LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070318\
Data File : VX003152.D

Aca On : 03 Jul 2018 16:46

Operator : JC/MD

Sample : J3754-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 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\82X062518W.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 1.075 76 80 94 rBvV 584705 856563 56.77% 6.058%
2 1.276 108 113 120 rBvV 38056 80199 5.32% 0.567%
3 1.398 131 133 141 rVB 13585 19367 1.28% 0.137%
4 1.788 191 197 207 rvVB 158738 226634 15.02% 1.603%
5 2.624 329 334 341 rVB 22278 39835 2.64% 0.282%
6 2.843 361 370 381 rBV 341694 755093 50.04% 5.341%
7 3.075 403 408 417 rvVvB2 6359 15592 1.03% 0.110%
8 3.166 417 423 432 rVB3 10491 24513 1.62% 0.173%
9 4.300 506 609 620 rBV2 84570 257078 17 .04% 1.818%
10 4 _.556 636 651 661 rBv4 19025 70613 4.68% 0.499%
11 4.800 680 691 704 rVB2 8761 29974 1.99% 0.212%
12 5.233 751 762 776 rVB5 6071 24314 1.61% 0.172%

13 5.507 796 807 822 rBV 183628 531641 35.23% 3.760%
14 5.672 822 834 841 rBV 275665 859545 56.97% 6.079%
15 5.946 869 879 888 rvB7 8612 27647 1.83% 0.196%

16 6.074 888 900 907 rBV 189920 495491 32.84% 3.505%
17 6.147 907 912 922 rVvV 61304 154444 10.24% 1.092%
18 6.263 923 931 936 rvvs 12844 40031 2.65% 0.283%
19 6.348 936 945 959 rVvB 116092 354112 23.47% 2.505%
20 6.867 1019 1030 1043 rBV 396479 923610 61.21% 6.533%

21 7.452 1118 1126 1137 rVB6 11217 30125 2.00% 0.213%
22 7.684 1157 1164 1174 rVB 17268 38135 2.53% 0.270%
23 7.995 1207 1215 1219 rBV 14325 29657 1.97% 0.210%

24 8.055 1219 1225 1235 rVB 87406 180120 11.94% 1.274%
25 8.183 1235 1246 1256 rBV 368175 734870 48.70% 5.198%

26 8.391 1272 1280 1288 rBV4 13234 25271 1.67% 0.179%
27 8.513 1294 1300 1308 rBV 95845 166988 11.07% 1.181%
28 8.720 1321 1334 1349 rBvV 966291 1508876 100.00% 10.672%

29 8.842 1349 1354 1363 rVB 22243 40595 2.69% 0.287%
30 9.043 1381 1387 1396 rVB2 25505 43092 2.86% 0.305%
31 9.165 1400 1407 1414 rBV2 14073 25967 1.72% 0.184%
32 9.317 1426 1432 1440 rVB 33121 53632 3.55% 0.379%
33 9.445 1446 1453 1460 rBV 16265 25617 1.70% 0.181%
34 9.525 1460 1466 1471 rBV2 61410 96205 6.38% 0.680%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070318\
Data File : VX003152.D

Aca On : 03 Jul 2018 16:46

Operator : JC/MD

Sample : J3754-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 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\82X062518W_M

Title : SW846 8260

35 9.573 1471 1474 1480 rVB3 9545 16407 1.09% 0.116%
36 9.866 1513 1522 1529 rBV 12215 21170 1.40% 0.150%
37 10.012 1539 1546 1551 rBV 24005 35132 2.33% 0.248%

38 10.073 1551 1556 1559 rvVv 150228 212218 14.06% 1.501%
39 10.116 1559 1563 1570 rVvVv 827936 1110113 73.57% 7.852%

