LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111820\
Data File : VN064718.D

Aca On : 18 Nov 2020 19:48

Operator : JC/MD

Sample : L4783-18 40X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 21 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 2.422 200 212 213 rBV3 25472 36549 2.36% 0.362%
2 2.779 312 323 333 rVB3 23403 47245 3.05% 0.468%
3 3.123 420 430 431 rBvV8 11411 16565 1.07% 0.164%
4 3.525 542 555 572 rVB2 38956 95707 6.18% 0.949%
5 4_.373 806 819 835 rBv4 11485 34675 2.24% 0.344%
6 6.579 1493 1505 1521 rVB9 10546 27645 1.78% 0.274%
7 7.348 1727 1744 1759 rVB5 18475 49825 3.22% 0.494%
8 7.547 1786 1806 1818 rBVvV2 169919 434546 28.05% 4_.307%
9 7.624 1818 1830 1849 rVvv2 317126 760406 49.08% 7.537%
10 7.991 1923 1944 1965 rBv3 295442 748682 48.33% 7.421%
11 8.158 1973 1996 1997 rBV10 13768 31518 2.03% 0.312%
12 8.550 2103 2118 2140 rVB 542828 1143350 73.80% 11.332%
13 9.039 2263 2270 2285 rVB 7831 15915 1.03% 0.158%
14 9.621 2442 2451 2464 rVB6 15055 36244 2.34% 0.359%

15 10.058 2574 2587 2600 rBV 854035 1549221 100.00% 15.355%

16 10.122 2601 2607 2620 rVB2 24520 45086 2.91% 0.447%
17 11.380 2984 2998 3017 rBV 874261 1524166 98.38% 15.107%
18 11.482 3017 3030 3043 rVB 157622 268371 17.32% 2.660%
19 11.592 3054 3064 3073 rBv4 8226 15879 1.02% 0.157%
20 12.222 3248 3260 3275 rVB2 68049 112448 7.26% 1.115%

21 12.376 3292 3308 3326 rBV 702000 1182276 76.31% 11.718%
22 12.563 3352 3366 3380 rVB 77481 125119 8.08% 1.240%
23 12.865 3448 3460 3468 rBV2 16508 25883 1.67% 0.257%
24 13.315 3587 3600 3617 rBV 845743 1398107 90.25% 13.857%
25 13.518 3645 3663 3673 rBV2 90927 164275 10.60% 1.628%

26 13.862 3760 3770 3779 rBV2 24186 38468 2.48% 0.381%

27 13.968 3796 3803 3811 rVB5 11172 16369 1.06% 0.162%

28 14.183 3863 3870 3877 rBV2 14090 20443 1.32% 0.203%

29 14.447 3944 3952 3960 rBV9 10530 17296 1.12% 0.171%

30 14.566 3976 3989 3999 rBV6 25815 54526 3.52% 0.540%

31 15.103 4147 4156 4167 rVB 29830 52441 3.38% 0.520%
Sum of corrected areas: 10089246
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111820\
Data File : VN064718.D

Aca On : 18 Nov 2020 19:48

Operator : JC/MD

Sample : L4783-18 40X

Misc - 5.00mL/MSVOA N/WATER

ALS Vial :© 21 Sample Multiplier: 1

Quant Method
Quant Title

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

C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Abundance TIC: VN064718.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111820\
Data File : VN064718.D

Aca On : 18 Nov 2020 19:48

Operator : JC/MD

Sample : L4783-18 40X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 21 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 Cyclopropane, 1,1-dimethyl- Concentration Rank 1

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

3.52 6.29 ug/Il 95707 Pentafluorobenzene 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. 1.1-dimethvl- 70 C5H10 001630-94-0 86
2 Cvclopropane. 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 80
3 2-Butene. 2-methvl- 70 C5H10 000513-35-9 72
4 1-Butene. 3-methvl- 70 C5H10 000563-45-1 72
5 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 72

Abundance Scan 554 (3.521 min): VN064718.D (-542) (-) m/z 55.00 100.00%
55
5000 70
942
36 H 5I 61 67 3.20 3.40 3.60 3.80
o.uuupuw””““w””““w“”“”.u”.”.“”“”.hupuqJnﬁ“w“““ m/z 70.00 42 .74%
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #578: Cyclopropane, 1,1-dimethyl-
55
5000 39 70
) 3.20 3.40 3.60 3.80
21 m/z 38.95 32.07%
s | I 2 62 67
O T T T T T T T T
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
55
3.20 3.40 3.60 3.80
5000 0 m/z 41.00 29.46%
41
29
0 26 32 38 51 62 67
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #569: 2-Butene, 2-methyl-
55 3.20 3.40 3.60 3.80
m/z 42.10 26.10%
5000
41 70
27
o 2 1212 ‘ 44
m/z--> 0 5 10 1% 20 25 30 35 40 45 50 55 60 65 70 75 80 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111820\
Data File : VN064718.D

Aca On : 18 Nov 2020 19:48

Operator : JC/MD

Sample : L4783-18 40X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 21 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 Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.52 5.87 ug/l 164275 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 95
2 Benzene. l-ethenvl-4-methvl- 118 C9H10 000622-97-9 68
3 Benzene. (2-bromocvclopropvl)- 196 C9H9Br 036617-02-4 64
4 Bicvclol4.2.0locta-1.3.5-triene.... 118 C9H10 055337-80-9 62
5 trans-Cinnamyl bromide 196 C9H9Br 026146-77-0 59

Abundance Scan 3664 (13.521 min): VN064718.D (-3645) (-) m/z 117.00 100.00%

117

5000

13.20 13.40 13.60 13.80

o! e || m/z 118.10  53.76%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8951: Indane
117
5000 |||||/|\|||||||||||||||/|\|

13.20 13.40 13.60 13.80
m/z 115.00 41.21%

91
39 63
15 27 l ?1\‘\\ 7 \‘ 193

O e e e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
R RERREEEE SR n e
13.20 13.40 13.60 13.80
5000 o m/z 91.00 18.12%
39
27 51 63 77 103
15
O e T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58678: Benzene, (2-bromocyclopropyl)-
117 13.20 13.40 13.60 13.80
m/z 116.10 13.06%
5000
91
39 51 63
0 27 | [ fro 102 | 131 152 173184196
L B o o B ELE AL B e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 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\VN111820\
Data File : VN064718.D

Acq On : 18 Nov 2020 19:48

Operator : JC/MD

Sample : L4783-18 40X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 21 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N111820W .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]
Cyclopropane, 1,1... 3.52 6.3 ug/Il 95707 1 7.62 760406 50.0
Indane 13.52 5.9 ug/Il 164275 4 13.32 1398110 50.0
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