘l‘.,‘m..”.“l..‘:.,“;‘...‘,.‘l‘.‘.,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
132 14.20 14.40 14.60 14.80
5000 m/z 115.00 33.45%
91
39
27 51 63 77
15 105
e L S S S WL I LA L B L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14034: 1-Phenyl-1-butene
117 14.20 14.40 14.60 14.80
m/z 91.00 25.48%
5000 132
91
27 39 51 65 77 ‘ 105 ‘
0 |||||‘|||‘|||“i”||‘ﬁ‘|||h|||‘i||”l“||“||l“:‘|||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 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\VN111920\
Data File : VN064730.D

Acq On : 19 Nov 2020 14:01

Operator : JC/MD

Sample : L4783-18

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N111820W .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]
Butane, 2-methyl- 2.78 55.4 ug/1 2681190 1 7.62 2418100 50.0
Cyclopropane, 1,2... 3.52 119.4 ug/l 5773590 1 7.62 2418100 50.0
Cyclopentene 4.38 48.2 ug/l 2330720 1 7.62 2418100 50.0
Cyclopentane, met... 6.58 47.0 ug/l 2271800 1 7.62 2418100 50.0
Cyclopentene, 1-m... 7.35 62.6 ug/l1 3027690 1 7.62 2418100 50.0
Butane, 2,2,3,3-t... 8.16 64.2 ug/1 3818380 2 8.55 2975930 50.0
Indane 13.52 258.9 ug/l 9651540 4 13.32 1863910 50.0
Benzene, 4-ethyl-_... 13.86 70.8 ug/1 2640730 4 13.32 1863910 50.0
Benzene, 1,2,3,4-_... 14.18 49.1 ug/l 1829850 4 13.32 1863910 50.0

4

Benzene, 2-etheny... 14.56 84.6 ug/1 3153060 13.32 1863910 50.0
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