LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX101918\

Data File : VX005463.D

Aca On - 19 Oct 2018 17:27

Operator : JC/MD

sample - J5604-08 -
Misc - 5.0mL/MSVOA X/WATER e el O
ALS Vial : 20 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\82X101218W.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 1.489 51 55 66 rvB 232699 266995 3.72% 1.077%
2 2.117 153 158 166 rvVB 50680 75677 1.05% 0.305%
3 2.446 205 212 226 rBV 615459 1018330 14.18% 4.109%
4 2.617 233 240 252 rVB 241491 444107 6.18% 1.792%
5 4.354 511 525 534 rBV3 71478 210867 2.94% 0.851%
6 4.708 572 583 604 rVB 54139 156245 2.18% 0.630%
7 5.171 652 659 674 rVB6 20831 79408 1.11% 0.320%
8 5.507 701 714 729 rBV2 144049 417043 5.81% 1.683%
9 5.665 729 740 754 rBV2 242745 700778 9.76% 2.828%
10 6.067 795 806 813 rBV2 162480 422467 5.88% 1.705%

11 6.135 813 817 832 rVB 63899 169473 2.36% 0.684%
12 6.756 909 919 927 rBV 70025 171982 2.39% 0.694%
13 6.860 927 936 958 rvv 342066 848296 11.81% 3.423%
14 7.061 961 969 987 rvVv 246439 546190 7.60% 2.204%
15 7.348 1004 1016 1032 rBV 3778926 7182611 100.00% 28.981%

16 7.555 1044 1050 1065 rVB 46036 99451 1.38% 0.401%
17 8.134 1136 1145 1162 rBV 252024 436614 6.08% 1.762%
18 8.719 1234 1241 1248 rVV 680520 1132737 15.77% 4_570%
19 8.787 1248 1252 1259 rVB 61053 104840 1.46% 0.423%
20 9.555 1373 1378 1382 rVB 67851 97472 1.36% 0.393%

21 9.896 1425 1434 1442 rBV 90765 134914 1.88% 0.544%
22 10.116 1461 1470 1476 rBV 710091 1016659 14.15% 4.102%
23 10.329 1499 1505 1517 rVB2 219487 366839 5.11% 1.480%
24 10.829 1577 1587 1597 rBV 43397 80774 1.12% 0.326%
25 10.939 1597 1605 1612 rBV6 42733 112683 1.57% 0.455%

26 11.054 1618 1624 1633 rBV 3609928 4498462 62.63% 18.151%
27 11.140 1633 1638 1645 rVB 633879 861843 12.00% 3.477%
28 12.030 1780 1784 1787 rBV 70897 81324 1.13% 0.328%
29 12.079 1787 1792 1800 rVvVv 833662 1035444 14.42% 4.178%
30 12.274 1816 1824 1835 rBV 154446 274691 3.82% 1.108%

31 13.804 2071 2075 2087 rBV2 813190 1154263 16.07% 4_.657%

32 15.133 2289 2293 2301 rVB2 61236 116969 1.63% 0.472%
33 15.316 2319 2323 2340 rVB 255994 467225 6.50% 1.885%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX101918\
Data File : VX005463.D

Aca On - 19 Oct 2018 17:27

Operator : JC/MD

sample - J5604-08 -
Misc - 5.0mL/MSVOA X/WATER e el O
ALS Vial =: 20 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\82X101218W.M
SW846 8260

Sum of corrected areas: 24783673
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

5.0mL/MSVOA X/WATER
20

= Z:\VOASRV\HPCHEM1I\MSVOA X\DATA\VX101918\
: VX005463.D

: 19 Oct 2018 17:27

: JC/MD

- J5604-08

Sample Multiplier: 1

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W_M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

MS-VB-25868-BOX-1

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: VX005463.D

2.45

1.49 2.62
i zn 435  an1 517 5,515

Oy

6813

Time--> 120 1.40 160 180 200 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 540 560 5.80 6.00 6.20

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

04
Time-->

TIC: VX005463.D

7|35 11

10.12

6.86
6.7 9.55

T T (] T T T LI B B T T =T

[
7.00 9.00 9.50

7.06 10.33

9.90 103&94

11.00

10.00

6.50 10.50

05

1.14

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: VX005463.D

12.08 13.80

15.32

123 12.27 15.13 A

0
Time-->

T
12 OO 12.50 13.00 13.50 14.00 14.50 15 OO 15 50 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX101918\

Data File : VX005463.D

Aca On - 19 Oct 2018 17:27

Operator : JC/MD

sample - J5604-08 -
Misc - 5.0mL/MSVOA X/WATER e el O
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W.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 1 Acetaldehyde Concentration Rank 7

