LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092818\

Data File : VX004831.D

Aca On - 28 Sep 2018 19:39

Operator : JC/MD

sample - J5130-04 :
Misc - 5.0mL/MSVOA X/WATER R
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 X\METHOD\82X092618W.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 1.404 37 41 46 rBV 879878 863947 3.04% 0.914%
2 1.788 98 104 126 rVB 19475978 28397156 100.00% 30.039%
3 2.001 134 139 152 rVB2 1595743 2576917 9.07% 2.726%
4 2.842 267 277 282 rBVY 3189116 7304732 25.72% 7.727%
5 2.885 282 284 301 rVB 1389308 2665695 9.39% 2.820%
6 3.166 321 330 347 rVB 907287 2083792 7.34% 2.204%
7 3.519 378 388 402 rBV 369229 862675 3.04% 0.913%
8 4.306 504 517 524 rBV 634450 1936141 6.82% 2.048%
9 4_.397 524 532 546 rVB 666622 1949762 6.87% 2.062%
10 5.500 700 713 718 rBV2 174332 510199 1.80% 0.540%

11 5.580 718 726 735 rvv2 631887 2197576 7.74% 2.325%
12 5.665 735 740 742 rVV 247305 539869 1.90% 0.571%
13 5.726 743 750 772 rVV 667676 2188009 7.71% 2.314%
14 5.933 772 784 797 rVV5 268061 951006 3.35% 1.006%
15 6.067 797 806 812 rvV 192489 509385 1.79% 0.539%

16 6.147 812 819 828 rvv 244464 648555 2.28% 0.686%
17 6.256 828 837 842 rvV 190131 554024 1.95% 0.586%
18 6.348 842 852 863 rvvV 2659169 8137749 28.66% 8.608%
19 6.452 863 869 902 rVvB 269750 844861 2.98% 0.894%
20 6.860 926 936 957 rBV 367801 923374 3.25% 0.977%

21 7.464 1022 1035 1045 rBvV 921949 2202147 7.75% 2.329%
22 7.573 1046 1053 1058 rvv 257894 546685 1.93% 0.578%
23 7.634 1058 1063 1068 rVvVv 343030 770839 2.71% 0.815%
24 7.677 1068 1070 1075 rVvVv 184883 334004 1.18% 0.353%
25 7.732 1075 1079 1091 rVB 156074 310851 1.09% 0.329%

26 8.055 1121 1132 1144 rBV 1509216 3075109 10.83% 3.253%
27 8.177 1144 1152 1160 rVV 2005714 4029887 14.19% 4.263%
28 8.256 1160 1165 1176 rVB 292802 585873 2.06% 0.620%
29 8.677 1225 1234 1237 rBV2 410930 924194 3.25% 0.978%
30 8.713 1237 1240 1248 rVB 867020 1437840 5.06% 1.521%

31 9.043 1288 1294 1305 rVB 219924 364990 1.29% 0.386%
32 9.622 1385 1389 1394 rBV 210567 300708 1.06% 0.318%
33 10.116 1464 1470 1478 rBV 786621 1113907 3.92% 1.178%
34 10.256 1487 1493 1502 rVB 623089 896413 3.16% 0.948%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092818\

Data File : VX004831.D

Aca On - 28 Sep 2018 19:39

Operator : JC/MD

sample - J5130-04 :
Misc - 5.0mL/MSVOA X/WATER R
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
Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_.M
SW846 8260

35 10.359 1502 1510 1522 rBV 1406537 1991017 7.01% 2.106%

36 11.018 1613 1618 1632 rVB 288924 395446 1.39% 0.418%
37 11.140 1632 1638 1643 rBV 838522 1080269 3.80% 1.143%
38 11.359 1665 1674 1681 rBV 338213 427217 1.50% 0.452%
39 11.438 1681 1687 1688 rVV 400424 533566 1.88% 0.564%
40 11.457 1688 1690 1694 rVvVv 404149 437688 1.54% 0.463%

41 11.506 1694 1698 1706 rVB 484029 596179 2.10% 0.631%
42 11.670 1719 1725 1734 rBVY 441684 569047 2.00% 0.602%
43 11.810 1743 1748 1758 rVB 1166031 1437917 5.06% 1.521%
44 12.079 1787 1792 1798 rVV2 1123620 1462987 5.15% 1.548%
45 12.146 1798 1803 1808 rVB 307358 392019 1.38% 0.415%