40 10.189 1572 1575 1580 rVv2 12182 18326 1.21% 0.130%
41 10.256 1580 1586 1594 rVvVv 187960 247929 16.43% 1.754%
42 10.366 1600 1604 1611 rVB 31201 44417 2.94% 0.314%
43 10.439 1611 1616 1621 rBV 14699 20676 1.37% 0.146%
44 11.018 1706 1711 1716 rBVY 60388 81996 5.43% 0.580%
45 11.079 1716 1721 1725 rVV 43215 58102 3.85% 0.411%
46 11.140 1725 1731 1738 rVV 850199 1076139 71.32% 7.611%
47 11.220 1741 1744 1752 rVB5 7829 18370 1.22% 0.130%
48 11.366 1763 1768 1771 rBV 50456 64681 4._.29% 0.457%
49 11.457 1779 1783 1787 rBVY 13075 16268 1.08% 0.115%
50 11.512 1788 1792 1797 rVB 18893 24513 1.62% 0.173%
51 11.671 1808 1818 1827 rBV 302798 385002 25.52% 2.723%
52 11.774 1827 1835 1838 rVV3 9000 20160 1.34% 0.143%
53 11.811 1838 1841 1845 rVB 15331 18415 1.22% 0.130%
54 11.927 1853 1860 1861 rBV2 13175 18090 1.20% 0.128%
55 11.951 1861 1864 1871 rVB 27985 37431 2.48% 0.265%
56 12.030 1871 1877 1880 rBV2 37827 49459 3.28% 0.350%
57 12.079 1880 1885 1892 rVV 1000670 1280614 84.87% 9.058%
58 12.146 1892 1896 1900 rVB 15598 19059 1.26% 0.135%
59 12.238 1907 1911 1914 rVB 14367 18186 1.21% 0.129%
60 12.305 1914 1922 1930 rVV3 46131 75322 4_.99% 0.533%
61 12.378 1930 1934 1942 rVVv4 18861 33464 2.22% 0.237%
62 12.463 1942 1948 1952 rVV 14786 20851 1.38% 0.147%
63 12.518 1952 1957 1964 rVB2 15191 26928 1.78% 0.190%
64 12.670 1977 1982 1985 rBV 19166 23581 1.56% 0.167%
65 12.762 1993 1997 2003 rVB2 41839 68513 4._.54% 0.485%
66 12.902 2015 2020 2025 rVB2 16772 24243 1.61% 0.171%
67 12.994 2031 2035 2043 rVB3 10074 15797 1.05% 0.112%
68 13.353 2088 2094 2100 rBV2 17659 29162 1.93% 0.206%
69 13.481 2111 2115 2121 rBV 54353 69124 4.58% 0.489%
70 13.707 2148 2152 2163 rVB5 6014 15878 1.05% 0.112%
71 13.835 2166 2173 2180 rVB 22908 37281 2.47% 0.264%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070318\
Data File : VX003152.D

Aca On : 03 Jul 2018 16:46

Operator : JC/MD

Sample : J3754-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_M
SW846 8260

Sum of corrected areas: 14138463
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070318\
Data File : VX003152.D

Aca On : 03 Jul 2018 16:46

Operator : JC/MD

Sample = J3754-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance : .
1000000 TIC: VX003152.D

800000
600000{ 1.08
400000 284

200000

1.79 -
128 2,62 w0 L5
. | .40 : 3.817 J\ 456 as0 5.23 5.9

T 1 T T T T 1 T 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: VX003152.D
1000000 8.72

10.12 11.14

800000

600000

400000 6.87

8.18

200000

9.52
8.84 9.04 179.33 4% 57
AN AN .

A\

0" A ~ A v AN NI .
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VX003152.D
1000000 1208

800000

600000

400000

11.67

200000

.48
I T
Time--> S IZI.Z.IOOI o I12.|50I o I13.IOOI o I13.|50I o I14.|00

T L L L L
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\VX070318\
Data File : VX003152.D

Aca On : 03 Jul 2018 16:46

Operator : JC/MD

Sample = J3754-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_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 7

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

1.79 13.18 ug/I 226634 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 94
2 Pentane 72 C5H12 000109-66-0 64
3 3-Buten-1-ol 72 C4H80 000627-27-0 47
4 1-Propene. 2-methvl- 56 C4HS8 000115-11-7 10
5 1-Butene 56 C4HS8 000106-98-9 10

