LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX101419\

Data File : VX013059.D

Aca On - 14 Oct 2019 18:03

Operator : JC/SP

sample - K5313-04

Misc - 5.0mL/MSVOA X/WATER SRS
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 1.070 26 30 41 rBV 699469 848160 8.84% 1.939%
2 1.393 80 83 89 rBv 311030 326145 3.40% 0.745%
3 1.783 141 147 168 rVV 6897033 9599703 100.00% 21.941%
4 1.991 177 181 194 rVB2 548387 840744 8.76% 1.922%
5 2.838 300 320 325 rBVY 1298749 2998186 31.23% 6.853%
6 2.881 325 327 344 rVB 528368 1034818 10.78% 2.365%
7 3.167 365 374 390 rVB 379350 871649 9.08% 1.992%
8 3.515 422 431 445 rBV 126767 288659 3.01% 0.660%
9 4.301 547 560 568 rBV 273070 834768 8.70% 1.908%
10 4.393 568 575 589 rVB 325522 939001 9.78% 2.146%

11 4.582 589 606 616 rBV3 58714 249296 2.60% 0.570%
12 5.490 739 755 760 rBV 97126 270526 2.82% 0.618%
13 5.575 760 769 776 rvv2 319300 1069474 11.14% 2.444%
14 5.649 776 781 786 rvV 187884 538903 5.61% 1.232%
15 5.722 786 793 808 rvB 313903 977841 10.19% 2.235%

16 5.929 814 827 839 rBV5 124788 423735 4.41% 0.968%
17 6.057 839 848 854 rvv 111708 292843 3.05% 0.669%
18 6.136 854 861 871 rvV 166608 433404 4_.51% 0.991%
19 6.252 871 880 885 rvv2 95835 283899 2.96% 0.649%
20 6.344 885 895 905 rvv 1225287 3673474 38.27% 8.396%

21 6.447 905 912 925 rVvB2 121252 339347 3.53% 0.776%
22 6.850 968 978 990 rBV 274960 652477 6.80% 1.491%
23 7.459 1064 1078 1089 rBV2 444726 1073328 11.18% 2.453%
24 7.569 1089 1096 1101 rvVv 113938 234116 2.44% 0.535%
25 7.630 1101 1106 1111 rVV 156743 350613 3.65% 0.801%

26 7.679 1111 1114 1118 rVV 86585 154005 1.60% 0.352%
27 7.728 1118 1122 1133 rVV 77479 148418 1.55% 0.339%
28 8.051 1164 1175 1186 rVB 737843 1479834 15.42% 3.382%
29 8.173 1186 1195 1203 rBV 1066115 2060545 21.46% 4_.710%
30 8.252 1203 1208 1219 rVB 138141 254233 2.65% 0.581%

31 8.666 1268 1276 1279 rBV3 199758 413974 4_.31% 0.946%
32 8.709 1279 1283 1290 rVB 573073 922567 9.61% 2.109%
33 8.837 1299 1304 1308 rBV 73334 116011 1.21% 0.265%
34 9.038 1331 1337 1344 rVB 124883 202445 2.11% 0.463%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX101419\

Data File : VX013059.D

Aca On - 14 Oct 2019 18:03

Operator : JC/SP

sample - K5313-04

Misc - 5.0mL/MSVOA X/WATER SRS
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 9.160 1348 1357 1363 rBV 68872 116981 1.22% 0.267%

36 9.617 1428 1432 1437 rVV 123910 169604 1.77% 0.388%
37 9.672 1437 1441 1446 rVV 81242 118876 1.24% 0.272%
38 10.111 1507 1513 1519 rBV 513685 702973 7.32% 1.607%
39 10.245 1530 1535 1544 rVB 414415 555693 5.79% 1.270%
40 10.355 1544 1553 1560 rBVY 909703 1275544 13.29% 2.915%

