LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100919\
Data File : VX012951.D

Aca On : 09 Oct 2019 18:29

Operator : JC/SP

Sample - K5185-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 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\82X100819W.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

1.070 26 30 43 rBvV 599410 727695 77.44% 7.461%
1.265 58 62 65 rBv 26720 33399 3.55% 0.342%
rBv 46498 50533 5.38% 0.518%
1.783 141 147 155 rBV 199376 267162 28.43% 2.739%
1.991 176 181 190 rVB 79046 109819 11.69% 1.126%
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6 2.387 235 246 250 rBV2 13931 28891 3.07% 0.296%
7 2.430 250 253 261 rvB2 17560 28050 2.98% 0.288%
8 2.588 272 279 288 rBV 15248 28907 3.08% 0.296%
9 2.838 311 320 323 rBV 29948 65067 6.92% 0.667%
10 2.881 323 327 331 rVw 67841 140670 14.97% 1.442%
11 2.923 331 334 344 rVvV 55689 117147 12.47% 1.201%
12 3.015 344 349 358 rVB3 12013 31776 3.38% 0.326%
13 3.161 365 373 385 rvB2 63105 144813 15.41% 1.485%
14 3.521 421 432 441 rBV2 14137 33776 3.59% 0.346%
15 4.393 565 575 590 rVvB 89547 258817 27 .54% 2.654%
16 4._.588 595 607 615 rvv2 30481 86979 9.26% 0.892%
17 4.673 615 621 633 rvB2 10054 31454 3.35% 0.323%
18 5.490 741 755 763 rBv2 103129 301564 32.09% 3.092%
19 5.569 763 768 773 rVvv3 29976 88364 9.40% 0.906%

20 5.655 773 782 806 rvVB 192082 602569 64.12% 6.178%

21 5.917 817 825 838 rVB4 13013 40710 4_.33% 0.417%
22 6.057 838 848 855 rBvV 123635 321497 34.21% 3.296%
23 6.136 855 861 871 rvB 68109 170643 18.16% 1.750%

24 6.252 872 880 883 rBv4 10278 23444 2.49% 0.240%
25 6.343 890 895 905 rvB5 14290 38326 4.08% 0.393%
26 6.453 905 913 924 rVB3 9285 26563 2.83% 0.272%

27 6.849 969 978 990 rBV 298460 699440 74.43% 7.172%
28 7.453 1066 1077 1086 rBv4 39959 106496 11.33% 1.092%

29 7.733 1116 1123 1134 rVB4 8959 18878 2.01% 0.194%
30 7.965 1156 1161 1167 rVV5 12331 28462 3.03% 0.292%
31 8.050 1167 1175 1184 rVB3 5513 14378 1.53% 0.147%
32 8.172 1187 1195 1203 rBV2 9995 21462 2.28% 0.220%
33 8.550 1251 1257 1268 rVB2 12436 28148 3.00% 0.289%
34 8.666 1268 1276 1277 rBV3 6853 11114 1.18% 0.114%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100919\
Data File : VX012951.D

Aca On : 09 Oct 2019 18:29

Operator : JC/SP

Sample - K5185-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 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\82X100819W_.M
SW846 8260

35 8.709 1277 1283 1290 rVVv 609687 939704 100.00% 9.635%

36 8.782 1290 1295 1300 rVB 26053 43652 4._.65% 0.448%
37 9.160 1350 1357 1364 rVB3 7321 14434 1.54% 0.148%
38 10.111 1507 1513 1522 rBV 563381 786669 83.71% 8.066%
39 10.245 1530 1535 1542 rBV 40273 57835 6.15% 0.593%

40 10.355 1546 1553 1560 rBVY 117980 162817 17.33% 1.669%

41 10.696 1605 1609 1621 rVB3 7121 11346 1.21% 0.116%
42 11.013 1656 1661 1667 rBVY 103015 130028 13.84% 1.333%
43 11.135 1675 1681 1693 rVB 437959 585374 62.29% 6.002%