Abundance Scan 197 (1.788 min): VX003152.D (-191) (-) 43.05 100.00%

43
57
5000

I| 140 1.60 1.80 2.00 2.20

o....,....,....,....,.?.1.,19?..,....,....,....,....,....,..2.3.5,. m/z 41.00 87.93%
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #714: Butane, 2-methyl-
43
57
5000 LA L L L L L L L L L LB
1.40 1.60 1.80 2.00 2.20
29 m/z 41.95 84.22%
72
0 15 H “m ol |
T T T T T e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43
R e S R SR R
1.40 1.60 1.80 2.00 2.20
5000 m/z 57.00 67.92%
27 57 72
15
O T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #654: 3-Buten-1-ol R A s

e} 140 1.60 180 2.00 2.20
m/z 39.00 29.58%

5000
21 57 72
15 gl 27

ool sl e e e e e e  EAARARAaaamarEEERE I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 140 160 1.80 200 2.20
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070318\
VX003152.D

03 Jul 2018 16:46

JC/MD

J3754-04

5.0mL/MSVOA X/WATER

13 Sample Multiplier: 1

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_M
: SW846 8260

= C:\DATABASE\NIST11.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

Peak Number

3 Butane, 2,3-dimethyl- Concentration Rank 2

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

2.84 43.92 ug/1 755093 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 86
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 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 9

Abundance Scan 370 (2.843 min): VX003152.D (-361) (-) m/z 43.05 100.00%
43
5000 /\¥
71 SN D A S —
55 86 207 260 2.80 3.00 3.20
-+t m/z 42.00 85.63%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1832: Butane, 2,3-dimethyl-
43
5000 R LR L UL
2.60 2.80 3.00 3.20
71 m/z 41.00 41 _47%
0 15 ‘\ \‘ 5\5 86
m/z--> 0 20 Jo 60 éo 100 120 140 160 180 200
Abundance
43
2.60 2.80 3.00 3.20
5000 m/z 71.10 24 .16%
27 71
) 15 57 6
G L UL LA L B B L B L S
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #669: Tetrahydrofuran e
42 260 2.80 3.00 3.20
m/z 38.95 18.96%
5000 72
27
0 15 ‘\ ‘ 53
m/z--> 0 20 4'0 60 80 100 120 140 160 180 200 260 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070318\
Data File : VX003152.D

Aca On : 03 Jul 2018 16:46

Operator : JC/MD

Sample = J3754-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_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 Pentane, 2,4-dimethyl- Concentration Rank 6

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

4.30 14.95 ug/I 257078 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 90
2 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 64
3 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 59
4 n-Hexane 86 C6H14 000110-54-3 53
5 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 50

Abundance Scan 609 (4.300 min): VX003152.D (-596) (-) m/z 43.00 100.00%
43 57
5000
85 SR A U2 N—
69 400 420 440 4.60
0 ...,....,....,....,..?.;l:..‘?1.-.'.:,‘??..-,..??,....,....1?9..., m/z 57.10 80.91%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3989: Pentane, 2,4-dimethyl-
43
57
5000
4.00 4.20 4.40 4.60
29 85 m/z 41.00 54 _.94%
0 15 || 37 51 6369 100
miz--> 0 10 20 30 40 5 60 70 8 90 100
Abundance
57
43 400 420 440 4.60
5000 85 m/z 56.10 46.34%
29
0 "'I""I""I'"'I"??I""?%"'I§?'§?"??I""I"'%?q"'l
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3998: Butane, 2,2,3—trimethy|— LI L llll TTTT
57 400 420 440 4.60
43 m/z 85.10 25.35%
5000
29 85
15
0 1 | L‘ 37\ 51 ||, 63 69 75 100
miz--> A A A o 4% 4k 4.|60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070318\
Data File : VX003152.D

Aca On : 03 Jul 2018 16:46

Operator : JC/MD

Sample = J3754-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_M
SW846 8260