46 12.322 1830 1832 1836 rVV 244636 284221 1.00% 0.301%
47 12.371 1836 1840 1850 rVB3 293442 460310 1.62% 0.487%
48 12.761 1899 1904 1911 rBV4 158456 335290 1.18% 0.355%
49 14.694 2209 2221 2226 rBVY 199630 304126 1.07% 0.322%
50 14.840 2240 2245 2259 rVB 203768 289666 1.02% 0.306%

Sum of corrected areas: 94535836
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092818\
Data File : VX004831.D

Aca On - 28 Sep 2018 19:39

Operator : JC/MD

sample - J5130-04 :
Misc - 5.0mL/MSVOA X/WATER R
ALS Vial : 21 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_M
SW846 8260

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

Abundance TIC: VX004831.D
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1.5e+07
1e+07

5000000

11.81 12.08
o 11.67 2132227

T
Time--> 12.00 12.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092818\

Data File : VX004831.D

Aca On - 28 Sep 2018 19:39

Operator : JC/MD

sample - J5130-04 :
Misc - 5.0mL/MSVOA X/WATER R
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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 1

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

1.79 2630.00 ug/1 28397200 Pentafluorobenzene 5.67
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 33
3 3-Buten-1-ol 72 C4H80 000627-27-0 28
4 1-Butene 56 C4HS8 000106-98-9 10
5 1-Propene, 2-methyl- 56 C4HS8 000115-11-7 9

Abundance Scan 104 (1.788 min): VX004831.D (-98) (-) m/z 43.05 100.00%
43
57
5000
IAIIIIIIIIIIIIIIIIII
72 1.40 1.60 1.80 2.00 2.20
51
0...“...“...“.?AL:.wnﬂlH??.w4.7ﬁ..”?%.”,}p§,.. m/z 42.10 86.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #714: Butane, 2-methyl-
43
57
5000 ARRARE RARAS RS AR
1.40 1.60 1.80 2.00 2.20
29 m/z 41.05 84 _.39%
AR sl s e 7
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #706: Pentane
43
ARARAERARSE LA R
1.40 1.60 1.80 2.00 2.20
5000 m/z 57.10 68.45%
27 57 72
0 15 “ 37‘\ ! 51 M‘ 63
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #654. 3-Buten-1-ol R .
ap 1.40 1.60 1.80 2.00 2.20
31 m/z 39.05 26.81%
5000
72
0 "'I'}?'I'?§'I""I M"ﬁq”?zl""|""|""|""|""|" P P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.40 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092818\

Data File : VX004831.D

Aca On - 28 Sep 2018 19:39

Operator : JC/MD

sample - J5130-04 :
Misc - 5.0mL/MSVOA X/WATER R
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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 5

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

2.00 238.66 ug/l 2576920 Pentafluorobenzene 5.67
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 45
3 Diaziridine.3.3-dimethvl- 72 C3H8N2 004901-76-2 38
4 Oxirane. ethvl- 72 C4H80 000106-88-7 9
5 1-Pentanol 88 C5H120 000071-41-0 9

Abundance Scan 139 (2.001 min): VX004831.D (-134) (-) m/z 43.10 100.00%
43
5000
57 |“"w'“4“"w'“|“
72 1.60 1.80 2.00 2.20 2.40
o.”,“”“”w.”wﬁﬁt”.PHWHHJ”?QHW?ﬂwﬁﬁp.”.”&%?&4ﬁ“. m/z 42.10 59.58%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #706: Pentane
43
5000 NS NABSU NSNS ny
160 1.80 2.00 2.20 2.40
27 57, m/z 41.10 51.87%
15 " || il Iy
o L e s B AR SRR NN AL RAARA RERAN LARA KA LA SARAY ALK LA
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #713: Butane, 2-methyl-
43
AR LARSE RS
57 1.60 1.80 2.00 2.20 2.40
5000 29 m/z 39.10 17.01%
0 1 1\5 ‘\ I 11N 7\2
LR SRR AR SN U SN NN LR LA RRLRA RERAS LRSS LRSS LRSS SRR RAASE AN
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #638: Diaziridine, 3,3-dimethyl- e
P 1.60 1.80 2.00 2.20 2.40
a m/z 57.10 15.20%
5000
54 7
o L A s By SRR NARRA NN AL AR RRAAN LARA KA LA SARAN ALK LA IR R L R
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092818\