44 11.355 1713 1717 1724 rBVY 44125 58200 6.19% 0.597%
45 11.452 1726 1733 1737 rVV 17088 23251 2.47% 0.238%
46 11.501 1737 1741 1750 rVB 12344 16660 1.77% 0.171%
47 11.666 1763 1768 1774 rVB 68871 87773 9.34% 0.900%
48 12.074 1829 1835 1842 rBVY 574539 704842 75.01% 7.227%
49 12.135 1842 1845 1850 rVB 17964 23243 2.47% 0.238%
50 12.294 1863 1871 1878 rBV 373921 479813 51.06% 4.920%
51 12.367 1878 1883 1891 rVB2 22798 33667 3.58% 0.345%
52 12.458 1894 1898 1902 rVB 16388 19591 2.08% 0.201%
53 12.513 1902 1907 1914 rVB 25433 30468 3.24% 0.312%
54 12.665 1926 1932 1935 rBV 112834 146840 15.63% 1.506%
55 12.696 1935 1937 1941 rVV 22324 24506 2.61% 0.251%

56 12.751 1941 1946 1953 rVVv2 87141 122009 12.98% 1.251%
57 12.970 1975 1982 1987 rBV 98168 120560 12.83% 1.236%

58 13.074 1995 1999 2006 rBV5 7035 13387 1.42% 0.137%
59 13.220 2019 2023 2030 rVvVv 41609 54053 5.75% 0.554%
60 13.342 2038 2043 2049 rvv3 101131 146217 15.56% 1.499%
61 13.629 2087 2090 2095 rVB3 12008 16609 1.77% 0.170%
62 13.714 2102 2104 2110 rVB3 9568 14155 1.51% 0.145%
63 13.830 2118 2123 2130 rBV 64329 81529 8.68% 0.836%
64 14.690 2256 2264 2274 rVB 24689 33448 3.56% 0.343%
65 14.836 2281 2288 2293 rBV 32793 43047 4 .58% 0.441%
Sum of corrected areas: 9752740
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100919\
Data File : VX012951.D

Aca On : 09 Oct 2019 18:29

Operator : JC/SP

Sample : K5185-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .M
Quant Title : SW846 8260

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

Abundance TIC: VX012951.D
6000001 1,07

500000
400000

300000

200000 L8 5.65

6.06

5.49
4.39
100000 1.99 288, 316 6.14
12770 2.84 4.59 7
; 223432.59 < 3.01/\ 3.52 NE-67 ; 5.92
obplree Sl e B S e N A s

T I 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: VX012951.D
600000 8171 10.11

500000
11.14

400000

300000 6.85

200000

10.35
100000 101 \\

7.45 78 10.2 11.35
o | %538.45 A\ 7.73 7.9008.17 _8/.5@6 A 9.16 10.70 &1-14!
. 2 : R a

T T — L e s e L e S B a L e e s S e
Time--> 6.50 7.00 7.50

| T I 1
8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VX012951.D
600000 12.07

500000
400000 12.29
300000

200000
12.67

12.97 13.34
10.14 1253725112, ' 13 ]/k 14.6H4.84
oLt sorfl )| el M

I !
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50

T T
16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100919\
Data File : VX012951.D

Aca On : 09 Oct 2019 18:29

Operator : JC/SP

Sample : K5185-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .M
Quant Title : 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 3

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

1.78 22.17 ug/1 267162 Pentafluorobenzene 5.65
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 47
3 Pentane 72 C5H12 000109-66-0 33
4 1-Butene 56 C4H8 000106-98-9 10
5 Azetidine 57 C3H7N 000503-29-7 9

Abundance Scan 146 (1.777 min): VX012951.D (-141) (-) m/z 43.10 100.00%
3
57
5000
72 1.40 1.60 1.80 2.00 2.20
50
o...,....,....,..3.6.-‘;.:..i-.'.'..-,.‘??.,~.'...??...,....,....,....}?.2..,. m/z 41.10 91.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #714: Butane, 2-methyl-
a3
57
5000
140 1.60 1.80 2.00 2.20
29 m/z 42.10 86 .64%
ol 15 || .L . 59.J 65 '
R AL SR SIS I I UL IR UL UL SRS AR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
42
st 140 1.60 1.80 2.00 2.20
5000 m/z 57.10 72 .18%
15 50 57 72
s R RS R R AR RS AR AR RAAR WARS RARSRARAN N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #706: Pentane |||lll|llll|llll/|\llll|l
43 140 1.60 1.80 2.00 2.20
m/z 39.00 31.30%
5000
27 57 72
0 “'I'%?'I“'th"”M'l'?g'“LI'§?'J"'I'“'I"'W""I”"I"”I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 140 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100919\
Data File : VX012951.D

