LSC Area Percent Report

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

Data File : VX004832.D

Aca On - 28 Sep 2018 20:06

Operator : JC/MD

sample - J5130-05

Misc - 5.0mL/MSVOA X/WATER a= e
ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\82X092618W.M
Title - SW846 8260
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.318 18 27 35 rBv2 24879 109359 7.57% 0.912%
2 1.404 37 41 46 rvVv 208705 217448 15.05% 1.814%
3 1.788 99 104 120 rVB 991146 1397209 96.72% 11.654%
4 2.001 134 139 153 rvB2 60455 106112 7 .35% 0.885%
5 2.617 233 240 250 rBV 83877 154731 10.71% 1.291%
6 2.843 269 277 283 rBV 204253 468798 32.45% 3.910%
7 3.019 301 306 314 rVB2 12239 25906 1.79% 0.216%
8 3.166 323 330 342 rVB 60938 144753 10.02% 1.207%
9 4.300 504 516 524 rBV2 44568 136712 9.46% 1.140%
10 4.397 524 532 543 rVB 41427 123316 8.54% 1.029%
11 4 _.556 546 558 561 rBv4 6993 21178 1.47% 0.177%
12 4.757 582 591 602 rBV2 5325 18724 1.30% 0.156%

13 5.501 700 713 721 rBV 181593 526991 36.48% 4 _.396%
14 5.574 721 725 731 rVvv2 49501 134178 9.29% 1.119%
15 5.665 731 740 766 rVB 221919 818314 56.65% 6.826%

16 5.940 777 785 796 rVB3 9676 33789 2.34% 0.282%
17 6.068 796 806 815 rvVv 191572 504370 34.92% 4.207%
18 6.147 815 819 829 rvv2 14522 34822 2.41% 0.290%
19 6.263 829 838 842 rvv3 12533 37270 2.58% 0.311%
20 6.348 842 852 862 rvVv 107628 334683 23.17% 2.792%
21 6.452 862 869 880 rvB3 9557 29290 2.03% 0.244%
22 6.860 926 936 958 rBV 367500 920742 63.74% 7.680%
23 7.458 1023 1034 1045 rBvV2 39260 99294 6.87% 0.828%

24 8.055 1123 1132 1144 rVB 52870 111939 7.75% 0.934%
25 8.177 1144 1152 1162 rBV 104064 208097 14.41% 1.736%

26 8.713 1234 1240 1249 rBV 886466 1444535 100.00% 12.049%

27 8.787 1249 1252 1257 rVV 23768 38165 2.64% 0.318%
28 8.835 1257 1260 1266 rVB 12348 20077 1.39% 0.167%
29 9.043 1288 1294 1301 rVB 14322 25673 1.78% 0.214%
30 10.116 1459 1470 1478 rBV 804059 1124965 77.88% 9.383%
31 10.183 1479 1481 1487 rVV3 9342 15910 1.10% 0.133%
32 10.256 1487 1493 1501 rVvVv 68746 99400 6.88% 0.829%
33 10.359 1501 1510 1515 rVB2 9894 21095 1.46% 0.176%
34 11.018 1613 1618 1624 rBV2 13299 17258 1.19% 0.144%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092818\
Data File : VX004832.D

Aca On - 28 Sep 2018 20:06

Operator : JC/MD

sample - J5130-05

Misc - 5.0mL/MSVOA X/WATER a= e
ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

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

35 11.140 1632 1638 1653 rBV 835386 1047241 72.50% 8.735%

36 11.670 1717 1725 1733 rBV 12431 17895 1.24% 0.149%
37 12.079 1786 1792 1799 rBVY 1037774 1256297 86.97% 10.479%
38 12.140 1799 1802 1807 rVB 10725 14684 1.02% 0.122%
39 12.298 1821 1828 1836 rBV2 32533 54475 3.77% 0.454%
40 12.518 1859 1864 1871 rVB 12367 16214 1.12% 0.135%
41 12.755 1898 1903 1911 rVB2 21690 34662 2.40% 0.289%
42 13.353 1996 2001 2005 rBV 17170 22272 1.54% 0.186%
Sum of corrected areas: 11988843
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LSC Report - Integrated Chromatogram

