LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100119\
Data File : VN0O58471.D

Aca On 1 Oct 2019 18:53

Operator : JC/SP

Sample : K5110-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 24 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\82N092719W_.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 2.169 108 123 136 rvVB 126452 213001 8.35% 1.280%
2 2.253 139 149 161 rBvY 20516 32755 1.28% 0.197%
3 2.690 274 285 302 rVB2 145578 307236 12.04% 1.846%
4 3.056 387 399 411 rVvv3 31434 63489 2.49% 0.382%
5 3.172 415 435 449 rVB6 12231 39711 1.56% 0.239%
6 3.484 513 532 547 rBV2 48577 125003 4 _.90% 0.751%
7 3.719 583 605 622 rBY 1019840 2550736 100.00% 15.330%
8 3.799 623 630 650 rVB 34149 85045 3.33% 0.511%
9 4.040 688 705 732 rBV 76585 222834 8.74% 1.339%
10 5.828 1237 1261 1290 rBV 189414 602672 23.63% 3.622%

11 6.812 1547 1567 1593 rBV3 134205 392735 15.40% 2.360%
12 7.574 1785 1804 1816 rBV 239615 609862 23.91% 3.665%
13 7.651 1816 1828 1855 rVB 441666 1061308 41.61% 6.378%
14 8.014 1921 1941 1958 rBV 294533 707533 27.74% 4.252%
15 8.117 1958 1973 1995 rVB3 403476 958683 37.58% 5.762%

16 8.574 2100 2115 2140 rBV 643804 1352560 53.03% 8.129%
17 8.844 2181 2199 2218 rVB6 41467 110490 4_.33% 0.664%
18 9.191 2292 2307 2328 rBV 277194 588293 23.06% 3.536%
19 9.481 2384 2397 2408 rBV3 29647 58194 2.28% 0.350%
20 9.850 2501 2512 2528 rBV3 30165 62926 2.47% 0.378%

21 10.085 2570 2585 2601 rBV 1033185 1902832 74.60% 11.436%
22 10.628 2735 2754 2770 rBV3 80376 155506 6.10% 0.935%

23 10.757 2781 2794 2816 rBV3 33387 77361 3.03% 0.465%
24 11.063 2878 2889 2905 rBV3 25650 46935 1.84% 0.282%
25 11.326 2957 2971 2981 rBV3 23191 44155 1.73% 0.265%
26 11.410 2981 2997 3015 rBV 858662 1508848 59.15% 9.068%
27 12.153 3219 3228 3238 rVBS8 23135 38794 1.52% 0.233%
28 12.406 3288 3307 3327 rBV2 714218 1307252 51.25% 7.856%
29 12.898 3450 3460 3471 rBV3 18651 29344 1.15% 0.176%
30 13.172 3533 3545 3556 rVB5 12819 26707 1.05% 0.161%
31 13.352 3588 3601 3623 rVB 684995 1164601 45.66% 6.999%
32 13.519 3645 3653 3659 rBV3 21063 34335 1.35% 0.206%
33 14.005 3791 3804 3813 rBV3 14978 25599 1.00% 0.154%

34 14.606 3975 3991 4005 rBV 76321 132058 5.18% 0.794%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100119\
Data File : VN0O58471.D

Aca On 1 Oct 2019 18:53

Operator : JC/SP

Sample : K5110-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 24 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\82N092719W .M
SW846 8260

Sum of corrected areas: 16639393
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100119\
Data File : VN0O58471.D

Aca On : 1 Oct 2019 18:53

Operator : JC/SP

Sample : K5110-01

Misc - 5.00mL/MSVOA N/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N092719W.M
Quant Title : SW846 8260

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

Abundance TIC: VN058471.D
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Abundance TIC: VN058471.D
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Abundance TIC: VN0O58471.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100119\
Data File : VN0O58471.D

Aca On : 1 Oct 2019 18:53

Operator : JC/SP

Sample : K5110-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092719W.M
Quant Title : 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 Ethane, 1,2-dichloro-1,1,2-... Concentration Rank 2

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

3.48 5.89 ug/Il 125003 Pentafluorobenzene 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 1.2-dichloro-1.1.2-trifl... 152 C2HCI2F3 000354-23-4 95
2 Fluorodichloromethane 102 CHCI2F 000075-43-4 27
3 Cvclopropane. 1.2-dimethvl-3-met... 82 C6H10 062338-02-7 16
4 2-Pentvn-4-one 82 C5H60 007299-55-0 16
5 1-Butyne, 3,3-dimethyl- 82 C6H10 000917-92-0 12

