LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA N\DATA\VNO51319\

Data File : VNO55576.D

Aca On - 13 May 2019 14:17

Operator : JC/SP

Sample - K2718-16 -
Misc - 5.130/10mL/100uL/5.00mL/MSVOA_N/MEOH = .
ALS Vial : 12 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\82N050819W_.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 2.011 61 74 86 rBv2 73371 173132 3.63% 0.536%
2 2.490 196 223 224 rBvV5 79748 201525 4.23% 0.624%
3 2.754 289 305 328 rVB2 312012 690324 14.48% 2.139%
4 4.516 831 853 854 rBV2 28833 58143 1.22% 0.180%
5 4.571 855 870 901 rVB4 124065 443761 9.31% 1.375%
6 5.030 994 1013 1042 rVB2 57683 205005 4 _.30% 0.635%
7 5.548 1156 1174 1194 rBV6 16540 52939 1.11% 0.164%
8 6.615 1486 1506 1533 rVB2 181644 575278 12.07% 1.783%
9 7.587 1787 1808 1818 rBV2 541959 1369272 28.72% 4.243%
10 7.657 1819 1830 1847 rVB 1031501 2523830 52.94% 7.820%
11 7.869 1883 1896 1907 rBv4 39106 87011 1.83% 0.270%

12 8.024 1928 1944 1964 rBV 622215 1447274 30.36% 4._.484%
13 8.149 1971 1983 1995 rBV3 78333 178701 3.75% 0.554%
14 8.230 1996 2008 2017 rvv2 72196 164752 3.46% 0.510%
15 8.294 2018 2028 2043 rVvB3 107819 259013 5.43% 0.803%

16 8.429 2064 2070 2083 rVB4 47813 89139 1.87% 0.276%
17 8.583 2102 2118 2153 rBV 1427736 3138166 65.82% 9.724%
18 9.075 2251 2271 2288 rBV2 596848 1320513 27.70% 4.092%

19 9.265 2321 2330 2341 rVB3 49344 97818 2.05% 0.303%
20 9.361 2350 2360 2370 rBvV2 44277 87308 1.83% 0.271%
21 9.506 2399 2405 2420 rVB4 46392 87685 1.84% 0.272%
22 9.721 2467 2472 2488 rVB3 48765 83220 1.75% 0.258%

23 10.088 2573 2586 2619 rBV 2317472 4767662 100.00% 14.773%
24 11.406 2985 2996 3017 rBV 1954385 3495119 73.31% 10.830%
25 11.615 3052 3061 3071 rBV 401522 782902 16.42% 2.426%

26 12.400 3295 3305 3313 rBV 1730145 3313054 69.49% 10.266%
27 13.040 3497 3504 3514 rVB 268230 419021 8.79% 1.298%
28 13.342 3590 3598 3616 rVB 1925585 3639511 76.34% 11.277%
29 14.599 3976 3989 4012 rBV4 362067 1347190 28.26% 4._.174%
30 15.133 4147 4155 4175 rVB3 305636 684524 14 _.36% 2.121%

31 16.159 4467 4474 4487 rVB2 113790 202051 4.24% 0.626%
32 16.348 4527 4533 4546 rVB 150008 287968 6.04% 0.892%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO51319\
Data File : VNO55576.D

Aca On : 13 May 2019 14:17

Operator : JC/SP

Sample : K2718-16

Misc : 5.13a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 12 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\82N050819W .M
SW846 8260

Sum of corrected areas: 32272811
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO51319\
VNO55576.D

13 May 2019 14:17

JC/SP

K2718-16
5.130/10mL/100uL/5.00mL/MSVOA_N/MEOH

12 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N050819W .M
SW846 8260

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

P026-SS007-0002-01
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VNO51319\

Data File : VNO55576.D

Aca On - 13 May 2019 14:17

Operator : JC/SP

Sample - K2718-16 -
Misc - 5.130/10mL/100uL/5.00mL/MSVOA_N/MEOH = .
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N050819W .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 2

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

2.75 13.68 ug/Il 690324 Pentafluorobenzene 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 94
2 Pentane 72 C5H12 000109-66-0 56
3 3-Buten-1-ol 72 C4H80 000627-27-0 49
4 1-Pentene. 4-methvl- 84 C6H12 000691-37-2 17
5 1-Propene, 2-methyl- 56 C4HS8 000115-11-7 9

Abundance Scan 304 (2.751 min): VN055576.D (-289) (-) 43.05 100.00%
57
5000
72 2.40 2.60 2.80 3.00
el 89 105 128 207 | m/z 42.10 85.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #714: Butane, 2-methyl-
43
57
5000 T e

240 2.60 2.80 3.00
29 m/z 41.05 85.28%

72
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43

240 2.60 2.80 3.00

5000 m/z 57.05 67.04%
27 57 4,
15
e B o R B B s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #654. 3-Buten-1-ol e
a 240 2.60 2.80 3.00

m/z 39.05 22 .86%

31
5000
57 72
15 a2
el b

m/z--> 20 40 60 80 100 120 140 160 180 200 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VNO51319\

Data File : VNO55576.D

Aca On - 13 May 2019 14:17

Operator : JC/SP

Sample - K2718-16 -
Misc - 5.130/10mL/100uL/5.00mL/MSVOA_N/MEOH = .
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N050819W .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 Pentane, 2-methyl- Concentration Rank 4