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

Data File : VX004832.D

Aca On - 28 Sep 2018 20:06

Operator : JC/MD

sample - J5130-05

Misc - 5.0mL/MSVOA X/WATER a= e
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX004832.D
1000000 1,79

800000
600000

400000

140 2.84

200000
L 2 i OO 2 . 62

3.17
1.3 3.02 434)40
0 IIIIIIIII TT 1T TTTT TTTT TT 1T TTTT TTTT TT 1T IT—%\IIII T TT TTrTT L Trrr T

Time--> 1.20 1.40 1.60 180 200 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 480 5.00 5.20 540 560 5.80 6.00 6.20
Abundance TIC: VX004832.D
1000000

8.71

10.12 11.14

800000

600000

400000 6.86

200000

0_)\

8.18
8.06 10.26
| 84 9.04 10.7410.36 1%5?
o T T I T T T T I

T T T T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX004832.D
1000000 12.08

800000

600000

400000

200000

11.67 lbymu&nm 13.35
|—‘r“—r||||| ||A||||||||||||||||||||||||||||||---

I I
Time--> 12.00 12.50 13 OO 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX092818\
Data File : VX004832.D

Aca On : 28 Sep 2018 20:06

Operator : JC/MD

Sample = J5130-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

SW846 8260

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Concentration Rank 9

Peak Number 1 Aminomethanesulfonic acid

FA18-JBW-7338B

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

1.32 6.68 ug/Il 109359 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 83
2 Sulfur dioxide 64 02S 007446-09-5 83
3 2-Aminoethvl hvdroaen sulfate 141 C2H7NO4S 000926-39-6 74
4 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
5 2,4,6-Triamino-5-pyrimidinyl hyd... 221 C4H7N504S 071552-23-3 9

Abundance Scan 27 (1.318 min): VX004832.D (-18) (-) m/z 63.95 100.00%
64
5000 48
1.30 1.40 1.50 1.60 1.70
Ol b e e || M7z 48.00  51.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6177: Aminomethanesulfonic acid
64
5000 48
1.30 1.40 1.50 1.60 1.70
17 m/z 66.00 4_.75%
32 76 9
N L L L L B B L L S
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #357: Sulfur dioxide
64
1.30 1.40 1.50 1.60 1.70
5000 48 m/z 50.00 3.93%
16 3ﬁ
I I U U S W B WL S S
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #18804: 2-Aminoethyl hydrogen sulfate
64 1.30 1.40 1.50 1.60 1.70
m/z 65.10 1.38%
5000 48
0 1 ‘\ L 89 93 111
m/z--> 2'0 4'0 6|O 8|0 1(')0 12'0 14'10 1('30 15';0 2(')0 1.30 1.40 1.50 1.60 1.70
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Data Path :
Data File :
Aca On :
Operator : JC/MD
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

J5130-
5.0mL/MSVOA X/WATER
22 Sample Multiplier: 1

05

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX092818\
VX004832.D
28 Sep 2018 20:06

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

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

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

R.T. EstConc Area Relative to ISTD R.T.
" 1.79  85.37 ug/l 1397210  Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 gutane. 2-methvi- 72 csH12 000078-78-4 94