41 11.014 1656 1661 1672 rBVY 187697 240118 2.50% 0.549%
42 11.135 1675 1681 1685 rBVY 387547 507983 5.29% 1.161%
43 11.355 1709 1717 1724 rBVY 196466 243756 2.54% 0.557%
44 11.428 1724 1729 1731 rBVY 233131 311050 3.24% 0.711%
45 11.501 1737 1741 1749 rVB 249834 298066 3.10% 0.681%

46 11.666 1762 1768 1776 rBV 262464 340730 3.55% 0.779%
47 11.800 1786 1790 1802 rVB 606567 773571 8.06% 1.768%
48 12.019 1819 1826 1830 rVV 93118 120518 1.26% 0.275%
49 12.074 1830 1835 1841 rVVv2 515950 695984 7.25% 1.591%
50 12.135 1841 1845 1855 rVB 168505 220039 2.29% 0.503%

51 12.300 1865 1872 1873 rBV 123894 161203 1.68% 0.368%
52 12.318 1873 1875 1879 rVV 130367 148515 1.55% 0.339%
53 12.367 1879 1883 1892 rVB4 146695 233891 2.44% 0.535%
54 12.513 1902 1907 1913 rBV 126698 147903 1.54% 0.338%
55 12.580 1913 1918 1920 rBV 81284 102594 1.07% 0.234%

56 12.666 1927 1932 1935 rBV 104076 126176 1.31% 0.288%
57 12.757 1942 1947 1954 rBV3 93177 199344 2.08% 0.456%
58 12.897 1965 1970 1975 rVB2 67457 96528 1.01% 0.221%
59 12.970 1975 1982 1986 rVV 77174 113110 1.18% 0.259%
60 13.013 1986 1989 1995 rVB 127581 150625 1.57% 0.344%

61 13.342 2039 2043 2048 rBV2 97500 130591 1.36% 0.298%
62 14.690 2252 2264 2268 rBV 82783 124062 1.29% 0.284%
63 14.836 2283 2288 2297 rBV 90321 128654 1.34% 0.294%

Sum of corrected areas: 43751823
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

> Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101419\
: VX013059.D

: 14 Oct 2019 18:03

: JC/SP

: K5313-04

: 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:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101419\
Data File : VX013059.D

Aca On : 14 Oct 2019 18:03

Operator : JC/SP

Sample : K5313-04

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 1

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

1.78 890.67 ug/l 9599700 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 42
4 Butane. 1l-chloro-2-methvl- 106 C5H11ClI 000616-13-7 10
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 10

Abundance Scan 146 (1.777 min): VX013059.D (-141) (-) m/z 43.10 100.00%
B
57
5000
72 140 1.60 1.80 2.00 2.20
o
) I 11 MW O - Y .-/ S 4 S m/z 41.10 93.55%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #714: Butane, 2-methyl-
43
57
5000 AR RARSERARRERARRY
140 160 1.80 2.00 2.20
29 m/z 42.05 86 .59%
o 15 || L . 59|| 65
N R RANR AR aaaN L enss AR A Raaas RS SAR RS RARS S ARSY
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
42
AR RARAS AR LR
st 140 1.60 1.80 2.00 2.20
5000 m/z 57.05 71.56%
. 15 50 57 72
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #707: Pentane L L AL LA B B
43 140 1.60 1.80 2.00 2.20
m/z 39.05 32.29%
5000
27
57 72
0"W?”'P%?I”*m'”jP*”I”JW'”'J'”I”'W'”'P'”I”'W'”'I A
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 140 160 180 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101419\
Data File : VX013059.D

Aca On : 14 Oct 2019 18:03

Operator : JC/SP

Sample : K5313-04

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 Butane, 2,3-dimethyl- Concentration Rank 3

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

2.84 278.18 ug/l 2998190 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 91
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 50
3 Tetrahvdrofuran 72 C4H80 000109-99-9 38
4 Butane. 2-methvl- 72 C5H12 000078-78-4 36
5 Pyrrolidine 71 C4HON 000123-75-1 22