Aca On : 09 Oct 2019 18:29

Operator : JC/SP

Sample : K5185-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .M
Quant Title : 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 10

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

1.99 9.11 ug/l 109819 Pentafluorobenzene 5.65
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 53
3 Oxirane. ethvl- 72 C4HB80 000106-88-7 50
4 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 39
5 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 17

Abundance Scan 181 (1.991 min): VX012951.D (-176) (-) m/z 43.05 100.00%
48
5000
39 57 72
1.60 1.80 2.00 2.20 2.40
36 5053 63 67 7881
O'P”W””P”W””P”W””P“h“:P”W””“LW””P”WJ“P”W“”P”W m/z 42.10 55.47%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #706: Pentane
48
5000 SRS SRR RS AR
1.60 1.80 2.00 2.20 2.40
27 39 57 7 m/z 41.00 55.09%
0 15 | B8O | 5053, | 6265 69 |
iz T o e R e o e e e b T a a
Abundance
43
57 SRS SRS AR RS
1.60 1.80 2.00 2.20 2.40
5000 m/z 39.00 17.71%
29 39
0 15 26 5053 62 67 2
L R AR LRALS RRALS LARAS RARRS LARANRARL) RAARS LALE LAARN RAARS AR RALE LRI RARNLRRAR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #673: Oxirane, ethyl-
2 1.60 1.80 2.00 2.20 2.40
m/z 57.10 16.02%
5000
27 72
31 57
0'I'”'I“'iéagl”"P'”l'”'ﬁq"' '?é"ﬁQ?ﬁl“"l“"P'§3"”I'”'I”"P"W
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 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\VX100919\
Data File : VX012951.D

Aca On : 09 Oct 2019 18:29

Operator : JC/SP

Sample : K5185-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .M
Quant Title : 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 Pentane, 2-methyl- Concentration Rank 6

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

2.88 11.67 ug/Il 140670 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 90
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 52
3 Pentane 72 C5H12 000109-66-0 38
4 Hexane. 2.3-dimethvl- 114 C8H18 000584-94-1 38
5 3-Pyrrolidinol 87 C4HONO 040499-83-0 25

Abundance Scan 327 (2.881 min): VX012951.D (-323) (-) m/z 43.05 100.00%
43
5000 71
39 57
| 53 | 67| 86 2.60 2.80 3.00 3.20
0““mvmvmvmvmvmvmvmPMPWPNPMHNP“W“W“W“W“M“W“W m/z 71.10 48.32%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1825: Pentane, 2-methyl-
43
5000 \\ T T T "|"'/>T""
27 71 2.60 2.80 3.00 3.20
39 m/z 42.05 41 .58%
15 57
0"“'“v?“v'“l““l““l““thﬁ%“l“Jh"v'“vﬁ?“L'v§%§Z4“'W“"|““?§“v'“v
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
260 280 3.00 320
5000 m/z 41.10 40.90%
71
39
21 55 86
0 15 51 6367
SLALLALL LLAR) LAALY L) RAL) R ALY LN KAL) LALLY ALY RALS) LARLY ML) KL KAL) LALAE LARA) KALR LR L
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #706: Pentane
43 2.60 2.80 3.00 3.20
m/z 39.00 19.51%
5000
27 39 57 -
0 15 ‘ |||, 4953 | 6267 |
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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100919\
Data File : VX012951.D

Aca On : 09 Oct 2019 18:29

Operator : JC/SP

Sample : K5185-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .M
Quant Title : 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 Cyclobutane, methyl- Concentration Rank 9

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

2.92 9.72 ug/l 117147 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclobutane. methvl- 70 C5H10 000598-61-8 80
2 1-Pentene 70 C5H10 000109-67-1 56
3 2-Pentene. (2)- 70 C5H10 000627-20-3 47
4 1-Pentanol 88 C5H120 000071-41-0 40
5 2H-Tetrazole, 2,5-dimethyl- 98 C3H6N4 004135-93-7 39