2 Butane, 2-methyl-

Concentration Rank 1

2 Pentane 72 C5H12 000109-66-0 45
3 3-Buten-1-ol 72 C4H80 000627-27-0 28
4 1-Butene 56 C4H8 000106-98-9 10
5 1-Propene, 2-methyl- 56 C4HS8 000115-11-7 9
Abundance Scan 104 (1.788 min): VX004832.D (-99) (-) m/z 43.10 100.00%
43
57
5000
72 1.40 1.60 1.80 2.00 2.20
o...,....,....,..??;.:..?.1-.'!:,‘??..,~!...??...,.9.4..,.1.0.5.,.1.1.5.,.. m/z 42.05 85.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #714: Butane, 2-methyl-
43
57
5000 AR RN RSN ARSI
1.40 1.60 1.80 2.00 2.20
29 m/z 41.10 84 .50%
15 sl s e 7
S S UL UL IS UL UL UL ISR I SRS L B
m/z--> 10 40 50 60 70 80 90 100 110 120
Abundance #706: Pentane
43
140 1.60 180 200 2.20
5000 m/z 57.05 65.72%
27 57 72
0 15 “ 37‘\ I 51 M‘ 63 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #654. 3-Buten-1-ol R e B e
42 1.40 1.60 1.80 2.00 2.20
31 m/z 39.10 25.89%
5000
72
- 0 —
m/z--> 10 40 50 60 70 80 90 100 110 120 1.40 1.60 1.80 2.00 2.20
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Data Path
Data File

Aca On

Sample
Misc

Operator :

ALS Vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX092818\

Library Search Compound Report

VX004832.D
28 Sep 2018 20:06

JC/MD

J5130-05
5.0mL/MSVOA X/WATER

22

Sample Multiplier: 1

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

C:\DATABASENNIST11.L

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

Concentration Rank 10

Peak Number

3 Pentane

FA18-JBW-7338B

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

2.00 6.48 ug/Il 106112 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 42
3 Diaziridine.3.3-dimethvl- 72 C3H8N2 004901-76-2 35
4 Butane. 2-methvl- 72 C5H12 000078-78-4 33
5 Isobutylene epoxide 72 C4H80 000558-30-5 9

Abundance Scan 139 (2.001 min): VX004832.D (-134) (-) m/z 43.05 100.00%
43
5000
IIIIIIII/\IIIIIIIIII
52 o4 115 207 160 1.80 2.00 2.20 2.40
O L T B I o I o e m/z 42.05 60.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #707: Pentane
43
5000 I R UL A I
27 1.60 1.80 2.00 2.20 2.40
‘ m/z 41.10 52.31%
57 72
0 '%'%i'J'w R IS SULIL SRS S L S S B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #668: Oxirane, ethyl-
4
160 180 2.00 2.20 2.40
5000 27 m/z 39.05 18.77%
57 71
s 1]
0'|'""l"l"‘l‘*""|""|""|""|""|"" B EEDY N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #637: Diaziridine,3,3-dimethy!l- P T
P 1.60 1.80 2.00 2.20 2.40
m/z 57.05 14 _.39%
5000
O'I"”I""W"'W""P"'P"'I”" B EEDY N S SR R SRR
m/z--> 20 80 100 120 140 160 180 200 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

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

Data File : VX004832.D

Aca On - 28 Sep 2018 20:06

Operator : JC/MD

sample - J5130-05

Misc - 5.0mL/MSVOA X/WATER a= e
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Isopropyl Alcohol Concentration Rank 5

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

2.62 9.45 ug/Il 154731 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 86
2 4-Penten-2-ol 86 C5H100 000625-31-0 9
3 Hvdrazine. 1.2-dimethvl- 60 C2H8N2 000540-73-8 9
4 Hvdrazine. ethvl- 60 C2H8N2 000624-80-6 4
5 1-Butene, 4-methoxy 86 C5H100 004696-30-4 4

Abundance Scan 240 (2.617 min): VX004832.D (-233) (-) m/z 45.05 100.00%
45
5000
39 59 220 2.40 2.60 2.80 3.00
o/ Y 8 T PN M - S R & S m/z 43.10 21.84%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #295: |sopropy! Alcohol
45
5000 I""I""/'k"'l""lIII

