LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072619\
Data File : VX011086.D

Aca On : 26 Jul 2019 13:28

Operator : JC/SP

Sample : K4014-03 50X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 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\82X071619W.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 1.300 21 24 36 rvB 156126 154432 2.69% 0.614%
2 1.404 36 41 47 rBV 386254 410092 7.15% 1.630%
3 1.465 47 51 58 rvB 123918 125788 2.19% 0.500%
4 1.532 58 62 68 rBv 90287 90870 1.59% 0.361%
5 1.788 99 104 114 rBV 283385 418678 7.30% 1.664%
6 1.953 122 131 135 rBvY 87067 120236 2.10% 0.478%
7 2.001 135 139 150 rvv 174965 249422 4 .35% 0.991%
8 2.117 153 158 166 rVvVv 173417 250736 4_.37% 0.997%
9 2.215 169 174 191 rVB 85817 142850 2.49% 0.568%
10 2.812 259 272 280 rBV 66710 163393 2.85% 0.649%
11 2.891 280 285 287 rVvV 32104 58911 1.03% 0.234%

12 2.934 287 292 305 rVB 83576 187092 3.26% 0.744%
13 4.403 521 533 547 rBvV2 73810 215781 3.76% 0.858%
14 5.501 701 713 720 rBv2 120353 353278 6.16% 1.404%
15 5.580 720 726 732 rVvv2 75445 225716 3.94% 0.897%

16 5.659 732 739 755 rVB 200905 576023 10.05% 2.290%
17 6.062 795 805 810 rBV 116135 300847 5.25% 1.196%
18 6.141 810 818 831 rVB 1045471 2734670 47.71% 10.871%
19 6.336 838 850 862 rvB2 57831 190805 3.33% 0.758%
20 6.860 925 936 946 rBV 307476 734778 12.82% 2.921%

21 7.464 1023 1035 1044 rBV2 47932 114211 1.99% 0.454%
22 8.494 1197 1204 1210 rBV 49333 86700 1.51% 0.345%
23 8.567 1210 1216 1224 rVV 152402 240250 4._.19% 0.955%
24 8.714 1233 1240 1245 rBV 662723 1018772 17.77% 4 _.050%
25 8.787 1245 1252 1264 rVV 3694542 5731722 100.00% 22.784%

26 8.903 1265 1271 1281 rVB 174050 275035 4._.80% 1.093%
27 9.500 1363 1369 1376 rBvV 71948 113600 1.98% 0.452%
28 10.079 1456 1464 1466 rBV 137284 238646 4.16% 0.949%
29 10.110 1466 1469 1474 rVV 680079 893334 15.59% 3.551%
30 10.158 1474 1477 1480 rVvVv 55097 75797 1.32% 0.301%

31 10.201 1480 1484 1487 rVvVv 156911 207706 3.62% 0.826%
32 10.250 1487 1492 1497 rVvV 848897 1048360 18.29% 4.167%
33 10.354 1504 1509 1515 rVB 1988225 2669671 46.58% 10.612%
34 10.695 1560 1565 1575 rVB 889703 1119780 19.54% 4.451%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072619\
Data File : VX011086.D

Aca On : 26 Jul 2019 13:28

Operator : JC/SP

Sample : K4014-03 50X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 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\82X071619W_M
SW846 8260

35 10.841 1582 1589 1596 rBV 57771 102882 1.79% 0.409%

36 11.134 1630 1637 1642 rBV 622762 777642 13.57% 3.091%
37 11.225 1646 1652 1659 rVVv2 73090 120572 2.10% 0.479%
38 11.323 1663 1668 1671 rVvV 59021 82868 1.45% 0.329%
39 11.359 1671 1674 1678 rVV 63312 84267 1.47% 0.335%
40 11.433 1681 1686 1693 rVV 214029 366831 6.40% 1.458%

41 11.506 1693 1698 1707 rVB 103960 143222 2.50% 0.569%
42 11.664 1718 1724 1731 rBV 95016 122950 2.15% 0.489%
43 11.804 1742 1747 1751 rBVY 329282 396439 6.92% 1.576%
44 11.933 1762 1768 1776 rBV4 49202 98086 1.71% 0.390%
45 12.073 1786 1791 1797 rBV 711366 925684 16.15% 3.680%

46 12.140 1797 1802 1808 rVV 115407 162513 2.84% 0.646%
47 12.298 1821 1828 1835 rBV2 95980 157300 2.74% 0.625%
48 13.829 2074 2079 2085 rVB 58932 77499 1.35% 0.308%

