LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071119\
Data File : VX010820.D

Aca On 11 Jul 2019 20:17

Operator : JC/SP

Sample = K3749-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 28 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\82X061919W.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

1.276 16 20 36 rBvV 301821 524712 41.18% 4 _.558%
1.404 38 41 44 rVvv 34680 36437 2.86% 0.317%
rvB 182529 271583 21.31% 2.359%
2.001 134 139 150 rVB2 68694 119871 9.41% 1.041%
2.269 177 183 191 rVB 122060 201772 15.84% 1.753%
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6 2.397 198 204 208 rBV 13838 27455 2.15% 0.238%
7 2.440 208 211 219 rVB 7927 13994 1.10% 0.122%
8 2.605 232 238 246 rVB 7165 13142 1.03% 0.114%
9 2.842 266 277 281 rBV2 37556 121702 9.55% 1.057%
10 2.891 281 285 288 rvVv 47166 93310 7.32% 0.811%

11 2.934 288 292 305 rvB2 65391 145717 11.44% 1.266%
12 3.178 323 332 340 rBV2 42715 106525 8.36% 0.925%

13 3.403 360 369 376 rBvV8 6068 16571 1.30% 0.144%
14 3.531 382 390 399 rBvV2 16240 38849 3.05% 0.337%
15 3.818 427 437 445 rBvY 29226 72086 5.66% 0.626%
16 3.928 448 455 462 rVV3 17564 46549 3.65% 0.404%
17 4.196 488 499 509 rBV5 20209 59416 4.66% 0.516%
18 4.312 511 518 523 rVvv4 6979 20005 1.57% 0.174%
19 4.409 525 534 545 rVB 52133 151248 11.87% 1.314%
20 4.531 546 554 564 rVB3 10786 32012 2.51% 0.278%
21 5.305 670 681 692 rVB3 27051 95266 7.48% 0.828%
22 5.501 701 713 721 rBV 129971 374955 29.43% 3.257%
23 5.580 721 726 731 rVVv4 24783 75286 5.91% 0.654%
24 5.659 731 739 765 rVB 213977 694001 54.47% 6.028%
25 5.933 772 784 796 rBV6 11619 40687 3.19% 0.353%

26 6.061 796 805 811 rvv 122990 326994 25.66% 2.840%
27 6.141 811 818 832 rvVv 479602 1274195 100.00% 11.068%

28 6.305 832 845 846 rvv5 25093 73785 5.79% 0.641%
29 6.348 848 852 862 rvv3 36107 100169 7.86% 0.870%
30 6.458 862 870 882 rVB5 16881 49237 3.86% 0.428%
31 6.708 902 911 922 rVB5 4992 15533 1.22% 0.135%
32 6.860 925 936 945 rBV 326728 784795 61.59% 6.817%
33 6.933 945 948 960 rvv7 16693 46224 3.63% 0.402%
34 7.262 993 1002 1009 rvB2 18788 42621 3.34% 0.370%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071119\
Data File : VX010820.D

Aca On 11 Jul 2019 20:17

Operator : JC/SP

Sample = K3749-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 28 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 :
35 7.458
36 7.573
37 7.957
38 8.055
39 8.177
40 8.213
41 8.378
42 8.567
43 8.713
44 8.780
45 8.902
46 8.988
47 9.165
48 9.219
49 9.518
50 9.561
51 9.817
52 10.109
53 10.250
54 10.353
55 10.640
56 11.018
57 11.134
58 11.359
59 11.457
60 11.664
61 11.920
62 12.073
63 12.140
64 12.298
65 12.365
66 12.518
67 12.664
68 12.755
69 12.975
70 13.225
71 13.347