Data File : VX004831.D

Aca On - 28 Sep 2018 19:39

Operator : JC/MD

sample - J5130-04 :
Misc - 5.0mL/MSVOA X/WATER R
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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 Butane, 2,3-dimethyl- Concentration Rank 2

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

2.84 676.53 ug/l 7304730 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 90
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 47
3 Pentane 72 C5H12 000109-66-0 36
4 Pvrrolidine 71 C4HON 000123-75-1 10
5 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 9

Abundance Scan 277 (2.842 min): VX004831.D (-267) (-) m/z 43.05 100.00%
43
5000 /\\&
1 T3 E 3k 3 k.
63 86 96 115 141 0 _2.80 3.00 3.
0'”I””P”W'”W””h'”PAW””P'”P”W”'W””P”W”'W””P”'I m/z 42.10 86.20%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1831: Butane, 2,3-dimethyl- j\
43
5000 R L LA R
2.60 2.80 3.00 3.20
27 - m/z 41.05 37.88%
o1 P | 63 | 86
LALNNRLAS KA AN NAARA RAALN RARLS KRN RLARY RAARN RARAN LARASLARAN RARAN LARAS RARN
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1825: Pentane, 2-methyl-
43
260 2.80 300 320
5000 m/z 71.10 22.78%
71
57
‘ ‘ I \‘ 86
0'HV“W““P“W““P“W““V“W““P”W““P“W““V“W““v“w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #709: Pentane e A
43 2.60 2.80 3.00 3.20
m/z 39.05 15.83%
5000
2 57 72
0'”P”W}?PJL”JPhW”MP”W””P”W””P”W””P”W””P”W U U L L R
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092818\
Data File : VX004831.D

Aca On - 28 Sep 2018 19:39

Operator : JC/MD

sample - J5130-04 :
Misc - 5.0mL/MSVOA X/WATER R
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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 unknown2.89 Concentration Rank 4

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

2.89 246.88 ug/l 2665700 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. tetrahvdro-2-methvl- 86 C5H100 000096-47-9 38
2 Hexane. 2.3-dimethvyl- 114 C8H18 000584-94-1 38
3 Pentane. 3-ethvl-2-methvl- 114 C8H18 000609-26-7 33
4 Octane. 4-methvl- 128 C9H20 002216-34-4 28
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 25

Abundance Scan 285 (2.891 min): VX004831.D (-282) (-) m/z 43.10 100.00%

48
71
5000
57

260 280 300 320

86
ob e et 20l 7988 105 15 128 1 oI 60, 64
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1806: Furan, tetrahydro-2-methyl-
43 71
5000 27 LIS L L L L L LB LN L
2.60 2.80 3.00 3.20
56 m/z 41.10 36.67%
15 | 86
0 .| ||I36\|I Min | ||
N R o o e N R RS S R R
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7643: Hexane, 2,3-dimethyl-
43
,,,,
70 2.60 2.80 3.00 3.20
5000 m/z 57.10 30.44%
55
o2 15 \“ |63 | 7885 99 114
,,,,,,,,,,,,,,
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7668: Pentane, 3-ethyl-2-methyl-
43 2.60 2.80 3.00 3.20

m/z 70.10 24 .23%

70
5000 ?
27 55 85
0 ||15|||||3|||9?|114||

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092818\

Data File : VX004831.D

Aca On - 28 Sep 2018 19:39

Operator : JC/MD

sample - J5130-04 :
Misc - 5.0mL/MSVOA X/WATER R
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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, 3-methyl- Concentration Rank 8

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

3.17 192.99 ug/l 2083790 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 78
3 Pentane. 3-ethvl-2.2-dimethvl- 128 C9H20 016747-32-3 64
4 Pentane. 2.2.3-trimethvl- 114 C8H18 000564-02-3 50
5 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 45

Abundance Scan 331 (3.172 min): VX004831.D (-321) (-) m/z 57.05 100.00%
g7
41
5000
71 gg 2.80 3.00 3.20 3.40 3.60
ol et e e raaer || M/Z 56,10  84.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1824: Pentane, 3-methyl-
57
41
5000
2.80 3.00 3.20 3.40 3.60
5 m/z 41.10 63.76%
71 86
o} o o S R RS R A R e Rt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #12723: Hexane, 2,2,3-trimethyl-
57
2.80 3.00 3.20 3.40 3.60
5000 41 m/z 43.10 25.13%
- 71
I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #12744: Pentane, 3-ethyl-2,2-dimethyl- S
57 2.80 3.00 3.20 3.40 3.60
m/z 39.05 15.68%
5000 a1
2 1
ol 14 J Lw I | 84 99113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 2.80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092818\
Data File : VX004831.D