Sum of corrected areas: 25156737
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072619\
Data File : VX011086.D

Aca On : 26 Jul 2019 13:28

Operator : JC/SP

Sample : K4014-03 50X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W_M
SW846 8260

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

Abundance TIC: VX011086.D
3500000

3000000

2500000

2000000

1500000

6.14

1000000

500000

e I preerfy | ™ |
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX011086.D

3500000 §79

3000000

2500000

2000000 10.35

1500000

1000000 10.24 10.69
8.71 10.11

500000 6.86 6.0
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T I T T I T T T I T T T T I T T T T I T
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX011086.D
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2500000

2000000

1500000
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072619\
Data File : VX011086.D

Aca On : 26 Jul 2019 13:28

Operator : JC/SP

Sample : K4014-03 50X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W_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 2

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

1.40 35.60 ug/1 410092 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane 58 C4H10 000106-97-8 64
2 Isobutane 58 C4H10 000075-28-5 9
3 Isopropvisulfonvl chloride 142 C3H7CI02S 010147-37-2 9
4 Propane. l-nitro- 89 C3H7NO2 000108-03-2 9
5 Diazene, dimethyl- 58 C2H6N2 000503-28-6 5

Abundance Scan 40 (1.398 min): VX011086.D (-36) (-) m/z 43.05 100.00%
43.0
5000
w1 RV INPT"SAPT"S
v | RN PPRPNT S £ 28— m/z 40.95 51.48%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #234: Butane
43.0
5000 29.0
140 1.60 1.80
‘ m/z 39.00 25.25%
15.0 58.0
ol 20 1l
R L SUL I SULRLL SULIL L IULILR SO IUL SO UL SO R
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #236: Isobutane
43.0
140 160 1.80
5000 m/z 41.95 14 _.23%
27.0
1.0 15.0 ‘ ‘ 57.0
G R UL IR LS IR AN UL IR LR IS RS R
m/z--> 10 20 40 50 60 70 80 90 100
Abundance #19275: Isopropylsulfonyl chloride B B e
43.0 140 160 1.80
m/z 58.10 13.60%
5000
27.0
15.0 ‘ | 64.0 83.0 99.0
e R A LS RN IULRAS RS RS RARRS RS RERRS RRRRE UL PSR L
m/z--> 10 20 40 50 60 70 80 90 100 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072619\
Data File : VX011086.D

Aca On : 26 Jul 2019 13:28

Operator : JC/SP

Sample : K4014-03 50X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W_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 1

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

1.79 36.34 ug/1 418678 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 94
2 3-Buten-1-ol 72 C4H80 000627-27-0 43
3 Pentane 72 C5H12 000109-66-0 36
4 2.5-Furandione. dihvdro-3-methvl- 114 C5H603 004100-80-5 17
5 1-Butene 56 C4H8 000106-98-9 10

Abundance Scan 104 (1.788 min): VX011086.D (-99) (-) m/z 43.00 100.00%
43.0
57.1
5000
72.1 912 1491 1.40 1.60 1.80 2.00 2.20
o} S— | NV S SN m/z 41.00 93.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #714: Butane, 2-methyl-
43.0
57.0
5000
1.40 1.60 1.80 2.00 2.20
29.0 m/z 41.95 88.61%
15.0 . 72.0
e R R R KRR RN RARRA RARAS RS LARAN RN LARAS LARAN LAARA LARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #654: 3-Buten-1-ol
42.0
1.40 1.60 1.80 2.00 2.20
5000 m/z 57.10 73.37%
27.
150 ||l 57\0 72\'0
e L R R KRR R AANRA RARAS R LARAN ALY LARAS LARAN LAARA AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #706: Pentane
43.0 1.40 1.60 1.80 2.00 2.20
m/z 39.00 35.21%
5000
27.0 57.0 720
0'“&%%'Jm“'h”“lva“'JHW'HWH'W““l““v'HVHw'HWH“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 1.40 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072619\
Data File : VX011086.D

Aca On : 26 Jul 2019 13:28

Operator : JC/SP

Sample : K4014-03 50X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W_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 4

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

2.00 21.65 ug/1 249422 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 86
2 Oxirane., ethvl- 72 C4H80 000106-88-7 50
3 Isobutvlene epoxide 72 C4H80 000558-30-5 40
4 Diaziridine.3.3-dimethvl- 72 C3H8N2 004901-76-2 25
5 Tetrahydrofuran 72 C4H80 000109-99-9 9