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

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

Peak Number 5 Butane, 2,2,3,3-tetramethyl- Concentration Rank 4

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

6.35 19.17 ug/Il 354112 1,4-Difluorobenzene 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 72
2 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 72
3 Heptane. 2.2.4.6.6-pentamethvl- 170 C12H26 013475-82-6 64
4 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 59
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59

Abundance Scan 945 (6.348 min): VX003152.D (-936) (-) m/z 57.05 100.00%
57
5000
41
99 6.00 6.20 6.40 6.60
o Ml 60 88 P 56,00 34.93%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #7671: Butane, 2,2,3,3-tetramethyl-
57
5000
6.00 6.20 6.40 6.60
m/z 41.00 29.59%
o2 1 ‘\ ‘\ | 69 83 9 114
T A Y
Abundance
57
6.00 620 640 6560
5000 m/z 43.00 16.93%
41
29
o4 15 7183 P 114
mz> 0 20 40 60 80 100 120 140 160
Abundance #38358: Heptane, 2,2,4,6,6-pentamethyl- R e D ERmaia
57 6.00 6.20 6.40 6.60
m/z 39.00 10.40%
5000
0 “ I, 7t 8 99 112 155 170
m/z--> 0 ' ' eb 85 160 120 140 160 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070318\
Data File : VX003152.D

Aca On : 03 Jul 2018 16:46

Operator : JC/MD

Sample = J3754-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_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 Pentane, 2,3,4-trimethyl- Concentration Rank 8

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

8.06 9.75 ug/l 180120 1,4-Difluorobenzene 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 87
2 Heptane. 4-methvl- 114 C8H18 000589-53-7 78
3 Pentane. 3-ethvl- 100 C7H16 000617-78-7 78
4 Hexane. 3.3.4-trimethvl- 128 C9H20 016747-31-2 64
5 Butane, 2-bromo-2-methyl- 150 C5H11Br 000507-36-8 50

Abundance Scan 1226 (8.062 min): VX003152.D (-1219) (-) m/z 43.05 100.00%
43 71
5000
‘ 55
7.80 8.00 8.20 8.40
Ol el il 8l 8397 M2 05 85, 110
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7658: Pentane, 2,3,4-trimethyl-
43
71
5000 LR RN ----u----u----
7.80 8.00 8.20 8.40
55 m/z 70.10 56.69%
o2 15 | \“‘ 62 | 83 91 99 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
71 780 'éb&)' 820 8.40
5000 m/z 41.05 31.56%
o 15 50 85 g9 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3975: Pentane, 3-ethyl- ....,.... T ....
43 7.80 8.00 8.20 8.40
m/z 55.00 26.57%
5000 &
55
o 15 M L, 62 85 100
m/z--> 0 10 20 30 40 50 60 7'0 80 90 100 110 120 7.80 8.00 820 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070318\
Data File : VX003152.D

Aca On : 03 Jul 2018 16:46

Operator : JC/MD

Sample = J3754-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_M
SW846 8260

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

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

Peak Number 7 Pentane, 2,3,3-trimethyl- Concentration Rank 3

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

8.18 39.78 ug/1 734870 1,4-Difluorobenzene 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 90
2 Octane. 4-methvl- 128 C9H20 002216-34-4 78
3 Propanoic acid. 2-methvl-., 2-eth._.. 200 C12H2402 035061-61-1 64
4 Heptane. 4-methvl- 114 C8H18 000589-53-7 64
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 64

Abundance Scan 1245 (8.177 min): VX003152.D (-1235) (-) m/z 43.00 100.00%
43
71
5000 57 a5
| | 9 115 7.80 8.00 820 8.40 8.60
ol e e e m/z 71.10 55.91%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71 A R L LR
57 7.80 8.00 820 8.40 8.60
85 m/z 70.00 50.26%
oL 2 \“ | “ 9 113
'|"" ""I'"'I""I""I'"'I""I""I
m/z--> 0 20 60 80 100 120 140 160
Abundance
43
7.80 8.00 820 8.40 8.60
5000 m/z 57.00 44 _31%
29 5 71 g5
0 98 113 128
L AL S LA N SR UL SR SRR
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #61208: Propanoic acid, 2-methyl-, 2-ethylhexy! ester A R A A S N .
43 7.80 8.00 820 8.40 8.60
71 m/z 85.10 36.44%
5000
29 57
83
0 L\ ‘w ll \\\ 100 112 127 139 157
m/z--> 0 20 40 60 '80 1(')0 12'0 140 160 780 8.00 8.0 8.0 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070318\
Data File : VX003152.D