82X061919W._M

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W_M

SW846 8260

1023 1034 1044 rVB4 31339
1044 1053 1058 rBV9 5596
1113 1116 1123 rVV6 11973
1123 1132 1140 rVB2 19563
1145 1152 1155 rBV2 27412
1155 1158 1163 rVV 29975
1177 1185 1192 rBV10 5347
1211 1216 1225 rVB3 29774
1227 1240 1247 rBV 701688
1247 1251 1257 rVB 44839
1264 1271 1280 rBV5 9633
1280 1285 1289 rVvV 8395
1308 1314 1319 rVB2 10722
1319 1323 1334 rVB 26550
1369 1372 1376 rVVv2 9194
1376 1379 1385 rVB7 7668
1414 1421 1427 rBV6 8742
1464 1469 1479 rBV 700533
1488 1492 1497 rVB 33608
1503 1509 1516 rVB 126247
1548 1556 1562 rBV10 5635
1612 1618 1623 rBV 99040
1632 1637 1643 rBVY 605563
1669 1674 1681 rVB 67367
1684 1690 1694 rBV 10641
1719 1724 1734 rVB 54421
1761 1766 1768 rBV 9603
1786 1791 1799 rBV 707282
1799 1802 1806 rVB 14976
1820 1828 1835 rBV 166641
1835 1839 1847 rVB4 12795
1859 1864 1869 rVB 15820
1883 1888 1892 rBV 41155
1899 1903 1910 rVB2 34250
1932 1939 1943 rBV 28765
1976 1980 1986 rVB 22526
1995 2000 2006 rVB3 51964
Fri Jul 12 19:31:04 2019

91129

12789
27615
49782
58711
48446

12937
58983
1108631
68952
22759

14103
17372
44299
14869
15256

16963
932713
42323
178873
16917

129837
759581
83646
16199
75415

13734
916026
17912
215139
24099

19840
51123
50728
37782
32812

72843

7.15%

1.00%
2.17%
3.91%
4.61%
3.80%

1.02%
4.63%
87.01%
5.41%
1.79%

1.11%
1.36%
3.48%
1.17%
1.20%

1.33%
73.20%
3.32%
14 .04%

1.33%

10.19%
59.61%
6.56%
1.27%
5.92%

1.08%
71.89%
1.41%
16.88%
1.89%

1.56%
4.01%
3.98%
2.97%
2.58%

5.72%

0.792%

0.111%
0.240%
0.432%
0.510%
0.421%

0.112%
0.512%
9.630%
0.599%
0.198%

0.123%
0.151%
0.385%
0.129%
0.133%

0.147%
8.102%
0.368%
1.554%
0.147%

1.128%
6.598%
0.727%
0.141%
0.655%

0.119%
7.957%
0.156%
1.869%
0.209%

0.172%
0.444%
0.441%
0.328%
0.285%

0.633%



LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071119\
Data File : VX010820.D

Aca On 11 Jul 2019 20:17

Operator : JC/SP

Sample = K3749-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 28 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_X\METHOD\82X061919W_M
SW846 8260

72 14.694 2212 2221 2227 rBV 11066 17043 1.34% 0.148%
73 14.834 2240 2244 2252 rVB 10756 17291 1.36% 0.150%

Sum of corrected areas: 11512176
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071119\
Data File : VX010820.D

Aca On 11 Jul 2019 20:17

Operator : JC/SP

Sample = K3749-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .M

SW846 8260

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

Abundance
700000

600000

500000

400000

1.28

300000

200000

100000

(o]

TIC: VX010820.D
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04
Time-->
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8|71
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071119\
Data File : VX010820.D

Aca On 11 Jul 2019 20:17

Operator : JC/SP

Sample = K3749-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 Sulfur dioxide Concentration Rank 1

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

1.28 37.80 ug/1 524712 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
3 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethene. 1.1-difluoro- 64 C2H2F2 000075-38-7 4
5 Ethyl Chloride 64 C2H5CI 000075-00-3 3