Abundance Scan 139 (2.001 min): VX011086.D (-135) (-) m/z 43.00 100.00%
43.0
5000
| 570 nlms . 1.60 1.80 2.00 2.20 2.40
Ol e e et bt e e 808 968 1 Tn/z 42.00 55.99%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #707: Pentane
43.0
5000
27.0 1.60 1.80 2.00 2.20 2.40
m/z 41.00 53.28%
57.0 72.0
0 20 15.0 | | .
L I UL S SULI UL SV SULILS UL IULILN R
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #672: Oxirane, ethyl-
41.0
270 1.60 1.80 2.00 2.20 2.40
5000 : m/z 39.00 18.44%
57.0
71.0
15.0 ‘ ‘
0 \‘ ‘ \‘ \‘ ‘M
LRI IR UL UL SRR SIS S SURILELN SURLL SO IUREL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #687: |sobutylene epoxide
41.0 1.60 1.80 2.00 2.20 2.40
m/z 57.05 16.51%
5000 2.0
27.
15.0 ‘ ‘\‘ 57.0
0"W"”I'M'I”"P"W"”I'”“I”"P"W"”I'”'I”' SR SR A SRR
m/z--> 0 10 20 50 60 70 80 90 100 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\VX072619\
Data File : VX011086.D

Aca On : 26 Jul 2019 13:28

Operator : JC/SP

Sample : K4014-03 50X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W_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 2-Pentene, (E)- Concentration Rank 3

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

2.12 21.76 ug/1 250736 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. (E)- 70 C5H10 000646-04-8 94
2 2-Methvl-1-butene 70 C5H10 000563-46-2 91
3 Cvclopropane. 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 90
4 Cvclopropane. 1.2-dimethvl-., trans- 70 C5H10 002402-06-4 87
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 86

Abundance Scan 158 (2.117 min): VX011086.D (-153) (-) m/z 55.00 100.00%
58.0
5000 70.1
39.0
1.80 2.00 2.20 2.40
Ol prrrr e e oS 920, 1040 1307 m/z 70.10 41.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #562: 2-Pentene, (E)-
58.0
5000 .
390 70.0 1.80 2.00 2.20 2.40
27.0 ‘ m/z 38.95 30.38%
0“'&ﬁgv“M'W”“'¢LLV'”ﬁ“'VHw'HWH'WH“l““V'“V“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #563: 2-Methyl-1-butene
58.0
1.80 2.00 2.20 2.40
5000 m/z 42.00 28.91%
42.0 700
290
0”'&9%'JL”'J“”ILLP'“P”'P”W'”W”'W“”I””P'”P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
58.0 1.80 2.00 2.20 2.40
m/z 41.00 23.05%
5000 70.0
41.0
29.0 ‘
0”'P”W'JH”'W“”FM“P'Nﬁ”'P”W'”W”'W“”I””P'”P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072619\
Data File : VX011086.D

Aca On : 26 Jul 2019 13:28

Operator : JC/SP

Sample : K4014-03 50X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W_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 Cyclopentene Concentration Rank 9

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

2.81 14.18 ug/Il 163393 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene 68 C5H8 000142-29-0 91
2 2.3-Diazabicvclol2.2_.11-hept-2-ene 96 C5H8N2 002721-32-6 83
3 Cvclopropane. methvlmethvlene- 68 C5H8 018631-84-0 83
4 1-Butvne. 3-methvl- 68 C5H8 000598-23-2 59
5 1,4-Pentadiene 68 C5H8 000591-93-5 58

Abundance Scan 272 (2.812 min): VX011086.D (-259) (-) m/z 67.00 100.00%
67.0
5000 /\
U s \ i A o i
3 MN— ] 2 ,-.|. LSO T S - m/z 68.00 39.82%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #431: Cyclopentene
67.0
5000 USRS SRR AR RSN R
240 2.60 2.80 3.00 3.20
39.0 53.0 m/z 39.00 23.25%
27.0
0"I"'I'I""II""I'"'I:"I!"I""I'"'I""I"'
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #2777: 2,3-Diazabicyclo[2.2.1]-hept-2-ene
67.0
240 2.60 2.80 3.00 3.20
5000 m/z 53.00 17.04%
39.0 53.0
27.0
0 ﬂ\ ““ .|, 60.0 | 81.0 97.0
L LA S N FURL AL UL S UL R SUR
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #466: Cyclopropane, methylmethylene-
67.0 240 2.60 2.80 3.00 3.20
m/z 40.95 12.08%
5000 39.0
270 53.0
0"I""I""I""I'"(':;()I.(')"'I""I""I""I"'
m/z--> 20 30 40 50 60 70 80 90 100 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072619\
Data File : VX011086.D