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

1.49 19.05 ug/I 266995 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetaldehvde 44 C2H40 000075-07-0 56
2 Ethvlene oxide 44 C2H40 000075-21-8 5
3 Propane 44 C3HS8 000074-98-6 4
4 Alanine 89 C3H7NO2 000056-41-7 4
5 Ethyne, fluoro- 44 C2HF 002713-09-9 3

Abundance Scan 55 (1.489 min): VX005463.D (-51) (-) 44 _05 100.00%

44
5000

140 1. 60 1.80

364 51 5660 70 81 87
o.muqnnw“wnwnw“wnwnwuﬁLpm“m“m“mpnwnwnwnwuwnw m/z 43.05 55.23%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #72: Acetaldehyde
29
44
5000 LA L L L B ) LB L

140 1.60 1.80

15
m/z 42.05 18.62%
,,,ll'%lzﬁ' ,,4,Q|,,,,,,,,,,,
m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #75: Ethylene oxide
29
44

15 1.40 160 1.80
5000 m/z 41.00 7.78%

........,....,....,..ll,l...%l..?ﬁll i""|""'1|(')'l'i""|""|""|""|""|""|""|""|""|""|'
m/z--> 0O 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance :

#79: Propane L e BN B
29 1.40 160 1.80

m/z 45.05 2.64%

5000
44
39
15
1 | 20 25 m“\‘
RNy R LN L LR LR L L LR LR LN RN LR LR R RN LNy LR LR RRE LALRY LARAN LR L

m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX101918\
Data File : VX005463.D

Aca On - 19 Oct 2018 17:27

Operator : JC/MD

sample - J5604-08 -
Misc - 5.0mL/MSVOA X/WATER e el O
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W.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 Isopropyl Alcohol Concentration Rank 4

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

2.62 31.69 ug/1 444107 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 86
2 Hvdrazine. ethvl- 60 C2H8N2 000624-80-6 40
3 4-Penten-2-ol 86 C5H100 000625-31-0 9
4 Hvdrazine. 1.2-dimethvl- 60 C2H8N2 000540-73-8 9
5 Formamide 45 CH3NO 000075-12-7 4

Abundance Scan 241 (2.623 min): VX005463.D (-233) (-) m/z 45.05 100.00%
45
5000
5 220 240 2.60 280 3.00
.”,”.NJ”u“.ZZ”.w.”.“.”,.”.“.” rrrprrereeeeer | m/z 43.10 0 20.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #297: Isopropyl Alcohol
45
5000 RS RARE SRR SR RS

220 240 2.60 2.80 3.00
m/z 41.10 7.96%

27 || 59
IIIIIII“IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #275: Hydrazine, ethyl-
45
2.20 2.40 2.60 2.80 3.00
5000 60 m/z 39.10 6.76%
31
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1719: 4-Penten-2-ol
45 2.20 2.40 2.60 2.80 3.00
m/z 42.05 4_.99%
5000
27
S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 2.20 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX101918\

Data File : VX005463.D

Aca On - 19 Oct 2018 17:27

Operator : JC/MD

sample - J5604-08 -
Misc - 5.0mL/MSVOA X/WATER e el O
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W.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 Butanal Concentration Rank 8

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

4_.35 15.05 ug/Il 210867 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanal 72 C4H80 000123-72-8 94
2 Ethene. ethoxv- 72 C4H80 000109-92-2 50
3 Propanal. 2-methvl- 72 C4H80 000078-84-2 49
4 O-Methvlisourea 74 C2H6N20 002440-60-0 36
5 Cyclopropyl carbinol 72 C4H80 002516-33-8 25

Abundance Scan 524 (4.348 min): VX005463.D (-511) (-) m/z 44.05 100.00%
da
72
5000 57
R EEEEsEEEE S e S
37 50 54 6 86 400 420 440 4.60
'P”W”W““W”P”WMWJ!L]””W“W“”P“W“EL”PMP“W”W””P' m/z 43.05 95.72%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #647: Butanal
afft
72
5000 29
57 4.00 420 4.40 4.60
4 m/z 41.10 92 .26%
'|“"v"ﬁ§'42'“'ﬁ'!"?ﬁl'i'bl '”?ﬁ'??'“'l”"?ﬁﬁ?'”'I”"P"W"”I'“'I“
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #679: Ethene, ethoxy-
44
400 420 440 460
5000 29 72 m/z 72.10 66 .56%
2
W””P”W““P”WLLH”W”“ﬁ%l””P“WﬁKP“W”“P”W“”P“W”“P”W“
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #685: Propanal, 2-methyl-
43 4.00 420 4.40 4.60
m/z 39.10 44 _54%
72
5000
27 39
15 24,31 36|/, 505357 69 |,
PRI oA g gt i 400 420 440 4.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX101918\

Data File : VX005463.D

Aca On - 19 Oct 2018 17:27

Operator : JC/MD

sample - J5604-08 -
Misc - 5.0mL/MSVOA X/WATER e el O
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W.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 2-Butanone, 3-methyl- Concentration Rank 10