Aca On - 28 Sep 2018 19:39

Operator : JC/MD

sample - J5130-04 :
Misc - 5.0mL/MSVOA X/WATER R
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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, 2,4-dimethyl- Concentration Rank 10

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

4.31 179.32 ug/Il 1936140 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 91
2 Oxalic acid. butvl isohexvl ester 230 C12H2204 1000309-32-7 72
3 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 64
4 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 59
5 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 50

Abundance Scan 518 (4.312 min): VX004831.D (-504) (-) m/z 43.05 100.00%
5000
85
69 4.00 4.20 4.40 4.60
o.”“”w””“”w”J“”w”m“”w””“lqniq%.””.”w“”“”w”. m/z 57.05 83.24%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3989: Pentane, 2,4-dimethyl-
43
57
5000
4.00 4.20 4.40 4.60
29 85 m/z 41.05 51.46%
0 15 69 100
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #85744: Oxalic acid, butyl isohexyl ester
43
57
4.00 4.20 4.40 4.60
5000 85 m/z 56.05 46.67%
29 69
o Ul ‘ I 97 111 129 147
mz-> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3997: Butane, 2,2,3-trimethyl-
57 4.00 4.20 4.40 4.60
43 m/z 42.05 25.45%
5000
T O 20 -
m/z--> 0 10 20 30 4'0 50 60 70 80 90 100 110 120 130 140 150 400 420 440 460
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092818\

Data File : VX004831.D

Aca On - 28 Sep 2018 19:39

Operator : JC/MD

sample - J5130-04 :
Misc - 5.0mL/MSVOA X/WATER R
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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 7 Cyclopentane, methyl- Concentration Rank 9

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

4.40 180.58 ug/l 1949760 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
2 Cvclobutane. ethvl- 84 C6H12 004806-61-5 72
3 Cvclopropane. propvl- 84 C6H12 002415-72-7 72
4 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 56
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 43

Abundance Scan 532 (4.397 min): VX004831.D (-524) (-) m/z 56.10 100.00%
56
5000 a1 69 iifF
84 4.00 4.20 4.40 4.60 4.80
37|,|| 45 51“| 6165, 74 79
0“m”W“W“W“W“W“W”W“T“LLW“W”W”W“TLW“W“W”h“W“' m/z 41.10 49.36%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 T
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
4.00 4.20 4.40 4.60 4.80
m/z 69.05 42 .47%
84
i s 1wl sl el o
miz--> 5L 6 15 % 25 90 95 40 45 50 &5 80 &5 70 75 3 38 90
Abundance #1471: Cyclobutane, ethyl-
56
41 4.00 420 4.40 4.60 4.80
5000 m/z 55.10 26.18%
27
69
1 1\5 ! ‘ 37 ‘\ 51\\‘\ 65 ‘ 84
O T e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1490: Cyclopropane, propyl-
41 56 4.00 4.20 4.40 4.60 4.80
m/z 42.10 21.11%
5000
27
69
0 ‘ 51| 63 84
AL AR L) L) LA IRl KARL ML RALA) ARLAS LSS LA KA Rk AL RAASH LAY ML) LRI B NSRBI
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092818\

Data File : VX004831.D

Aca On - 28 Sep 2018 19:39

Operator : JC/MD

sample - J5130-04 :
Misc - 5.0mL/MSVOA X/WATER R
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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 8 Pentane, 2,3-dimethyl- Concentration Rank 7

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

5.73 202.64 ug/l 2188010 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
2 Heptane 100 C7H16 000142-82-5 37
3 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 37
4 Propane. l-isocvanato- 85 C4H7NO 000110-78-1 37
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 36

Abundance Scan 751 (5.732 min): VX004831.D (-743) (-) m/z 56.10 100.00%
43 56
5000 71
85 540 5.60 5.80 6.00
o..“...,”..,.”3h]h.?¥ﬂ S T 10 Tm/z 43.10  81.65%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3993: Pentane, 2,3-dimethyl-
43 56
5000
29 71 540 5.60 5.80 6.00
m/z 57.10 66.26%
o 2|l sl a0 || ey 100
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #3972: Heptane
43
540 5.60 5.80 6.00
5000 57 71 m/z 41.10 62.07%
29
100
ol 15 \w 37/, st J 65 || 85
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #3999: Butane, 2,2,3-trimethyl-
57 540 5.60 5.80 6.00
43 m/z 71.10 39.25%
85
5000
29
oL 15 \‘ 371|] 51, 6369 77 99
m/z--> 10 20 30 4'0 50 60 7'0 80 9'0 100 ' 540 560 580 600
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092818\
Data File : VX004831.D