Aca On : 26 Jul 2019 13:28

Operator : JC/SP

Sample : K4014-03 50X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W_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 Cyclopentane Concentration Rank 7

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

2.93 16.24 ug/Il 187092 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane 70 C5H10 000287-92-3 86
2 1-Pentene 70 C5H10 000109-67-1 50
3 Cvclobutane. methvl- 70 C5H10 000598-61-8 47
4 Cvclopropane. ethvl- 70 C5H10 001191-96-4 33
5 n-Propyl chloride 78 C3H7CI 000540-54-5 9

Abundance Scan 291 (2.928 mm) VX011086.D (-287) (-) m/z 42.00 100.00%
42.0
5000 =0 /J\
e e
260 280 3.00 3.20
0 ...,....,....,....,...:|| it et ot 984 1 Tm/z 55.05  50.58%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #556: Cyclopentane
42.0
5000 2.60 2.80 3.00 3.20
. 70.0 : : - :
. S0 m/z 70.10  39.91%
0 1.0 150 . |I
"'I”"I”"I”"I”"I"'P"'P"'P"'P"'P"'P
m/z--> 0 10 20 30 50 60 70 8 90 100
Abundance #553. 1-Pentene
42.0
55.0 260 280 300 320
5000 m/z 41.00 27.98%
27.0 70.0
15.0 ‘
ottt e =
| I I I [ I I I I I |
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #572: Cyclobutane, methyl-
42.0 2.60 2.80 3.00 3.20
m/z 39.00 24 _90%
5000
55.0
27.0 700
15.0 \‘ 1 \“ 1 ‘ ‘
e L I UL UL SUSIURS USSR SULILS SULIULS IULIURS LA
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072619\
Data File : VX011086.D

Aca On : 26 Jul 2019 13:28

Operator : JC/SP

Sample : K4014-03 50X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W_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 6

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

4.40 18.73 ug/Il 215781 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 94
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 83
3 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 80
4 Cvclohexane 84 C6H12 000110-82-7 78
5 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 72

Abundance Scan 532 (4.397 min): VX011086.D (-521) (-) m/z 56.05 100.00%
56.0
5000 41.0 69.1
] 45 | 841 400 420 440 460 480
o) S 1| TS5 VT RSO T1 MU M= m/z 41.00 45.91%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1494: Cyclopentane, methyl-
56.0
41.0
5000 69.0

4.00 4.20 4.40 4.60 4.80
28.0 | m/z 69.10 42.86%
|

84.0
..,.1.5".0.,..:”',...:,I'...,'.':| .,...'!‘i....,.!..,....,..
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1488: 1-Pentene, 2-methyl-

56.0

o

41.0 4.00 4.20 4.40 4.60 4.80
5000 m/z 55.00 24 .45%
69.0 84.0
29.0 ‘
0 ‘\ aill o I | PP !
T I B o o O L e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1329: 1H-Tetrazole, 5-methyl-
56.0 4.00 4.20 4.40 4.60 4.80
21.0 m/z 39.00 21.69%
5000
42.0
‘ 84.0
ottt e
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072619\
Data File : VX011086.D

Aca On : 26 Jul 2019 13:28

Operator : JC/SP

Sample : K4014-03 50X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W_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 2-Pentanol, 2-methyl- Concentration Rank 10

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

8.57 13.45 ug/I 240250 Chlorobenzene-d5 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol. 2-methvl- 102 C6H140 000590-36-3 72
2 2-Butanol. 2.3-dimethvl- 102 C6H140 000594-60-5 72
3 3-Pentanol. 2.2-dimethvl- 116 C7H160 003970-62-5 72
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 56
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 42

Abundance Scan 1216 (8.567 min): VX011086.D (-1210) (-) m/z 59.00 100.00%
54.0
5000
410 69.1 87.0
| H | | es0 8.20 8.40 8.60 8.80 9.00
o} S 11 NSO | SO O 2 m/z 41.00 33.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4459: 2-Pentanol, 2-methyl-
54.0
5000
45.0 8.20 8.40 8.60 8.80 9.00
87.0 m/z 45.00 29.24%
15.0 || 69.0
0"W'”'P'i””'h'”'P'”I”'W'”'P'”I”'W'”'P'”I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4473: 2-Butanol, 2,3-dimethyl-
59.0
8.20 8.40 8.60 8.80 9.00
5000 m/z 69.10 26 .65%
87.0
310 40 69.0
15.0 ‘H ‘ 101.0
miz--> 10 20 3' b % 6 % 8 % 1 1o 30
Abundance #8378: 3-Pentanal, 2,2-dimethyl-
59.0 8.20 8.40 8.60 8.80 9.00
m/z 87.05 26.61%
41.0
5000
29.0 87.0
69.0
0 15‘.0 \“ ‘ ‘\ \‘ ‘ ‘ Il ‘ L ‘ 10:!"0 115'0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072619\
Data File : VX011086.D