Abundance Scan 320 (2.838 min): VX013059.D (-300) (-) m/z 43.10 100.00%
43
5000 /\\k
71
3 55 260 2.80 3.00 3.20
51°° 6367 | 77 82868 et %
O“N“W“W”W“W“W”W“W“WJW:W“WhL“W“W“W“W“W“w“W“W m/z 42.10 85.58%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1828: Butane, 2,3-dimethyl- /k
a3
5000 LR L UL RS I
71 2.60 2.80 3.00 3.20
39 m/z 41.10 39.61%
27 55 86
15 , |, . 51 6367
O T 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
260 2.80 3.00 3.20
5000 m/z 71.10 27 .90%
27 71
39 57
o 2 15 32 53 86
ALLARL) L LA aAs) UL L) L) NARLA LALL LARLY RALLE ML) LAAR) KA RARRI LA RARLA MR AL RS AN
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #669: Tetrahydrofuran e B A R
42 2.60 2.80 3.00 3.20
m/z 39.10 18.15%
5000 72
27
0 15 | 31 38 50 57
miz--> A g g 260 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101419\
Data File : VX013059.D

Aca On : 14 Oct 2019 18:03

Operator : JC/SP

Sample : K5313-04

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 unknown2.88 Concentration Rank 6

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

2.88 96.01 ug/1 1034820 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanol. 2.3-dimethvl- 102 C6H140 019550-30-2 38
2 Hexane. 2.3-dimethvl- 114 C8H18 000584-94-1 36
3 Azetidine. l-methvl- 71 C4HON 004923-79-9 36
4 Azetidine. 2-methvl- 71 C4HON 019812-49-8 36
5 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 33

Abundance Scan 327 (2.881 min): VX013059.D (-325) (-) m/z 43.10 100.00%
a3
5000 & /\\k
57
— e S e
86 2.60 2.80 3.00 3.20
0 ...,....,....,....,....hl:.?ﬁ'..-!.,....!...??..:.,....,....,....,.. m/z 71.10 50.79%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4476: 1-Butanol, 2,3-dimethyl-
43
5000 s L R R L L
2.60 2.80 3.00 3.20
31 55 84 m/z 41.10 42.78%
o b Sell 1
R R R RS AR AR AN RERSS AAAS NARRS RAASSARASS SRS BN
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
70 260 280 3.00 320
5000 m/z 57.10 27 .39%
27 55
0 2 15 62 77 85 99 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 A
Abundance #616: Azetidine, 1-methyl- e L
28 2.60 2.80 3.00 3.20
42 m/z 42.10 23.60%
5000
56 71
s L A AR RS AR RARES RARRS RARRS RARAS AL LARRS LRSS BN UL SR S R
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101419\
Data File : VX013059.D

Aca On : 14 Oct 2019 18:03

Operator : JC/SP

Sample : K5313-04

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 Pentane, 3-methyl- Concentration Rank 9

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

3.17 80.87 ug/1 871649 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Pentane. 3-ethvl-2.2-dimethvl- 128 C9H20 016747-32-3 64
3 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 43
4 Oxirane. (1-methvlethvl)- 86 C5H100 001438-14-8 42
5 Sulphuric acid dibutyl ester 210 C8H1804S 000625-22-9 40

Abundance Scan 374 (3.167 min): VX013059.D (-365) (-) m/z 57.10 100.00%
57
41
5000
71 86 2.80 3.00 3.20 3.40 3.60
o..,....,....,....|i!|..?ﬂ-.'.:,....,'...??..:.,..9.6.,....,....,....,... m/z 56.05 84.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1824: Pentane, 3-methyl-
57
41
5000 29
2.80 3.00 3.20 3.40 3.60
m/z 41.05 63.66%
15 | | .| 50 1l 7|1 8.6
G R R R AR RARAS RAARS AL RN RAL RS RSN RARAS NARRS LRSS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57
2.80 3.00 3.20 3.40 3.60
5000 a1 m/z 43.10 23.41%
29 71
0 15 50 83 99 113
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12711: Hexane, 2,2,3—trimethy|— L L L L B LB N B
57 2.80 3.00 3.20 3.40 3.60
m/z 39.00 15.79%
5000
41
29 ‘ n
0 \\ | 50, 64 | 78 85 93 113 128 A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 280 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101419\
Data File : VX013059.D