Abundance Scan 333 (2.917 min): VX012951.D (-331) (-) m/z 42.10 100.00%

4
5000 55 70

39 IIIIIIIIIIIIIIIIIII
50 63 67 g6 2.60 2.80 3.00 3.20

0|""|""|""|""|""|""|'"III rrprrr e T e m/z 55.05 49.75%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #572: Cyclobutane, methyl-
4p
5000

2.60 2.80 3.00 3.20

o7 39 55 o m/z 70.10 44.95%
15 la1 i, 51| e 67|
1 M —
mz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
42
i NN
55 260 2.80 3.00 3.20
5000 0 m/z 41.00 17.92%
sy 39
0 15 26 51 62 67
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #557: 2-Pentene, (2)-
g5 260 2.80 3.00 3.20
m/z 39.05 16.11%
5000 4 0
29 39
0 15 2@‘ 32 36 L 51 | 62 67
e L e —
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 260 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100919\
Data File : VX012951.D

Aca On : 09 Oct 2019 18:29

Operator : JC/SP

Sample : K5185-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .M
Quant Title : 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, 3-methyl- Concentration Rank 5

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

3.16 12.02 ug/Il 144813 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Sulphuric acid dibutvl ester 210 C8H1804S 000625-22-9 78
3 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 64
4 Propane. 2-cvclopropvl- 84 C6H12 003638-35-5 53
5 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 50

Abundance Scan 373 (3.161 min): VX012951.D (-365) (-) m/z 57.10 100.00%
q7
41
5000
71 gg 2.80 3.00 3.20 3.40
s R RS A KAL) SRR AAARA RARAS R RRAAN SN RARAS LARANLARSE RARE m/z 56.10 84.71%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1827: Pentane, 3-methyl-
g7
29 41
5000
2.80 3.00 3.20 3.40
m/z 41.05 63.71%
2 15 | | 71 86
Ottt e e e e b e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
56
a1 2.80 3.00 3.20 3.40
5000 29 m/z 43.10 23.28%
0 15 65 73 87 99 113 126 139
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12723: Hexane, 2,2,3-trimethyl-
57 2.80 3.00 3.20 3.40
m/z 39.10 14.74%
5000 41
29 71
0 ”'I'”'Iﬁq'P'J“"'MJ'”I”AII”"A'"Pg?ﬁ"”I'”'%%?'P"W"”I'”'
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100919\
Data File : VX012951.D

Aca On : 09 Oct 2019 18:29

Operator : JC/SP

Sample : K5185-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .M
Quant Title : 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 4

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

4_.39 21.48 ug/1 258817 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
2 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 80
3 Cvclohexane 84 C6H12 000110-82-7 78
4 Cvclobutane. ethvl- 84 C6H12 004806-61-5 64
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 47

Abundance Scan 575 (4.393 min): VX012951.D (-565) (-) m/z 56.05 100.00%
56
5000 41 69 %S
37| s | 65 | 74 79 8|4 400 420 4.40 4.60 4.80
Obrrerrrrrprereprrreprrreprrreprrre e e e e e e m/z 41.00 49_71%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1493: Cyclopentane, methyl-
56
41
5000
69 4.00 420 4.40 4.60 4.80
27 a4 m/z 69.10 46 .35%
0 1 15 .||| 33 |I ‘l 5:I'||| | 6165.: "
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
27
4.00 420 4.40 4.60 4.80
5000 m/z 55.10 26.76%
42
38 84
Orrrrrrrrprer e T I T T T e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1457: Cyclohexane R T e
56 4.00 420 4.40 4.60 4.80
41 84 m/z 39.05 24 .50%
5000 7
69
0 2 1\5 | ‘ | ?\1\\ | 6165\ ‘ 7”7 i
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 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\VX100919\
Data File : VX012951.D