Abundance Scan 21 (1.282 min): VX010820.D (-16) (-) m/z 63.85 100.00%

130140150160170
o/ S N PN P £ S 1 m/z 47.95 45_78%

m/z--> 20 40 60 80 100 120 140 160
Abundance #357: Sulfur dioxide
64
48

5000 IIIII|||||IIII|IIII|IIII|IIII
1.30 1.40 1.50 1.60 1.70

m/z 65.85 4._.51%

o1
5000 4(

16 3ﬁ
O+ e T T
m/z--> 20 40 60 80 100 120 140 160
Abundance
64
1.30 1.40 1.50 1.60 1.70
5000 48 m/z  49.90 2.31%
17
32 76 96
O T T T T T T
m/z--> 20 40 60 80 100 120 140 160
Abundance #37600: L-Alanine, 3-sulfo-
64 1.30 1.40 1.50 1.60 1.70
m/z 65.00 0.78%
5000 48
28
16
bbb 2 L b 77 93 106115 130 143 169
m/z--> 20 40 60 80 100 120 140 160 1.30 1.40 1.50 1.60 1.70
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071119\
Data File : VX010820.D

Aca On 11 Jul 2019 20:17

Operator : JC/SP

Sample = K3749-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 Butane, 2-methyl- Concentration Rank 2

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

1.79 19.57 ug/Il 271583 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 91
2 Pentane 72 C5H12 000109-66-0 37
3 Oxirane. trimethvl- 86 C5H100 005076-19-7 36
4 3-Buten-1-ol 72 C4H80 000627-27-0 28
5 2,5-Furandione, dihydro-3-methyl- 114 C5H603 004100-80-5 23

Abundance Scan 104 (1.788 min): VX010820.D (-100) (-) m/z 43.05 100.00%
3
57
5000
2 1.40 1.60 1.80 2.00 2.20
bt e 82 92 105 126 169 m/z 41.00 91.48%
m/z--> 20 40 60 80 100 120 140 160
Abundance #714: Butane, 2-methyl-
43
57
5000
1.40 1.60 1.80 2.00 2.20
29 m/z 42.00 86.75%
72
0 '}?I""I""I R R B
m/z--> 20 40 60 80 100 120 140 160
Abundance
43
1.40 1.60 1.80 2.00 2.20
5000 m/z 57.05 69.37%
27 57 72
15
L L S L L B W L W
m/z--> 20 40 60 80 100 120 140 160
Abundance #1747: Oxirane, trimethyl-
3 &g 1.40 1.60 1.80 2.00 2.20
m/z 38.95 32.05%
5000 7
0 \‘\ 1 Il 7\1 86
m/z--> 20 40 60 80 100 120 140 160 1.40 1.60 1.80 2.00 2.20

82X061919W.M Fri

Jul 12 19:31:08 2019

Page: 6



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071119\
Data File : VX010820.D

Aca On 11 Jul 2019 20:17

Operator : JC/SP

Sample = K3749-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 Concentration Rank 8

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

2.00 8.64 ug/l 119871 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 87
2 Oxirane. ethvl- 72 C4H80 000106-88-7 42
3 Butane. 2-methvl- 72 C5H12 000078-78-4 38
4 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 38
5 2-Hexanone, 3,4-dimethyl- 128 C8H160 019550-10-8 25

Abundance Scan 139 (2.001 min): VX010820.D (-134) (-) m/z 43.10 100.00%
43
5000
o7 1.60 1.80 2.00 2.20 2.40
bl [ 81 95 110 128 161 m/z 42.00 60.48%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #706: Pentane
43
5000
1.60 1.80 2.00 2.20 2.40
27 5 m/z 41.00 56.60%
0 15 “ ‘\ I M‘ ‘
LS UL N L AL N SURLELELA SR SR S
m/z--> 0 20 40 60 80 100 120 140 160
Abundance
42
1.60 1.80 2.00 2.20 2.40
5000 27 m/z 38.95 21.48%
57 71
15
e L L L N UL AL S B
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #713: Butane, 2-methyl-
43 1.60 1.80 2.00 2.20 2.40
m/z 57.05 15.20%
57
5000 29
0 '}"ﬁ?I“l'wia'““l'7FW""I""I""I""I"
m/z--> 0 20 40 60 80 100 120 140 160 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071119\
Data File : VX010820.D