Aca On : 14 Oct 2019 18:03

Operator : JC/SP

Sample : K5313-04

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 Cyclopentane, methyl- Concentration Rank 8

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

4_.39 87.12 ug/1 939001 Pentafluorobenzene 5.65
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 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 72
4 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 43
5 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 40

Abundance Scan 575 (4.393 min): VX013059.D (-568) (-) m/z 56.10 100.00%
96
5000 41 69 Aj\
| 51| o165, 7470 400 420 440 460 4.80
Olrrrrrrrrrrrprrraprrrprrr T T e m/z  69.05 46.97%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1494: Cyclopentane, methyl- A
56
41
5000 69 AR LS AN R R
4.00 420 4.40 4.60 4.80
m/z 41.10 46.79%

28
84
5 sl sl ow] g ®
O*rrrrrrrrprrer e e e e e e
m/z--> 0 5 10 15 20 25 30 35 45 50 55 60 65 70 75 80 85 90
Abundance

56
a1 B R mamm e e
400 4.20 4.40 4.60 4.80
5000 m/z 55.10 25.91%
27
69
o 1 15 37 51 65 84
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1329: 1H-Tetrazole, 5-methyl- T
56 400 420 440 460 480
21 m/z 39.05 21.31%
5000
42
I ¥
OlrrrrrrrprrrrrerrrreprrrprrreH e e e
m/z--> 0O 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\HPCHEM1\MSVOA X\DATA\VX101419\
Data File : VX013059.D

Aca On : 14 Oct 2019 18:03

Operator : JC/SP

Sample : K5313-04

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 Pentane, 2,3-dimethyl- Concentration Rank 7

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

5.72 90.73 ug/1 977841 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
2 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 45
3 Oxirane. (l-methvlethvl)- 86 C5H100 001438-14-8 38
4 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 38
5 Heptane 100 C7H16 000142-82-5 38

Abundance Scan 793 (5.722 min): VX013059.D (-786) (-) m/z 56.10 100.00%
96
43
5000 71
R RBER ”.....w..”
85 540 560 580 6.00
o..,....,..??|,l...5,°.'.| s e W/z 43.10  74.30%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3993: Pentane, 2,3-dimethyl-
43 56
5000 "|""|""|""|""|
29 71 5.40 5.60 5.80 6.00
m/z 57.10 63.47%

o I‘ 2| 40 ||, s I‘ 77 8 100
L B B o LA I o o o RS EEEREns
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance

57

5.40 5.60 5.80 6.00

5000 m/z 41.10 62.07%
41
29 71
0 51 63 77 83 95 113 128
T T T T T T T e e e T T

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130

Abundance #1797: Oxirane, (1-methylethyl)-
41 56 5.40 5.60 5.80 6.00

m/z 71.10 40.99%

5000 /\
27
71
0 H\ ‘\ 1l 50 ‘ | ‘ 85

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 5.40 5.60 5.80 6.00

82X100819W.M Tue Oct 15 14:19:06 2019 Page: 9



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101419\
Data File : VX013059.D

Aca On : 14 Oct 2019 18:03

Operator : JC/SP

Sample : K5313-04

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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 2

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

6.34 281.50 ug/l 3673470 1,4-Difluorobenzene 6.85
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 Heptane. 2.2.4.6.6-pentamethvl- 170 C12H26 013475-82-6 64
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 59

Abundance Scan 894 (6.338 min): VX013059.D (-885) (-) m/z 57.10 100.00%
57
5000 /\
41 SN S W
99 6.00 6.20 640 6.60
N | O N - M - N B oy 2~/ T R 0

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7671: Butane, 2,2,3,3-tetramethyl-
57

5000 R e L
a1 6.00 6.20 6.40 6.60

29 m/z 41.10 26.62%

L2 1 ,‘| 50 J, 69 83 90 114
T T T T R e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance