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

6.76 10.14 ug/Il 171982 1,4-Difluorobenzene 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanone. 3-methvl- 86 C5H100 000563-80-4 72
2 2-Pentanone 86 C5H100 000107-87-9 53
3 2.3-Butanedione 86 C4H602 000431-03-8 50
4 2.3-Hexanedione 114 C6H1002 003848-24-6 9
5 2-Pentanone, 3-ethyl- 114 C7H140 006137-03-7 9

Abundance Scan 920 (6.762 min): VX005463.D (-909) (-) m/z 43.10 100.00%
43 f
5000
39 8 6.40 6.60 6.80 7.00
5155 636771 ; : ' :
'w““W“v“W“W““W“P“hJH““PMP“W“W“WL“W“P“W“W“W“ m/z 86.10 17.79%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1769: 2-Butanone, 3-methyl-
43
5000 U L R AR B
6.40 6.60 6.80 7.00
o m/z 41.10 16.20%
20 5 39 55 61 71
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1706: 2-Pentanone
43
6.40 6.60 6.80 7.00
5000 m/z 39.10 7.83%
58 71 8
el s P sess Teper | |
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1661: 2,3-Butanedione
43 6.40 6.60 6.80 7.00
m/z 42.05 5.38%
5000
15 86
|18 2528323639, 50 57 69
m/z--> 5 10 1% 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX101918\

Data File : VX005463.D

Aca On - 19 Oct 2018 17:27

Operator : JC/MD

sample - J5604-08 -
Misc - 5.0mL/MSVOA X/WATER e el O
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W.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 3-Buten-2-one, 3-methyl- Concentration Rank 3

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

7.06 32.19 ug/1 546190 1,4-Difluorobenzene 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Buten-2-one. 3-methvl- 84 C5H80 000814-78-8 91
2 Ethanone. 1l-cvclopropvl- 84 C5H80 000765-43-5 62
3 2-Butanone. 4-hvdroxv-3-(hvdroxv... 132 C6H1203 006868-97-9 38
4 (2)-1.3-Butadien-1-ol 70 C4H60 070415-58-6 25
5 2,2,6-Trimethyl-4H-1,3-dioxin-4-one 142 C7H1003 005394-63-8 25

Abundance Scan 969 (7.061 min): VX005463.D (-961) (-) m/z 43.05 100.00%
A3
5000 69 84 N
6.80 7.00 7.20 7.40
50
e Sl 2082 ey W/Z 41.05  O1.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1432: 3-Buten-2-one, 3-methyl-
a3
5000
69 84 6.80 7.00 7.20 7.40
m/z 39.05 50.08%
27 3g/||| 50 58
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1435: Ethanone, 1-cyclopropyl-
43 69
6.80 7.00 7.20 7.40
5000 84 m/z 84.10 48 .50%
27
“'|'“'|'JM\'?ﬁil"w'§§'ﬁ%"h'??w"'w"'w'"w"'w"w"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14338: 2-Butanone, 4-hydroxy-3-(hydroxymethyl)-3-methyl-
43 6.80 7.00 7.20 7.40
m/z 69.05 46.94%
5000 69 84
18 28
L, ‘M 3§N\M 50 57 77 96103 115 125
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX101918\

Data File : VX005463.D

Aca On - 19 Oct 2018 17:27

Operator : JC/MD

sample - J5604-08 -
Misc - 5.0mL/MSVOA X/WATER e el O
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W.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 1-Butanol Concentration Rank 1

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

7.35 423.36 ug/l 7182610 1,4-Difluorobenzene 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanol 74 C4H100 000071-36-3 83
2 Oxetane. 2.3.4-trimethvl-, (2.al... 100 C6H120 032347-12-9 45
3 Butane. l1l-chloro- 92 C4HocCl 000109-69-3 38
4 Oxirane. (1-methvlethvl)- 86 C5H100 001438-14-8 36
5 3,4-Dimethyldihydrofuran-2,5-dione 128 C6H803 007475-92-5 9

Abundance Scan 1016 (7.348 min): VX005463.D (-1004) (-) m/z 56.05 100.00%
56
41
5000
e e
7.00 7.20 7.40 7.60
o..,.”.,”..,”.JJ:nﬁan,.?ﬁ,Y?J?”..“..w...&%?”,. m/z 41.05 61.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #838: 1-Butanol
56
1om
5000
7.00 7.20 7.40 7.60
m/z 43.05 42 .93%
18 24” . |.|.. 50 || 73
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3967: Oxetane, 2,3,4-trimethyl-, (2.alpha.,3.alpha.,4.beta.)
56
a1 7.00 7.20 7.40 7.60
5000 m/z 42.10 31.07%
29
"|'+§'|""|'"'“l“"l"‘ul""Z%'"|""|"'%?q"'|""|'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2436: Butane, 1-chloro- B B
56 7.00 7.20 7.40 7.60
m/z 39.05 16.00%
41
5000
27
15 “H 35| 49 | 8 75 92
m/z--> 0 20 30 40 50 60 70 80 90 100 110 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX101918\

