LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX042220\

Data File : VX015862.D

Aca On - 23 Apr 2020 00:33

Operator : JC/SP

sample - 12380-02 -
Misc - 5.0mL/MSVOA X/WATER e
ALS Vial : 38 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 X\METHOD\82X042220W .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

1.064 24 29 51 rBvV2 18381864 53319370 100.00% 58.819%
3.009 341 348 357 rBV 527354 1134343 2.13% 1.251%
rBv2 440833 1117550 2.10% 1.233%
5.472 741 752 762 rBV2 487760 1401388 2.63% 1.546%
5.636 769 779 785 rBV 850163 2468398 4.63% 2.723%
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5.703 785 790 805 rvB2 546361 1588546 2.98% 1.752%
6.039 834 845 858 rBV 534048 1369850 2.57% 1.511%
6.325 883 892 903 rvV 1619558 4957693 9.30% 5.469%
6.831 966 975 986 rBV 1359156 3301661 6.19% 3.642%
10 7.429 1065 1073 1083 rVvB4 208481 575670 1.08% 0.635%

©oo~NO®

11 8.038 1163 1173 1184 rVB 615241 1339147 2.51% 1.477%
12 8.160 1184 1193 1201 rBV 752458 1540701 2.89% 1.700%
13 8.697 1276 1281 1292 rVB 2984261 4625136 8.67% 5.102%
14 10.099 1505 1511 1518 rBV 3028975 4067078 7.63% 4._.487%
15 11.123 1674 1679 1690 rVB 2667126 3438797 6.45% 3.793%

16 12.062 1828 1833 1842 rVB 3592656 4405064 8.26% 4 _859%

Sum of corrected areas: 90650392
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX042220\

Data File : VX015862.D

Aca On - 23 Apr 2020 00:33

Operator : JC/SP

Sample : L2380-02 0
Misc - 5.0mL/MSVOA X/WATER e
ALS Vvial : 38 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\82X042220W.M
> SW846 8260

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX015862.D
1406

1.5e+07

le+07

5000000

3.013.16 5(1&5-\@(.4@ 6.04

T

T T T ]
Time--> 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00
Abundance TIC: VX015862.D

1.5e+07
1e+07

5000000
8.70 10.10 11.12

6.33
B e sas | I I

Ot P e —— —

T 1 ] T T_° T T_° T_° T_°
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX015862.D

1.5e+07

le+07

5000000
12.06

0=
Time--> 12.00

T
16.50

T
15.50

T
16.00

T
14.50

T
15.00

T
13.50

T
14.00

T
12.50

=
13.00

82X042220W.M Thu Apr 23 13:23:48 2020 Page: 2



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX042220\

Data File : VX015862.D

Aca On - 23 Apr 2020 00:33

Operator : JC/SP

sample - 12380-02 -
Misc - 5.0mL/MSVOA X/WATER e
ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042220W .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, 3-methyl- Concentration Rank 5

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

3.16 22 .64 ug/1 1117550 Pentafluorobenzene 5.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 81
2 n-Hexane 86 C6H14 000110-54-3 64
3 3.4-Dimethvldihvdrofuran-2.5-dione 128 C6H303 007475-92-5 47
4 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 45
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 45

Abundance Scan 373 (3.161 min): VX015862.D (-363) (-) m/z 57.10 100.00%
57
41
73
5000

2.80 3.00 3.20 3.40

.

Olrrrprrr it 89 103118133 150165 191200221 239254 282300 ' "m/z 56.05  76.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #1824: Pentane, 3-methyl-
57
41
5000 |||||J|.¥|||||||||||||||
2.80 3.00 3.20 3.40
m/z 41.05 72.21%
26 || 86
o S s AU
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
4l 2.80 3.00 3.20 3.40
5000 m/z 73.10 62.51%
86
o 26
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12132: 3,4-Dimethyldihydrofuran-2,5-dione T T TR
56 2.80 3.00 3.20 3.40
41 m/z 43.05 34.68%
5000
ol 2 | 128
A L L B A B L o S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 280 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX042220\

Data File : VX015862.D

Aca On - 23 Apr 2020 00:33

Operator : JC/SP

sample - 12380-02 -
Misc - 5.0mL/MSVOA X/WATER e
ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042220W .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 Pentane, 2,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.70 32.18 ug/1 1588550 Pentafluorobenzene 5.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
2 Ethanol. 2-(dodecvloxv)- 230 C14H3002 004536-30-5 64
3 1-Pentene. 2.4-dimethvl- 98 C7H14 002213-32-3 47
4 4-Penten-2-ol. 4-methvl- 100 C6H120 002004-67-3 35
5 5-Methyl-2-hexanol, trifluoroace... 212 C9H15F302 1000364-20-2 33
Abundance Scan 789 (5.697 min): VX015862.D (-785) (-) m/z 56.05 100.00%

56

5000 n

-

5.40 5.60 5.80 6.00

100
o 130 156 176191207 227 255 281298 m/z 43.10 83.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3993: Pentane, 2,3-dimethyl-
56

-

5000

71 5.40 5.60 5.80 6.00
m/z 41.10 70.29%
2 \‘ L) 100
Ob e P T T e T T e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
41 5.40 5.60 5.80 6.00
5000 m/z 57.10 69.23%
97 112
0 15 140 168183199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3365: 1-Pentene, 2,4-dimethyl-
56 5.40 5.60 5.80 6.00

m/z 71.05 39.37%

5000

83 98

-

15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX042220\
Data File : VX015862.D