Aca On 11 Jul 2019 20:17

Operator : JC/SP

Sample = K3749-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 Cyclopropane, 1,2-dimethyl-__._. Concentration Rank 3

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

2.27 14 .54 ug/I1 201772 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 91
2 2-Butene. 2-methvl- 70 C5H10 000513-35-9 91
3 Cvclopropane. 1.2-dimethvl-. trans- 70 C5H10 002402-06-4 86
4 2-Pentene. (E)- 70 C5H10 000646-04-8 86
5 1-Butene, 3-methyl- 70 C5H10 000563-45-1 78

Abundance Scan 183 (2.269 min): VX010820.D (-177) (-) m/z 55.10 100.00%
g5
5000 70
39
| a7 S 141 2.00 2.20 2.40 2.60
O et e e e e e e e e e m/z 70.10 47 .71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
55
5000 70
M 2.00 2.20 2.40 2.60
29 ‘ m/z 39.00 28.30%
0 H \‘\ L w‘\\ 62\\\
HUNBARIURRERA RIS R LN AL IR IS SRS RARAN SRAS SRR BARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55
200 220 240 260
5000 70 m/z 41.00 25.92%
41
29
ol 15 62
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #585: Cyclopropane, 1,2-dimethyl-, trans-
55 2.00 2.20 2.40 2.60
m/z 42.00 22 .66%
5000 70
41
29
0'w'“w'“m'”jh“'ﬁ““ﬁ%“W“'w'“w'“'w'“v'“l““l“'WH'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 2.00 2.20 2.40 2.60

82X061919W.M Fri Jul 12 19:31:09 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071119\
Data File : VX010820.D

Aca On 11 Jul 2019 20:17

Operator : JC/SP

Sample = K3749-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 Butane, 2,3-dimethyl- Concentration Rank 7

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

2.84 8.77 ug/l 121702 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 64
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 47
3 Cvclobutane. methvl- 70 C5H10 000598-61-8 46

4 Butane. 2-chloro-3-methvl- 106 C5H11cClI 000631-65-2 42

5 Tetrahydrofuran 72 C4H80 000109-99-9 36
Abundance Scan 277 (2.842 min): VX010820.D (-266) (-) m/z 43.00 100.00%
43
5000
71
39
55 67 2.60 2.80 3.00 3.20
35 | 4751 62 77 8
Olerrrrrrprrrrprrreprrrrprrrerrrr e e m/z 42.00 81.05%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1832: Butane, 2,3-dimethyl-
43
5000
2.60 2.80 3.00 3.20
71 m/z 41.00 39.46%
55 86
15 | 51°2 62 67 ‘
Obr T e T e e e R R e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
2.60 2.80 3.00 3.20
5000 m/z 71.10 29.29%
27 71
39 57
o 2 15 32 53 86
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #572: Cyclobutane, methyl-
i) 2.60 2.80 3.00 3.20
m/z 39.00 21.59%
5000
55
27 70
15 31 38 51 62 |
Ob T T T T e e R e e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.60 2.80 3.00 3.20

82X061919W.M Fri Jul 12 19:31:10 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071119\
Data File : VX010820.D

Aca On 11 Jul 2019 20:17

Operator : JC/SP

Sample = K3749-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 1-Pentene Concentration Rank 6

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

2.93 10.50 ug/Il 145717 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene 70 C5H10 000109-67-1 80
2 Cvclobutane. methvl- 70 C5H10 000598-61-8 72
3 Cvclopentane 70 C5H10 000287-92-3 64
4 2H-Tetrazole. 2.5-dimethvyl- 98 C3H6N4 004135-93-7 39
5 2-Pentene, (E)- 70 C5H10 000646-04-8 32

Abundance Scan 291 (2.928 min): VX010820.D (-288) (-) m/z 42.00 100.00%
4p
55
5000 70

2.60 2.80 3.00 3.20
84
Olrrerrerrprrreprrre el ol e e e i8e | m/z 55.00  58.32%

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #551: 1-Pentene
42
55
5000 70