220 240 2.60 2.80 3.00
m/z 41.10 8.57%

27
19
SN N s L N - N —
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1719: 4-Penten-2-ol
45
AR R e
220 240 2.60 2.80 3.00
5000 m/z 39.05 7.15%
27 39
o | 34yl 535863 71
LI I i o o o o o B L e B B B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #276: Hydrazine, 1,2-dimethyl-
45 60 220 240 2.60 2.80 3.00
30 m/z 42.05 5.20%
5000
15 ‘
0...,.MH,..J.,”..,U..w...u,..”,....,”..,....“
m/z--> 10 20 40 50 60 70 80 90 100 220 240 2.60 2.80 3.00
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Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX092818\
Data File : VX004832.D

Aca On : 28 Sep 2018 20:06

Operator : JC/MD

Sample = J5130-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Library Search Compound Report

SW846 8260

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Butane, 2,3-dimethyl-

Concentration Rank 2

FA18-JBW-7338B

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

2.84 28.64 ug/1 468798 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 90
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 32
3 Oxalic acid. pentvl propvl ester 202 C10H1804 1000309-25-7 12
4 Furan. tetrahvdro-2-methvl- 86 C5H100 000096-47-9 9
5 Pyrrolidine 71 C4HON 000123-75-1 9

Abundance Scan 277 (2.843 min): VX004832.D (-269) (-) m/z 43.10 100.00%
43
5000
71
86 2.60 2.80 3.00 3.20
I 5‘6,‘, s e 20 Tm/z 42.10  87.63%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1832: Butane, 2,3-dimethyl-
43
5000
2.60 2.80 3.00 3.20
27 71 m/z 41.10 39.34%
ol 14 | || 57 | 8
m/z--> 0 20 40 60 8|0 100 120 140 160 180 200 220 240
Abundance #1823: Pentane, 2-methyl-
43
2.60 2.80 3.00 3.20
5000 m/z 71.10 22.77%
27 71
57
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #62250: Oxalic acid, pentyl propy! ester
43 2.60 2.80 3.00 3.20
m/z 39.05 16.42%
5000
71
0 I “ 5 | 91 115 133
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 2.60 2.80 3.00 3.20

82X092618W.M Mon Oct 01 13:48:22 2018
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Library Search Compound Report

> Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX092818\
: VX004832.D

: 28 Sep 2018 20:06

: JC/MD

: J5130-05

: 5.0mL/MSVOA X/WATER

22 Sample Multiplier: 1

FA18-JBW-7338B

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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 6

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

3.17 8.84 ug/l 144753 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
2 Oxirane. (1-methvlethvIl)- 86 C5H100 001438-14-8 53
3 Pentane. 2.2.3-trimethvl- 114 C8H18 000564-02-3 50
4 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 40
5 Acetamide, N-2-propenyl- 99 C5H9NO 000692-33-1 39

Abundance Scan 331 (3.172 min): VX004832.D (-323) (-) m/z 57.05 100.00%
57
41
5000
71 g 2.80 3.00 3.20 3.40 3.60
Ol g O a2y | M/Z 56.05  84.04%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1824: Pentane, 3-methyl-
57
41
5000 AR AR LLEAR AN
280 3.00 320 340 3.60
5 m/z 41.05 62.09%
71 g6
0!
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1797: Oxirane, (1-methylethyl)-
41 9B
280 300 320 3.40 3.60
5000 m/z 43.10 22.24%
0 w.”.“W”MM.M.ﬂ.ﬁ§”,”.w.”.“.” e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #7662: Pentane, 2,2,3-trimethyl- S EEaEE e e
57 2.80 3.00 3.20 3.40 3.60
m/z 39.05 15.45%
5000
41
oL1 14 \T “ 70 85 99 114
m/z--> 0 2'0 40 60 8IO 100 120 140 160 180 200 220 240 2.80 3.00 3.20 3.40 3.60

82X092618W.M Mon Oct 01 13:48:23 2018
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Library Search Compound Report

Data Path :