Aca On : 09 Oct 2019 18:29

Operator : JC/SP

Sample : K5185-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .M
Quant Title : 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 Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.29 34.04 ug/1 479813 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 81
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 76
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 76
4 (2)-1-Phenvlpropene 118 C9H10 000766-90-5 76
5 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 64
Abundance Scan 1870 (12.287 min): VX012951.D (-1863) (-) m/z 117.10 100.00%
117
5000
39 63 ot ‘ ""')3"' 0 12,40 12.60 /l
51 77 105 12.00 12.20 12.40 12.60
Ol bl 70 84 98 I 127138 1 Th777118.10 58.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8951: Indane
117
5000 L SN BN BUULA R
12,00 12.20 12,40 12.60
m/z 115.10 36.59%
39 51 63 9
A B A/ SN N 1 | N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
”'I”"P"W"”I'”A
12.00 12.20 12.40 12.60
5000 o1 m/z 91.10 19.39%
39 51 63
. 5 27 7 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8961: Benzene, 2-propenyl-
117 12.00 12.20 12.40 12.60
m/z 119.20 10.34%
5000 o1
T e 7 | 0
ot e e e N
m/z--> 10 20 30 40 50 eb 70 80 do 100 110 120 130 140 12,00 12.20 12,40 12.60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100919\

VX012951.D

09 Oct 2019 18:29

JC/SP

K5185-01

5.0mL/MSVOA X/WATER

24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .M

Quant Title

TIC Library

: SW846 8260

= 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 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.67 10.42 ug/Il 146840 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
2 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
3 Benzene. l1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 94
4 Benzene. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 93
5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 91

Abundance Scan 1933 (12.672 min): VX012951.D (-1926) (-) m/z 119.10 100.00%
119
5000
134
39 51 65 77 L 105 12.40 12.60 12.80 13.00
O e et el et m/z 134.100  28.64%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119
5000
134 12.40 12.60 12.80 13.00
- 105 m/z 91.10 16.35%
s ma sl |
AR SR ARAt) ARALA RS AAALA RANSS NS RRARA AAARS LALASRALAN SARSSRARA AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
12.40 12.60 12.80 13.00
5000 m/z 120.10 10.14%
134
, 15 27 ¥ s e 77 % 105
0‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14891: Benzene, 1-ethyl-2,4-dimethyl-
119 12.40 12.60 12.80 13.00
m/z 117.20 9.34%
5000
134
27 ﬁg 51 65 77 %1 105 |
0 A \”” ‘.‘... .‘.‘.. SN TS S— .‘.‘.. SN M | RS P /A PRV I U N
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1240 12.60 12,80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100919\
Data File : VX012951.D

Aca On : 09 Oct 2019 18:29

Operator : JC/SP

Sample : K5185-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .M
Quant Title : 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 2,4-Dimethylstyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.34 10.37 ug/Il 146217 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Dimethvistvrene 132 C10H12 002234-20-0 95
2 1-Phenvl-1-butene 132 C10H12 000824-90-8 93
3 Benzene. 1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 91
4 Benzene. 2-butenvl- 132 C10H12 001560-06-1 90
5 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 70

Abundance Scan 2043 (13.342 min): VX012951.D (-2038) (-) m/z 117.10 100.00%

117

5000

—
=

13.00 13.20 13.40 13.60
m/z 119.10 53.56%

0!

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14041: 2,4-Dimethylstyrene
117
132

5000
13.00 13.20 13.40 13.60

m/z 132.10 34 .20%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance

117
13.00 13.20 13.40 13.60
5000 132 m/z 115.10 30.86%
91
o7 39 S 65 77 105

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-

-

13.00 13.20 13.40 13.60
m/z 134.05  24.54%

5000

91
15 27 39 St e3 77

-

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100919\
Data File : VX012951.D

Acq On : 09 Oct 2019 18:29

Operator : JC/SP

Sample - K5185-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .M
Quant Title : SW846 8260

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

|--Internal Standard---|

12.07 704842 50.0
12.07 704842 50.0

Benzene, 4-ethyl-.._. 12.67 10.4 ug/1 146840
2,4-Dimethylstyrene 13.34 10.4 ug/1 146217

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methyl- 1.78 22.2 ug/I1 267162 1 5.65 602569 50.0
Pentane 1.99 9.1 ug/Il 109819 1 5.65 602569 50.0
Pentane, 2-methyl- 2.88 11.7 ug/I1 140670 1 5.65 602569 50.0
Cyclobutane, methyl- 2.92 9.7 ug/l 117147 1 5.65 602569 50.0
Pentane, 3-methyl- 3.16 12.0 ug/I1 144813 1 5.65 602569 50.0
Cyclopentane, met... 4_.39 21.5 ug/l 258817 1 5.65 602569 50.0
Indane 12.29 34.0 ug/I1 479813 4 12.07 704842 50.0

4
4
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