2.60 2.80 3.00 3.20
m/z 70.10 45 _.99%

15 H “ 62

O T T T T T T T T T T T T T T T T
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
42
R ARREEE SRSy
2.60 2.80 3.00 3.20
5000 m/z 41.05 29.28%
55
27 70
15
o 62
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #556: Cyclopentane
4 2.60 2.80 3.00 3.20
m/z 39.00 25.41%
5000
55 70
27
b1 15 | 2 ) 62
T T T A T P e e T
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\HPCHEM1\MSVOA X\DATA\VX071119\
Data File : VX010820.D

Aca On 11 Jul 2019 20:17

Operator : JC/SP

Sample = K3749-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 Pentane, 3-methyl- Concentration Rank 9

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

3.18 7.67 ug/l 106525 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 87
2 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 64
3 Pentane. 2.2.3-trimethvl- 114 C8H18 000564-02-3 64
4 Pentane. 3-ethvl-2.2-dimethvl- 128 C9H20 016747-32-3 64
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 56

Abundance Scan 332 (3.178 min): VX010820.D (-323) (-) m/z 57.10 100.00%
57
41
5000
73 gg 2.80 3.00 3.20 3.40 3.60
o..,....,....,....|i!...5i°.'.|..',.‘??.i'.'...,..!.,....,....,....,....1,3.1...,... m/z 56.05 86.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1824: Pentane, 3-methyl-
57
41
5000 29
2.80 3.00 3.20 3.40 3.60
m/z 41.00 59.25%
15 | \ ‘ 50 | il 86
e R R B AR AR R RN AR RSN LRSS LRSS BARAN AR A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
2.80 3.00 3.20 3.40 3.60
5000 m/z 42.95 25.71%
41
29 -
o 50 | 64 | 78 85 93 113 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7655: Pentane, 2,2,3-trimethyl-
57 2.80 3.00 3.20 3.40 3.60
m/z 39.00 20.48%
5000 41
29
o 15 ] s, e 8 % 4
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 2.80 3.00 3.20 3.40 3.60

82X061919W.M Fri Jul 12 19:31:12 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071119\
Data File : VX010820.D

Aca On 11 Jul 2019 20:17

Operator : JC/SP

Sample = K3749-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 Cyclopentane, methyl- Concentration Rank 5

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

4.41 10.90 ug/Il 151248 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 90
2 Cvclopropane. propvl- 84 C6H12 002415-72-7 72
3 Cvclohexane 84 C6H12 000110-82-7 72
4 Cvclobutane. ethvl- 84 C6H12 004806-61-5 64
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 64

Abundance Scan 534 (4.409 min): VX010820.D (-525) (-) m/z 56.00 100.00%
96
5000 41 69
35 | 50 | 63 77 84 o7 400 4.20 4.40 4.60 4.80
/NS N 1| R vof | ML= P RN /SO S S m/z 41.00 48.55%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
4.00 420 4.40 4.60 4.80
o8 o m/z 69.00 42 .51%
0 1‘5 \“ “\ | SQM‘\ 63\\‘ " ‘
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
41 56
4.00 4.20 4.40 4.60 4.80
5000 m/z 55.00 26.80%
27
69
o 50 63 84
RIS IR SR SR I SULILIL SIS SULILEL SUREL SRR S
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1457: Cyclohexane
56 4.00 420 4.40 4.60 4.80
41 84 m/z 39.00 24 _43%
5000 7
69
0 "'I?"' |'ﬁ?'|' 'lJI"" }j..F¥aW "|§?'“‘|"??|'“"'|"" L IR L U SRR N
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071119\
Data File : VX010820.D

Aca On 11 Jul 2019 20:17

Operator : JC/SP

Sample = K3749-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 Cyclopentene, 4-methyl- Concentration Rank 10