Aca On : 26 Jul 2019 13:28

Operator : JC/SP

Sample : K4014-03 50X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W_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 3-Pentanol, 3-methyl- Concentration Rank 8

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

8.90 15.39 ug/I 275035 Chlorobenzene-d5 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanol. 3-methvl- 102 C6H140 000077-74-7 72
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 47
3 4-Heptanol. 3-methvl- 130 C8H180 001838-73-9 33
4 1.3-Dioxolane. 2-(l-methvlethvI)- 116 C6H1202 000822-83-3 25
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 23

Abundance Scan 1271 (8.903 min): VX011086.D (-1265) (-) m/z 73.05 100.00%
73.0
5000 550 A
43.0 SN B G
87.1
8.60 8.80 9.00 9.20
o...,....,....,....,.|.|..,....,....|,.:..,.!-.|.,..9.75,9...?,1.2;?.,....,.... m/z 55.00 51.86%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4464 3-Pentanol, 3-methyl-
73.0
5000 55.0

8.60 8.80 9.00 9.20
41.0 m/z 69.10 26.72%
|| 87.0
oL 150 | | |,
,,,,,,,,,,,,,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0
8.60 8.80 9.00 9.20
5000 43.0 m/z 43.00 26.21%
58.0
29.0 8.0
0 A1 I ‘
T e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13697: 4-Heptanol, 3-methyl-
55.0 8.60 8.80 9.00 9.20
m/z 41.00 23.07%
73.0
5000 29 430
87.0
o 130 Ul e | 10101120 1200
B B B o o B o o A ERARERARERR RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072619\
Data File : VX011086.D

Aca On : 26 Jul 2019 13:28

Operator : JC/SP

Sample : K4014-03 50X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W_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 Benzene, l-ethyl-3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.43 19.81 ug/Il 366831 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 97
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 94
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 1686 (11.433 min): VX011086.D (-1681) (-) m/z 105.00 100.00%
106.0
5000
120.1
390 5.0 650 /70 910 11.20 11.40 11.60 11.80
Ol e et el el b m/ZZ 120.100 32.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
106.0
5000
120.0 11.20 11.40 11.60 11.80
010 m/z 91.00 11.60%
150 270 %0 sto a0 T P ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
106.0
11.20 11.40 11.60 11.80
5000 m/z 77.00 11.08%
120.0
27.0 39‘.0 51.0 65.0 77‘.0 91‘.0
O B A o S I ---l‘---- T -‘ﬁl- L e e e e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9429: Benzene, 1-ethyl-4-methyl-
105.0 11.20 11.40 11.60 11.80
m/z 106.00 8.31%
5000
77.0 91.0 120.0
5o 270 %0 510 @0 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 11.20 11.40 11.60 11.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX072619\
Data File : VX011086.D

Acq On : 26 Jul 2019 13:28

Operator : JC/SP

Sample : K4014-03 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W_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 35.6 ug/I 410092 1 5.67 576023 50.0
Butane, 2-methyl- 1.79 36.3 ug/Il 418678 1 5.67 576023 50.0
Pentane 2.00 21.6 ug/Il 249422 1 5.67 576023 50.0
2-Pentene, (E)- 2.12 21.8 ug/I1 250736 1 5.67 576023 50.0
Cyclopentene 2.81 14.2 ug/I1 163393 1 5.67 576023 50.0
Cyclopentane 2.93 16.2 ug/Il 187092 1 5.67 576023 50.0
Cyclopentane, met... 4.40 18.7 ug/1 215781 1 5.67 576023 50.0
2-Pentanol, 2-met... 8.57 13.4 ug/I1 240250 3 10.11 893334 50.0
3-Pentanol, 3-met... 8.90 15.4 ug/I1 275035 3 10.11 893334 50.0
Benzene, l-ethyl-_.. 11.43 19.8 ug/I1 366831 4 12.08 925684 50.0
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