LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081619\
Data File : VX011581.D

Aca On : 16 Aug 2019 15:14

Operator : JC/SP

Sample - K4368-02

Misc : 5.0mL/MSVOA X/WATER

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 X\METHOD\82X081519W.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 1.398 36 40 58 rBvY 7290398 7694015 4_.35% 1.831%
2 1.995 133 138 148 rVB 1710733 2470136 1.40% 0.588%
3 4_.397 521 532 551 rVB 1024138 3039343 1.72% 0.723%
4 5.574 716 725 734 rVV 1901264 6048482 3.42% 1.439%
5 6.147 808 819 830 rVB 15551906 41995349 23.77% 9.993%
6 7.464 1017 1035 1044 rBVY 4042583 9129387 5.17% 2.172%
7 8.719 1236 1241 1246 rVV 915612 1788521 1.01% 0.426%
8 8.823 1246 1258 1263 rVV3 63453782 176699557 100.00% 42.047%
9 10.256 1486 1493 1499 rBY 19057335 26582431 15.04% 6.325%
10 10.372 1504 1512 1517 rVB2 47614005 78914456 44.66% 18.778%
11 10.701 1560 1566 1572 rVB 29934900 41532335 23.50% 9.883%
12 11.432 1679 1686 1693 rVV 4219349 7264518 4.11% 1.729%
13 11.505 1693 1698 1707 rVB 2341896 3075100 1.74% 0.732%
14 11.664 1719 1724 1733 rVB 1944413 2513221 1.42% 0.598%
15 11.804 1742 1747 1752 rBVY 6058186 7078416 4.01% 1.684%
16 12.072 1786 1791 1796 rVB2 1365735 1838956 1.04% 0.438%
17 12.140 1796 1802 1807 rBV 2132744 2580202 1.46% 0.614%

Sum of corrected areas: 420244425
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081619\
Data File : VX011581.D

Aca On : 16 Aug 2019 15:14

Operator : JC/SP

Sample . K4368-02

Misc - 5.0mL/MSVOA X/WATER

ALS Vial :© 12 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081519W .M
SW846 8260

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

Abundance TIC: VX011581.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081619\
Data File : VX011581.D

Aca On : 16 Aug 2019 15:14

Operator : JC/SP

Sample : K4368-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081519W .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 Concentration Rank 4

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

1.40 63.60 ug/1 7694020 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane 58 C4H10 000106-97-8 80
2 Isopropvisulfonvl chloride 142 C3H7CI02S 010147-37-2 9
3 Isobutane 58 C4H10 000075-28-5 9
4 Propane. 1-nitro- 89 C3H7NO2 000108-03-2 9
5 Diazene, dimethyl- 58 C2H6N2 000503-28-6 4

Abundance Scan 40 (1.398 min): VX011581.D (-36) (-) m/z 43.10 100.00%

5000

—

A
58 A
1.40 1.60 1.80
75 91 116 135152 170185 206 229 246 264 281297

0! m/z 41.10 35.48%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #233: Butane
43
5000 |||||||||||||/\
2 1.40  1.60 1.80
m/z 39.00 15.51%
R O
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
e
1.40 1.60 1.80
5000 m/z 58.10 14 .55%
27
0 64 83 99
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #236: Isobutane —
43 1.40 1.60 1.80
m/z 42.10 14.12%
5000
27
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1.40 1.60 180
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081619\
Data File : VX011581.D

Aca On : 16 Aug 2019 15:14

Operator : JC/SP

Sample : K4368-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081519W .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 Concentration Rank 6

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

2.00 20.42 ug/1 2470140 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Butane. 2-methvl- 72 C5H12 000078-78-4 38
3 Diaziridine.3.3-dimethvl- 72 C3H8N2 004901-76-2 9
4 Tetrahvdrofuran 72 C4H80 000109-99-9 9
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 9

Abundance Scan 139 (2.001 min): VX011581.D (-133) (-) m/z 43.10 100.00%
43
5000
| | " 88 105 135 156 183200 225 250 273288 LGblli8blli06IIi26lli4bl
Olrprrrryrer ol o[ 88,105 135 156 183200 225 250 273288 ' ;77 42.05  60.07%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #706: Pentane
43
5000 LRSS SR L SR
1.60 1.80 2.00 2.20 2.40
27 7 m/z 41.10 54 _.79%
O'P”WA”L”L””P”W””P”'””'”'””P”W””'”W””'”W”
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
1.60 1.80 2.00 2.20 2.40
5000 27 m/z 39.00 21.60%
oL 72
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #637: Diaziridine,3,3-dimethyl-
3 1.60 1.80 2.00 2.20 2.40
m/z 57.10 16.79%
5000
54
72
(o} e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1. 60 1. éo 2. I00 2. I20 2. I40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081619\
Data File : VX011581.D

Aca On : 16 Aug 2019 15:14

Operator : JC/SP

Sample : K4368-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081519W .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 5

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

4.40 25.12 ug/1 3039340 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 94
2 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 80
3 Propane. 2-cvclopropvl- 84 C6H12 003638-35-5 80
4 Cvclobutane. ethvl- 84 C6H12 004806-61-5 64
5 Cyclohexane 84 C6H12 000110-82-7 56