Abundance Scan 531 (3.481 min): VN058471.D (-513) (-) m/z 67.00 100.00%
a7
117
5000 85
51 320 340 3.60 3.80
37 98 152
Ol rereprrer ettt et e e pretb et || M7z 117.00  66.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25463: Ethane, 1,2-dichloro-1,1,2-trifluoro-
67
117
5000 IR SR AR SRR
31 85 3.20 3.40 3.60 3.80
o m/z 84.90 41.05%
ol 19 || 43 | 59 | 76| 98 133 1%
mz-> 10 20 % 40 50 60 70 80 90 100 110 130 130 140 180 160
Abundance
67
350 340 350 380
5000 m/z 68.90 35.26%
oq 35 47 83 102
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1270: Cyclopropane, 1,2-dimethyl-3-methylene- SRR Rt
67 320 340 360 380

m/z 118.90 22 .37%

41
5000
27
‘ ‘ 82
0 | \‘ \‘ ‘ il

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100119\
Data File : VN0O58471.D

Aca On : 1 Oct 2019 18:53

Operator : JC/SP

Sample : K5110-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092719W.M
Quant Title : 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 Isopropyl Alcohol Concentration Rank 1

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

4.04 10.50 ug/Il 222834 Pentafluorobenzene 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 78
2 Propane. 2-ethoxv- 88 C5H120 000625-54-7 40
3 Formic acid. 1-methvlethvl ester 88 C4H802 000625-55-8 40
4 2-Pentanol 88 C5H120 006032-29-7 9
5 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9

Abundance Scan 705 (4.040 min): VN058471.D (-688) (-) m/z 45.00 100.00%
45
5000
39 5 6 380 4.00 4.20 440
0¥ 11 SIS E m/z 43.00 26.46%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #295: Isopropy! Alcohol
45
5000
3.80 4.00 4.20 4.40
- m/z 41.00 10.13%
0 '"|""|}?“}$"'MH"'?ﬁ'h"|"'??""|""|""|"'
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance
45
3.80 4.00 4.20 4.40
5000 m/z 39.00 8.26%
73
27
15
0 '"|%"'|'"'|""|??'??'"'|??'??""|""|"'§%""
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2069: Formic acid, 1-methylethyl ester
45 3.80 4.00 4.20 4.40
m/z 42.00 6.50%
5000
27
‘ 39‘ 73
o LA 99 67 88
m/z--> 0 10 20 30 40 50 60 70 8 90 3.80 4.00 4.20 4.40

82N092719W.M Thu Oct 03 13:00:16 2019 Page: 5



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100119\
Data File : VN0O58471.D

Aca On : 1 Oct 2019 18:53

Operator : JC/SP

Sample : K5110-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092719W.M
Quant Title : 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 3-Phenylbut-1-ene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.61 5.67 ug/Il 132058 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 90
2 1H-Indene. 2.3-dihvdro-2-methvl- 132 C10H12 000824-63-5 87
3 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 87
4 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 87
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 87
Abundance Scan 3992 (14.609 min): VN058471.D (-3975) (-) m/z 117.00 100.00%
117
5000
132
% 516 77 oo || 1420 145 14's0 1450 1500
01 B e m/z 132.10 33.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14033: 3-Phenylbut-1-ene
117
5000 LA B SULRRA UL B
14.20 14.40 14.60 14.80 15.00
o1 132 m/z 115.10 30.77%
27 39 51 g5 77 ‘ 105 |
0I'h"l'””lm"NI”“'Im"M'““'I'”'I""P"'I"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
132 14.20 14.40 14.60 14.80 15.00
5000 m/z 131.10 19.01%
91
o7 39 51 65 77 104
L L L S A U L L L UL B WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117 14.20 14.40 14.60 14.80 15.00
m/z 91.00 14 .54%
5000 132
39 51 91
27 65 77
0 |.‘...l‘..“k‘.l“l‘...“lu.‘..Jl-(‘).3..‘Hl.‘l“.‘.|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 14.20 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN100119\
Data File : VN0O58471.D

Acq On 1 Oct 2019 18:53

Operator : JC/SP

Sample : K5110-01

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N092719W.M
Quant Title : 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]
Ethane, 1,2-dichl... 3.48 5.9 ug/Il 125003 1 7.65 1061310 50.0
Isopropyl Alcohol 4.04 10.5 ug/I1 222834 1 7.65 1061310 50.0
3-Phenylbut-1-ene 14.61 5.7 ug/Il 132058 4 13.35 1164600 50.0
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