Data File : VX004832.D

Aca On : 28 Sep 2018 20:06
Operator : JC/MD

Sample : J5130-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

SW846 8260

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

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX092818\

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Pentane, 2,4-dimethyl-

R.T. EstConc Area

Concentration Rank 7

4.30 8.35 ug/l

Hit# of 5 Tentative ID

136712

1 Pentane. 2.4-dimethvl-

2 Butane. 2.2.3-trimethvl-

3 2.2.6.6-Tetramethylheptane
4 1-Pentene. 4-methvl-

5 Pentane, 2,2-dimethyl-

Relative to ISTD R.T.
Pentafluorobenzene 5.67
MW  MolForm CAS# Qual
100 C7H16 000108-08-7 90
100 C7H16 000464-06-2 59
156 Cl11H24 040117-45-1 50
84 C6H12 000691-37-2 49
100 C7H16 000590-35-2 47

Abundance Scan 516 (4.300 min): VX004832.D (-504) (-)
43
57
5000
85
69 08
0 77

m/z 43.10 100.00%

4.00 4.20 4.40 4.60
m/z 57.10 78.42%

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

4.00 4.20 4.40 4.60
m/z 41.10 53.60%

FA18-JBW-7338B

4.00 4.20 4.40 4.60

m/z 56.00 52 .32%

4.00 4.20 4.40 4.60

Abundance #3989: Pentane, 2,4-dimethyl-
43
57
5000
15 | | e 100
Ot rr e e e T e T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #3999: Butane, 2,2,3-trimethyl-
5[7
43
85
5000
29
15 H I 877 | o
Otrrprrrr e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28451: 2,2,6,6-Tetramethylheptane
5[7
5000 M
71 85
29
14 Il 98 141 156
Ot e P T T e T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

m/z 42.05 22 .54%

4.00 4.20 4.40 4.60
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Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX092818\

Data Path :

Data File : VX004832.D

Aca On : 28 Sep 2018 20:06
Operator : JC/MD

Sample : J5130-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters:

LSCINT.P

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

FA18-JBW-7338B

Peak Number 8 Cyclopentane, methyl- Concentration Rank 8

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

4.40 7.53 ug/l 123316 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 87
2 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 53
3 Cvclobutane. ethvl- 84 C6H12 004806-61-5 53
4 Cvclobutane 56 C4H8 000287-23-0 43
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 38

Abundance Scan 532 (4.397 min): VX004832.D (-524) (-) m/z 56.10 100.00%
56
5000 a1 69
37| | 6165 | 74 79 4.00 420 4.40 4.60 4.80
0“M“W“W“T“W“W“W“W“W“W“W“W“w“W“WJ+“W“W“W“W“' m/z 41.10 51.84%
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-
56
41
5000 69
4.00 4.20 4.40 4.60 4.80
o8 o m/z 69.10 45.43%
i s sl sl el o
miz--> 5% 10 15 20 25 30 35 40 45 50 55 60 65 70 75 B0 85 90
Abundance #1329: 1H-Tetrazole, 5-methyl-
56
27
4.00 4.20 4.40 4.60 4.80
5000 m/z 55.05 30.57%
42
38 84
0 [ I
Ry e st LAl i Al At BRI AL A Al AR BARS) WAL A M M A R
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1471 Cyclobutane, ethyl— LI B
56 4.00 4.20 4.40 4.60 4.80
a1 m/z 42.10 22.43%
5000
27
69
0 1 1\5 ! ‘ 37\ ‘\ 51\\ ! 65 ‘ 84
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 400 420 440 4.60 4.80
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Library Search Compound Report

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

Data File : VX004832.D

Aca On - 28 Sep 2018 20:06

Operator : JC/MD

sample - J5130-05

Misc - 5.0mL/MSVOA X/WATER a= e
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Hexane, 2,2-dimethyl- Concentration Rank 3

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

6.35 18.17 ug/Il 334683 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 72
2 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 72
3 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 64
4 Pentane. 2.2.4.4-tetramethvl- 128 C9H20 001070-87-7 59
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 59