57

6.00 6.20 6.40 6.60

5000 m/z 43.05 16.30%
41
5 2 50 71 83 99
O T e e T e T T
m/z--> 0O 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 39.05 8.96%

5000
41
29
4 15 1 \‘j 50 | 71 79 99 114
R e e m e === S m

! |
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101419\
Data File : VX013059.D

Aca On : 14 Oct 2019 18:03

Operator : JC/SP

Sample : K5313-04

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 9 Pentane, 2,3,4-trimethyl- Concentration Rank 5

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

8.05 113.40 ug/l 1479830 1,4-Difluorobenzene 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 91
2 Pentane. 3-ethvl- 100 C7H16 000617-78-7 83
3 Heptane. 4-methvl- 114 C8H18 000589-53-7 83
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 78
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 78

Abundance Scan 1175 (8.051 min): VX013059.D (-1164) (-) m/z 43.10 100.00%
43 71
5000
55
7.80 8.00 8.20 8.40
o..,....,....,..??',.':..,.-.:|.,.??.,:.??,f.‘?..,..?.7,....,.1?‘.‘.,.. m/z 71.10 83.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7659: Pentane, 2,3,4-trimethyl-
a3
71
5000
7.80 8.00 8.20 8.40
27 55 m/z 70.10 61.22%
ol 15 | 37 ,|| 65 || 77 83 91 o7 114
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
7.80 8.00 8.20 8.40
5000 1 m/z 41.05 29.84%
29 55
0 15 37 62 85 100
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7631: Heptane, 4-methyl-
43 7.80 8.00 8.20 8.40
- m/z 55.05 23.41%
5000
o158 (1l s es || 77 B g 114
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101419\
Data File : VX013059.D

Aca On : 14 Oct 2019 18:03

Operator : JC/SP

Sample : K5313-04

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 Pentane, 2,3,3-trimethyl- Concentration Rank 4

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

8.17 157.90 ug/l 2060550 1,4-Difluorobenzene 6.85
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 64
3 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 64
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 53
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 50

Abundance Scan 1195 (8.173 min): VX013059.D (-1186) (-) m/z 43.05 100.00%
43
71
5000 57 85
| 9 1 7.80 8.00 8.20 8.40 8.60
O A e o SRS m/z 71.05 65.95%
m/z--> 0 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 54.74%
oL 2 15 J.. . A R |
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
7.80 8.00 8.20 8.40 8.60
5000 m/z 57.05 48.98%
29 57 71 85

99 113 128

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7644: Hexane, 3,3-dimethyl-
43 7.80 8.00 8.20 8.40 8.60
m/z 85.10 40.95%
5000 1
57 85
29
> 15| J“ Mo 99 110

O rr e e e e e e e e e B e N S EARmE e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 7.80 8.00 8.20 8.40 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX101419\
Data File : VX013059.D

Acq On : 14 Oct 2019 18:03

Operator : JC/SP

Sample : K5313-04

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---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methyl- 1.78 890.7 ug/l1 9599700 1 5.65 538903 50.0
Butane, 2,3-dimet... 2.84 278.2 ug/l 2998190 1 5.65 538903 50.0
unknown?2 .88 2.88 96.0 ug/1 1034820 1 5.65 538903 50.0
Pentane, 3-methyl- 3.17 80.9 ug/I1 871649 1 5.65 538903 50.0
Cyclopentane, met... 4_.39 87.1 ug/l 939001 1 5.65 538903 50.0
Pentane, 2,3-dime... 5.72 90.7 ug/Il 977841 1 5.65 538903 50.0
Butane, 2,2,3,3-t... 6.34 281.5 ug/l 3673470 2 6.85 652477 50.0
Pentane, 2,3,4-tr... 8.05 113.4 ug/l 1479830 2 6.85 652477 50.0
Pentane, 2,3,3-tr... 8.17 157.9 ug/l 2060550 2 6.85 652477 50.0
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