Abundance Scan 532 (4.397 min): VX011581.D (-521) (-) m/z 56.10 100.00%
96
5000 a1
84 400 420 440 460 4.80
ol 101 118134 151 167 189 207 226241 261275 n/z 41.10 50 16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #1494: Cyclopentane, methyl-
56
41
5000
4.00 420 4.40 4.60 4.80
27 a1 m/z 69.05 44 _15%
of 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
56
21 INSRBENAEB AR SR A
4.00 420 4.40 4.60 4.80
5000 m/z 55.05 25 _.56%
42
84
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #1505: Propane, 2-cyclopropyl- RS RS EE s e e
56 4.00 420 4.40 4.60 4.80
41 m/z 39.00 20.19%
5000
27
o 0 84
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 4.00 420 4.40 4.60 4.80

82X081519W.M Mon Aug 19 13:07:43 2019 Page: 5



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081619\
Data File : VX011581.D

Aca On : 16 Aug 2019 15:14

Operator : JC/SP

Sample : K4368-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081519W .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 Benzene, l-ethyl-3-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
11.43 197.52 ug/Il 7264520 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 C9H12 000108-67-8 91

Abundance Scan 1686 (11.432 min): VX011581.D (-1679) (-) m/z 105.05 100.00%
105
5000
120
77
39 11.20 11.40 11.60 11.80
Obrrrprrrebr b G Mk 242187 177 207223 243 269286 | 17z 120.10  32.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000
120 11.20 11.40 11.60 11.80
m/z 91.10 12.18%
39 77
0'“?““V'?a“m'ﬂwﬁ'WH“V'“V“"“'“"”“"“'HWH'W“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
105
11.20 11.40 11.60 11.80
5000 m/z 77.00 11.81%
120
oL15 39 g5 '
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9430: Benzene, 1-ethyl-4-methyl-
105 11.20 11.40 11.60 11.80
m/z 106.10 8.89Y%
5000
120
oL15 39 59 .
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 280 300 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081619\
Data File : VX011581.D

Aca On : 16 Aug 2019 15:14

Operator : JC/SP

Sample : K4368-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081519W .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 Benzene, l-ethyl-4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.66 68.33 ug/1 2513220 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 93
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
Abundance Scan 1723 (11.658 min): VX011581.D (-1719) (-) m/z 105.10 100.00%
105
5000
] |
91 T 11780 1480 1500
39 65 ‘ 11.40 11.60 11.80 12.00
Orrerre et e M 140, 101176191 222 247 279 | 5777120.05  30.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9429: Benzene, 1-ethyl-4-methyl-
105
5000
11.40 11.60 11.80 12.00
77 120 m/z 91.10 12.76%
51
0”'fzﬁ'AWw'ﬂ”LHL”L'”P”'P“W'“W“'W””"“P”'P”W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
11.40 11.60 11.80 12.00
5000 m/z 77.00 12.70%
120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9420: Benzene, 1,2,4-trimethyl-
105 11.40 11.60 11.80 12.00
m/z 79.05 9.24%
120
5000
27 51 7
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081619\
Data File : VX011581.D

Aca On : 16 Aug 2019 15:14

Operator : JC/SP

Sample : K4368-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081519W .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 Benzene, 1,2,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.14 70.15 ug/1 2580200 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Mesitvlene 120 C9H12 000108-67-8 94
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
Abundance Scan 1802 (12.140 min): VX011581.D (-1796) (-) m/z 105.05 100.00%
105
5000 120 f\
77 180 1200 1220 12.40
39 11.80 12.00 12.20 12.40
Ol e e ol b Mk 135 152168 186 206 235 256272287 m/z 120.05 42.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120 A
5000 N BN B
11.80 12.00 12.20 12.40
m/z 77.00 11.66%
39 77
0}ﬁ”“m”fﬂ“ﬂ“tﬁﬁ“V”w'HWH“l“”w“w'HWH“P'“V“"
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance f\
105
N R SR B
120 11.80 12.00 12.20 12.40
5000 m/z 91.00 9.90%
REE 39 g9 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9421: Benzene, 1,2,4-trimethyl-
105 11.80 12.00 12.20 12.40
m/z 119.05 9.60%
120
5000
0 27 5\1 " I |l
m/z--> 20 40 eb 85 100 150 140 160 180 200 220 240 260 280 300 11.80 12.00 12.20 12.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX081619\
Data File : VX011581.D

Acq On : 16 Aug 2019 15:14

Operator : JC/SP

Sample - K4368-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081519W .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 1.40 63.6 ug/l 7694020 1 5.66 6048480 50.0
Pentane 2.00 20.4 ug/1 2470140 1 5.66 6048480 50.0
Cyclopentane, met... 4.40 25.1 ug/1 3039340 1 5.66 6048480 50.0
Benzene, l-ethyl-_.. 11.43 197.5 ug/l 7264520 4 12.07 1838960 50.0
Benzene, l-ethyl-_... 11.66 68.3 ug/1 2513220 4 12.07 1838960 50.0
Benzene, 1,2,3-tr... 12.14 70.2 ug/1 2580200 4 12.07 1838960 50.0
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