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

4_.57 8.79 ug/l 443761 Pentafluorobenzene 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 91
2 Pentane 72 C5H12 000109-66-0 38
3 Hexane. 2.3-dimethvl- 114 C8H18 000584-94-1 33
4 Pentanal. 2-methvl- 100 C6H120 000123-15-9 25
5 Butane, 2-methyl- 72 C5H12 000078-78-4 17

Abundance Scan 870 (4.571 min): VN055576.D (-855) (-) 43.10 100.00%

43
5000 71
57

| 50 | | 86 420 4.40 4.60 4.80 5.00
e | MM m/z 42.10 42.02%

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1823: Pentane, 2-methyl-
43

5000 R
4.20 4.40 460 4.80 5.00

‘ & m/z 71.10 38.37%
‘ ‘ n ‘ |

2 15 ‘ 57 86
|
T T T T T T T T
m/z--> O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43

4.20 440 4.60 4.80 5.00

5000 m/z 41.00 36.29%
27 57 72
15 50 65
e R e e R R AA RS e o
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7643: Hexane, 2,3-dimethyl-
43 420 4.40 4.60 4.80 5.00
m/z 39.00 19.46%
70
5000
27 55
2 15 “ \ 62 | 77 85 09 114
T e o e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VNO51319\

Data File : VNO55576.D

Aca On - 13 May 2019 14:17

Operator : JC/SP

Sample - K2718-16 -
Misc - 5.130/10mL/100uL/5.00mL/MSVOA_N/MEOH = .
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N050819W .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 Cyclopentane, methyl- Concentration Rank 3

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

6.62 11.40 ug/Il 575278 Pentafluorobenzene 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
2 Cvclohexane 84 C6H12 000110-82-7 78
3 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 64
4 Cvclobutane. ethvl- 84 C6H12 004806-61-5 64
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 43

Abundance Scan 1507 (6.619 min): VNO55576.D (-1486) (-) 56.05 100.00%
56
5000 4l 69 ?F
84 6.20 6.40 6.60 6.80 7.00
3 5093|  265(,| 74 79
””“”W“qunpuwuq“ﬁphwuqhu!LWHWJL““WHWHJ“”WHW m/z 41.05 49.94%
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1494: Cyclopentane, methyl- A/\\
56
41
5000 69 S B R UL
620 6.40 6.60 6.80 7.00
o8 m/z 69.10 42 .58%
84
15 il 34\ | 50?3“ 65 7]
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
84 ISR SRS R
6.20 6.40 6.60 6.80 7.00
5000 41 m/z 55.10 24.25%
69
27
15 30 38 44 5053 65 | 7477 81
AR KRR LAREN LKA LARAA RRASNRAARN REALN LAREE RRALS RAARARAAEN RRAMN REARE UALRERRRLN LEEEA LAARIN
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1329: 1H-Tetrazole, 5-methyl- L e
56 620 6.40 6.60 6.80 7.00
27 m/z 41.95 20.26%
5000
42
0o ® | s B
miz-> 5 10 15 20 25 30 35 40 45 50 5'5 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:\VOASRVAHPCHEMI1\MSVOA N\DATA\VNO51319\

Data File : VNO55576.D

Aca On - 13 May 2019 14:17

Operator : JC/SP

Sample - K2718-16 -
Misc - 5.130/10mL/100uL/5.00mL/MSVOA_N/MEOH = .
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N050819W .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 Naphthalene, 2,3,6-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.60 18.51 ug/Il 1347190 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 94
2 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 91
3 Naphthalene. 2-(1-methvlethvI)- 170 C13H14 002027-17-0 91
4 4.6.8-Trimethvlazulene 170 C13H14 000941-81-1 76
5 2-Naphthyl methyl ketone 170 C12H100 000093-08-3 72
Abundance Scan 3989 (14.599 min): VN055576.D (-3976) (-) m/z 155.00 100.00%
155
170
5000
115128
51 63 76 141 14.20 14.40 14.60 14.80 15.00
39 89 102 182 197 222 m/z 170.05 53 .56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38371: Naphthalene, 2,3,6-trimethyl-
170
155
5000

14.20 14.40 14.60 14.80 15.00
m/z 153.00 15.92%

15 27 39 51 63 76 gg 102115 128 141 | ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
170
155 LA BN R N
14.20 14.40 14.60 14.80 15.00
5000 m/z 156.05 13.03%

27 39 51 63 76 89 102115128141

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38383: Naphthalene, 2-(1-methylethyl)- L B EmmE e

155 14.20 14.40 14.60 14.80 15.00

m/z 128.00 11.79%
5000
170
128
27 39 51 63 76 gg101 1157 7141

m/z--> 20 40 60 80 100 120 140 160 180 200 220 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\VNO51319\

Data File : VNO55576.D

Acq On - 13 May 2019 14:17

Operator : JC/SP

Sample : K2718-16 :
Misc - 5.13g/10mL/100uL/5.00mL/MSVOA_N/MEOH BRI SR
ALS Vial : 12 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N050819W .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]
Butane, 2-methyl- 2.75 13.7 ug/I1 690324 1 7.66 2523830 50.0
Pentane, 2-methyl- 4_57 8.8 ug/Il 443761 1 7.66 2523830 50.0
Cyclopentane, met... 6.62 11.4 ug/1 575278 1 7.66 2523830 50.0
Naphthalene, 2,3,... 14.60 18.5 ug/1 1347190 4 13.34 3639510 50.0
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