Aca On - 23 Apr 2020 00:33

Operator : JC/SP

sample - 12380-02 -
Misc - 5.0mL/MSVOA X/WATER e
ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042220W .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 Hexane, 2,2-dimethyl- Concentration Rank 2

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

6.33 75.08 ug/1 4957690 1,4-Difluorobenzene 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 72
2 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 64
3 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 64
4 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 59
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59

Abundance Scan 893 (6.331 min): VX015862.D (-883) (-) m/z 57.10 100.00%
57
5000
41
99 6.00 6.20 6.40 6.60
Obrprrrrrrrr b oo 1/ 115133148 176193208226 253270285 | 77 56.10  36.06%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7649: Hexane, 2,2-dimethyl-
57
5000 IBENARRE SRS AR S
6.00 6.20 6.40 6.60
a1 m/z 41.05 29.02%
0 15 “ \M il 72 9
m/z--> 0 25 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
6.00 6.20 6.40 6.60
5000 m/z 43.10 16.14%
41
0 15 83 99
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7672: Butane, 2,2,3,3-tetramethyl- EBRERE Y L S
57 6.00 6.20 6.40 6.60
m/z 39.00 9.45%
5000 a1
0 'v'}ﬁ'ﬂ'ﬂk'ﬁ|'“'?§'?ﬁ"w"“ A AR SRS RARAN AR RARAS RARAN LA B
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX042220\

Data File : VX015862.D

Aca On - 23 Apr 2020 00:33

Operator : JC/SP

sample - 12380-02 -
Misc - 5.0mL/MSVOA X/WATER e
ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042220W .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 Pentane, 2,3,4-trimethyl- Concentration Rank 6

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

8.04 20.28 ug/1 1339150 1,4-Difluorobenzene 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 91
2 Heptane. 4-methvl- 114 C8H18 000589-53-7 83
3 Hexane. 3.3.4-trimethvl- 128 C9H20 016747-31-2 78
4 Pentane. 3.3-dimethvl- 100 C7H16 000562-49-2 64
5 Pentane, 3-ethyl- 100 C7H16 000617-78-7 64

Abundance Scan 1173 (8.038 min): VX015862.D (-1163) (-) m/z 43.05 100.00%
43
71
5000

| 7.80 8.00 8.20 8.40

o/ ..:|,..:.,...9.5, Alolog1dd 167 191 221237254 282290 | m/z 71.10 74.72%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7658: Pentane, 2,3,4-trimethyl-
43
71
5000
7.80 8.00 8.20 8.40
27 m/z 70.10 54 _.00%
s ol e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
71 7.80 8.00 8.20 8.40
5000 m/z 41.05 27 .65%
. 21 98 114
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12715: Hexane, 3,3,4-trimethyl-
43 71 7.80 8.00 8.20 8.40
m/z 55.05 20.14%
5000
2
99
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX042220\

Data File : VX015862.D

Aca On - 23 Apr 2020 00:33

Operator : JC/SP

sample - 12380-02 -
Misc - 5.0mL/MSVOA X/WATER e
ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042220W .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 Pentane, 2,3,3-trimethyl- Concentration Rank 4

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

8.16 23.33 ug/1 1540700 1,4-Difluorobenzene 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 86
2 Heptane. 4-methvl- 114 C8H18 000589-53-7 64
3 Undecane. 4.8-dimethvl- 184 C13H28 017301-33-6 64
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 59
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 53

Abundance Scan 1193 (8.160 min): VX015862.D (-1184) (-) m/z 43.10 100.00%
43
71
5000
95 7.80 8.00 8.20 8.40
I ..'I.,.'.':.,:..t'.l.l..l AsLiar Ar7 207223 250 270 293 ' "m/z 71.05 54.22%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
7.80 8.00 8.20 8.40
27 m/z 70.10 48_.42%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
71 7.80 8.00 8.20 8.40
5000 m/z 57.10 45_.88%
. 21 98 114
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48879: Undecane, 4,8-dimethyl-
43 7.80 8.00 8.20 8.40
- m/z 85.10 35.17%
5000
2
0 'I''''I''''I''''I''''I'"'glg""l"':!-“r'lIII ""18"'1" IR S BN B B B rrrrrrprTrTT T Te T T T T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 780 8.00 8.20 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX042220\

Data File : VX015862.D

Acq On : 23 Apr 2020 00:33

Operator : JC/SP

Sample - L2380-02 :
Misc - 5.0mL/MSVOA_X/WATER R I0E AR
ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042220W .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]
Pentane, 3-methyl- 3.16 22.6 ug/1 1117550 1 5.63 2468400 50.0
Pentane, 2,3-dime... 5.70 32.2 ug/1 1588550 1 5.63 2468400 50.0
Hexane, 2,2-dimet... 6.33 75.1 ug/1 4957690 2 6.84 3301660 50.0
Pentane, 2,3,4-tr... 8.04 20.3 ug/1 1339150 2 6.84 3301660 50.0
Pentane, 2,3,3-tr... 8.16 23.3 ug/1 1540700 2 6.84 3301660 50.0
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