Aca On : 03 Jul 2018 16:46

Operator : JC/MD

Sample = J3754-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_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-Butanol, 2,3-dimethyl- Concentration Rank 9

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

8.51 7.52 ug/l 166988 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanol. 2.3-dimethvl- 102 C6H140 000594-60-5 72
2 2-Pentanol. 2-methvl- 102 C6H140 000590-36-3 59
3 Pentane. 2-methoxv- 102 C6H140 006795-88-6 45
4 Propane. 2-ethoxvy-2-methvl- 102 C6H140 000637-92-3 42
5 Amylene hydrate 88 C5H120 000075-85-4 40

Abundance Scan 1300 (8.513 min): VX003152.D (-1294) (-) m/z 59.00 100.00%
59
5000 4l 69
87
—
8.20 8.40 8.60 8.80
53
o..,....,....,..3?.|,-!|.ﬂ6.,.-.':-:;...'.i....?1.!-..,....1,0.1...,. m/z 40.95 49_19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4473: 2-Butanol, 2,3-dimethyl-
59
5000 j\“'l""l""l""l"”l
8.20 8.40 8.60 8.80
yq 4 69 87 m/z 69.00 41.70%
o 15 i “H 53 | ‘ 101
LU SR SURLL AL SN SR SULELL SR SURLLEL SRR L B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
8.20 8.40 8.60 8.80
5000 45 a7 m/z 87.00 30.06%
31
69
o 15 39 53 79 98
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4440: Pentane, 2-methoxy- T T
509 8.20 8.40 8.60 8.80
m/z 43.00 27.92%
5000
45
29
0 1 39,] 53 | 65 73 8 102
m/z--> 10 20 30 40 50 60 70 8 90 100 110 8.0 840 860 880
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070318\
Data File : VX003152.D

Aca On : 03 Jul 2018 16:46

Operator : JC/MD

Sample = J3754-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_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 Benzene, l-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.67 15.03 ug/I 385002 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 1818 (11.671 min):vxoo3152.D(-1d§;08) ) m/z 105.00 100.00%
105
5000
120
I o R A
77 91
39 51 65 11.40 11.60 11.80 12.00
Obrr e e oo e 84 98 LI 1B, 133 1 T777950.00  31.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.40 11.60 11.80 12.00
o1 m/z 77.00 12.27%
15 27 39 Steges T T
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
120 11.40 11.60 11.80 12.00
5000 m/z 91.00 12.14%
27 4 Slgges 91
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9430: Benzene, 1-ethyl-4-methyl-

11.40 11.60 11.80 12.00
m/z 103.00 9.17%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.40 11.60 11.80 12.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX070318\
Data File : VX003152.D

Acq On : 03 Jul 2018 16:46

Operator : JC/MD

Sample : J3754-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_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, 2-methyl- 1.79 13.2 ug/I1 226634 1 5.67 859545 50.0
Butane, 2,3-dimet... 2.84 43.9 ug/1 755093 1 5.67 859545 50.0
Pentane, 2,4-dime... 4.30 14.9 ug/I1 257078 1 5.67 859545 50.0
Butane, 2,2,3,3-t... 6.35 19.2 ug/I1 354112 2 6.87 923610 50.0
Pentane, 2,3,4-tr... 8.06 9.8 ug/Il 180120 2 6.87 923610 50.0
Pentane, 2,3,3-tr... 8.18 39.8 ug/I1 734870 2 6.87 923610 50.0
2-Butanol, 2,3-di... 8.51 7.5 ug/l 166988 3 10.12 1110110 50.0

4

Benzene, 1l-ethyl-... 11.67 15.0 ug/I1 385002 12.08 1280610 50.0
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