Abundance Scan 852 (6.348 min): VX004832.D (-842) (-) m/z 57.10 100.00%
57
5000
41
70 99 6.00 6.20 6.40 6.60
olerrerer e 8070 83 a1 % w12 ot em 4G 35, 64%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7649: Hexane, 2,2-dimethyl-
57
5000 "|""|""|""|""|4
6.00 6.20 6.40 6.60
29 A ‘ m/z 41.10 28.00%
o2 15 o llas |, e9 77ea % 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7671: Butane, 2,2,3,3-tetramethyl-
57
600 620 640 660
5000 m/z 43.05 16.14%
41
29 ‘
o2 15 | |l so e s 9P 11
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7663: Pentane, 2,2,4-trimethyl-
57 6.00 6.20 6.40 6.60
m/z 39.10 8.78%
5000
41
29 ‘
o2 15 ] “ 48 || 64 71 83 9 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60
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Library Search Compound Report

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

Data File : VX004832.D

Aca On - 28 Sep 2018 20:06

Operator : JC/MD

sample - J5130-05

Misc - 5.0mL/MSVOA X/WATER a= e
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Pentane, 2,3,3-trimethyl- Concentration Rank 4

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

8.18 11.30 ug/Il 208097 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 78
2 Heptane. 4-methvl- 114 C8H18 000589-53-7 64
3 Hexane. 3-methvl- 100 C7H16 000589-34-4 59
4 Heptane. 3.3.4-trimethvl- 142 C10H22 020278-87-9 59
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53

Abundance Scan 1153 (8.183 min): VX004832.D (-1144) (-) m/z 43.10 100.00%
43
71
5000 57
85
99 7.80 8.00 820 8.40 8.60
0 ”.“.”,”.w.”.“?ﬁhh.?ﬁjh,?ﬁm:”.“uh,”.q.nﬁﬁ?”,” m/z 71.05 57.25%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
57 7.80 8.00 820 8.40 8.60
27 85 m/z 70.10 50.06%
oL 2 15 |‘,, 50, | Al 78 ,| 9 113
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7631: Heptane, 4-methyl-
43
71 7.80 8.00 820 8.40 8.60
5000 m/z 57.10 46.96%
0 15 i ] so ] . B e 114
miz--> 0 1o 2 3 40 S0 60 70 80 90 160 110 130
Abundance #3980: Hexane, 3-methyl-
43 7.80 8.00 820 8.40 8.60
m/z 85.10 35.49%
5000 29 57 71
oL 1 15 ‘ 'l 50 ||| 64 || 78 85 100
m/z--> 0 10 20 30 40 50 60 70 80 90 1(')0 110 120 7.80 8.00 8.0 8.40 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX092818\

Data File : VX004832.D

Acq On : 28 Sep 2018 20:06

Operator : JC/MD

Sample - J5130-05

Misc - 5.0mL/MSVOA_X/WATER =
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

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

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Aminomethanesulfo. .. 1.32 6.7 ug/l 109359 1 5.67 818314 50.0
Butane, 2-methyl- 1.79 85.4 ug/1 1397210 1 5.67 818314 50.0
Pentane 2.00 6.5 ug/Il 106112 1 5.67 818314 50.0
Isopropyl Alcohol 2.62 9.4 ug/Il 154731 1 5.67 818314 50.0
Butane, 2,3-dimet... 2.84 28.6 ug/I1 468798 1 5.67 818314 50.0
Pentane, 3-methyl- 3.17 8.8 ug/Il 144753 1 5.67 818314 50.0
Pentane, 2,4-dime... 4.30 8.3 ug/Il 136712 1 5.67 818314 50.0
Cyclopentane, met... 4.40 7.5 ug/l 123316 1 5.67 818314 50.0
Hexane, 2,2-dimet... 6.35 18.2 ug/I1 334683 2 6.86 920742 50.0
Pentane, 2,3,3-tr... 8.18 11.3 ug/Il 208097 2 6.86 920742 50.0
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