Aca On - 28 Sep 2018 19:39

Operator : JC/MD

sample - J5130-04 :
Misc - 5.0mL/MSVOA X/WATER R
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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 9 Butane, 2,2,3,3-tetramethyl- Concentration Rank 3

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

6.35 440.65 ug/Il 8137750 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 72
2 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 72
3 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 72
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 852 (6.348 min): VX004831.D (-842) (-) m/z 57.10 100.00%
57
5000
41
99 6.00 6.20 6.40 6.60
0 ”.“.”,“.w.”.“.”hl.EQJJ,”.ﬂqn.f?”?%.q.”.ﬂ?”,.. m/z 56.10 33.78%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7673: Butane, 2,2,3,3-tetramethyl-
g7
5000
6.00 6.20 6.40 6.60
41 m/z 41.10 26 .79%
0 15 2 ,H 50 J, 69 83 9
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7663: Pentane, 2,2,4-trimethyl-
57
6.00 6.20 6.40 6.60
5000 m/z 43.10 17.82%
41
29 ‘
o2 15 | “ 48 ||, 64 71 83 9 14
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7650: Hexane, 2,2-dimethyl-
57 6.00 6.20 6.40 6.60
m/z 39.10 8.25%
5000
41
29
o 4 15 || \‘j 50 |, 71 79 9 14
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX092818\
VX004831.D

28 Sep 2018 19:39

JC/MD

J5130-04

5.0mL/MSVOA X/WATER

21 Sample Multiplier: 1

SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_M

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

10 Pentane, 2,3,3-trimethyl-

Concentration Rank 6

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

8.18 218.22 ug/l 4029890 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 90
2 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 59
3 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 59
4 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 59
5 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 53

Abundance Scan 1153 (8.183 min): VX004831.D (-1144) (-) m/z 43.10 100.00%
43
71
57
5000 -
99 7.80 8.00 8.20 8.40 8.60
0L prrrerrrer e SOk bl et M2 Tm/z 71.10  58.69%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
57 7.80 8.00 8.20 8.40 8.60
27 85 m/z 70.10 47.56%
oL 2 15 |‘.. . A R |
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12706: Hexane, 2,3,4-trimethyl-
43
7.80 8.00 8.20 8.40 8.60
5000 m/z 57.10 46.28%
29 57 71 85
. I \‘M ‘M‘ ‘\‘ \‘ 0 113 128
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7658: Pentane, 2,3,4-trimethyl-
43 7.80 8.00 8.20 8.40 8.60
- m/z 85.10 36.36%
5000
27 55
oL 2 15 | \M‘ | 63 83 91 99 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 7.80 8.00 820 8.40 8.60

82X092618W.M

Mon Oct 01 13:48:13 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRVAHPCHEM1\MSVOA X\DATA\VX092818\
Data File : VX004831.D

Acg On - 28 Sep 2018 19:39

Operator : JC/MD

Sample - J5130-04 -
Misg - 5.0mL/MSVOA_X/WATER SRR B R S
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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, 2-methyl- 1.79 2630.0 ug/l 28397200 1 5.67 539869 50.0
Pentane 2.00 238.7 ug/l 2576920 1 5.67 539869 50.0
Butane, 2,3-dimet... 2.84 676.5 ug/l 7304730 1 5.67 539869 50.0
unknown?2 .89 2.89 246.9 ug/l 2665700 1 5.67 539869 50.0
Pentane, 3-methyl- 3.17 193.0 ug/1 2083790 1 5.67 539869 50.0
Pentane, 2,4-dime... 4.31 179.3 ug/1 1936140 1 5.67 539869 50.0
Cyclopentane, met... 4.40 180.6 ug/l 1949760 1 5.67 539869 50.0
Pentane, 2,3-dime... 5.73 202.6 ug/l1 2188010 1 5.67 539869 50.0
Butane, 2,2,3,3-t... 6.35 440.6 ug/l 8137750 2 6.86 923374 50.0

2

Pentane, 2,3,3-tr... 8.18 218.2 ug/1 4029890 6.86 923374 50.0
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