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

5.31 6.86 ug/Il 95266 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 4-methvl- 82 C6H10 001759-81-5 86
2 (D).(2)-2.4-Hexadiene 82 C6H10 006108-61-8 83
3 1.4-Hexadiene 82 C6H10 000592-45-0 80
4 2.4-Hexadiene. (E.Z2)- 82 C6H10 005194-50-3 80
5 1,3-Pentadiene, 3-methyl-, (2)- 82 C6H10 002787-45-3 80

Abundance Scan 682 (5.312 min): VX010820.D (-670) (-) m/z 67.00 100.00%
67
5000
82
3|9 6 5B e 7 s o8 5.00 520 5.40 5.60
Ol et A 8210 YL 87 98 1 Thzz 82.10 30.52%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1231: Cyclopentene, 4-methyl-
67
5000
82 5.00 5.20 5.40 5.60
27 m/z 81.05 14 _.80%
0 15 \“ ‘ 11 H M | L ‘
SR I S "W""I”"I"”I""I”"I"”
m/z--> 10 20 30 60 70 80 90 100
Abundance
67
- 5.00 5.20 5.40 5.60
5000 a1 m/z 38.95 14 _.34%
36 62 74
L S L S UL UL UL FUL I IUL LN W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1200: 1,4-Hexadiene R R s ma e
67 5.00 5.20 5.40 5.60
m/z 79.00 12 _.80%
5000 41 82
27
Oy j“l"QG'il" 'Vj"'legj'll'z4'ﬂlh" U S
m/z--> 10 20 30 40 60 70 80 90 100 5.00 5.20 5.40 5.60

82X061919W.M Fri Jul 12 19:31:14 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071119\
Data File : VX010820.D

Aca On 11 Jul 2019 20:17

Operator : JC/SP

Sample = K3749-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 10 Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.30 11.74 ug/Il 215139 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 94
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 76
3 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 74
4 Benzene. l-ethenvl-4-methvl- 118 C9H10 000622-97-9 74
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 74
Abundance Scan 1828 (12.298 min): VX010820.D (-1820) (-) m/z 117.10 100.00%
117
5000
63 oL 105 12.00 12.20 12.40 12.60
0 3|9 ?Il 1l 70 7|? I| 98 y || 1?4 m/ : . : . 0,
R AR AR IR LR SRR SN LR LN LR SAREE BARES SARES SRUARE B z 118.10 53.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8951: Indane

oy
LI B I e I O B

12.00 12.20 12.40 12.60
m/z 114.95  35.44%

5000

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
R R EmAE
12.00 12.20 12.40 12.60
5000 o1 m/z 91.00 16.41%

51
39 63 77 103

27
oL 15

wmmmwﬁrmrwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8973: Benzene, 1-ethenyl-2-methyl-

117 12.00 12.20 12.40 12.60

m/z 119.10 12 _.36%

5000

39
7 5158 65 77 o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.00 12.20 12.40 12.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX071119\
Data File : VX010820.D

Acq On 11 Jul 2019 20:17

Operator : JC/SP

Sample - K3749-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W_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]
Sulfur dioxide 1.28 37.8 ug/l 524712 1 5.67 694001 50.0
Butane, 2-methyl- 1.79 19.6 ug/I1 271583 1 5.67 694001 50.0
Pentane 2.00 8.6 ug/Il 119871 1 5.67 694001 50.0
Cyclopropane, 1,2... 2.27 14.5 ug/I1 201772 1 5.67 694001 50.0
Butane, 2,3-dimet... 2.84 8.8 ug/Il 121702 1 5.67 694001 50.0
1-Pentene 2.93 10.5 ug/I1 145717 1 5.67 694001 50.0
Pentane, 3-methyl- 3.18 7.7 ug/l 106525 1 5.67 694001 50.0
Cyclopentane, met... 4.41 10.9 ug/1 151248 1 5.67 694001 50.0
Cyclopentene, 4-m... 5.31 6.9 ug/l 95266 1 5.67 694001 50.0
Indane 12.30 11.7 ug/Il 215139 4 12.08 916026 50.0
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