Data File : VX005463.D

Aca On - 19 Oct 2018 17:27

Operator : JC/MD

sample - J5604-08 -
Misc - 5.0mL/MSVOA X/WATER e el O
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W.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 Formic acid, butyl ester Concentration Rank 5

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

8.13 25.73 ug/1 436614 1,4-Difluorobenzene 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Formic acid. butvl ester 102 C5H1002 000592-84-7 83
2 1-Butanol 74 C4H100 000071-36-3 72
3 Oxetane. 2.3.4-trimethvl-, (2.al... 100 C6H120 032347-12-9 72
4 Butane. 1l-chloro- 92 C4HocCl 000109-69-3 64
5 Oxetane, 3,3-dimethyl- 86 C5H100 006921-35-3 50

Abundance Scan 1144 (8.128 min): VX005463.D (-1136) (-) m/z 56.10 100.00%
56
41
5000
trpTrr T T T T e T T T T
47 73 7.80 8.00 8.20 8.40
S 117 25U PRl £ LA .- SN By =S 1 R
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4284: Formic acid, butyl ester
56
5000 31 4t RSB RAASE SARNE RRARE
7.80 8.00 8.20 8.40
m/z 43.10 17.37%
...,..1%.,...hl,....l,!|.‘.‘?,..n.,....,??..,....,....}92:..,.
m/z--> 10 20 40 50 60 70 80 90 100
Abundance #839: 1-Butanol
31 56
41 7.80 8.00 8.20 8.40
5000 m/z 39.05 14 .03%
15 28 LU s0 |l 73
miz--> A S N N N
Abundance #3967: Oxetane, 2,3,4-trimethyl-, (2.alpha.,3.alpha.,4.beta.)
56 7.80 8.00 8.20 8.40
M m/z 55.10 13.35%
5000
29
"'l'%é'l" j'l""ilhh'l 'J‘”I""T%"'I" "|"'}?Q"'|'
m/z--> 10 20 30 40 50 60 70 80 90 100 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX101918\
Data File : VX005463.D

Aca On - 19 Oct 2018 17:27

Operator : JC/MD

sample - J5604-08 -
Misc - 5.0mL/MSVOA X/WATER e el O
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W.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 Ethanol, 2-butoxy- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.05 221.24 ug/Il 4498460 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 91
2 Formic acid. 3.3-dimethvlbut-2-v._.. 130 C7H1402 1000368-20-5 50
3 3.3-Dimethvlbutane-2-ol 102 C6H140 000464-07-3 42
4 n-Butvl ether 130 C8H180 000142-96-1 17
5 Propane, 1-(chloromethoxy)-2-met... 122 C5H11CIO 034180-11-5 16
Abundance Scan 1623 (11.048 min): VX005463.D (-1618) (-) m/z 57.05 100.00%

5|7
5000
4
87

7 10.80 11.00 11.20 11.40
ol ,“ﬁw.Lyﬁ.Pﬁ.”,”....” e 29 Tm/z 45.10  39.43%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8820: Ethanol, 2-butoxy-
57
5000 41

10.80 11.00 11.20 11.40
m/z 41.10 34 .55%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13546: Formic acid, 3,3-dimethylbut-2-yl ester
5[7
10.80 11. 00 11. 20 11.40
5000 m/z 87.10 20.37%
41 87
m/z--> 20 60 80 100 120 140 160 180 200 220 240
Abundance #4465: 3,3-Dimethylbutane-2-ol L
5[7 10 80 11. 00 11. 20 11. 40

m/z 56.10 9.40%

5000 41
87
2 |
102
14 J ‘ Ly 1l ?1 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 80 11. OO 11. 20 11. 40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX101918\

Data File : VX005463.D

Aca On - 19 Oct 2018 17:27

Operator : JC/MD

sample - J5604-08 -
Misc - 5.0mL/MSVOA X/WATER e el O
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W.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 1-Hexanol, 2-ethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.27 13.26 ug/Il 274691 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 90
2 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 56
3 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 53
4 2-Propvl-1-pentanol 130 C8H180 058175-57-8 50
5 Heptane, 1,1"-oxybis- 214 C14H300 000629-64-1 47

Abundance Scan 1823 (12.268 min): VX005463.D (-1816) (-) m/z 57.10 100.00%

e i _«,~,_j\A~._¢A\Avx/\/&/\AA

98 12 00 12.20 12.40 12.60
112
.J!.”n....,???.,....,...FF?.. m/z 41.10 41.65%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13661: 1-Hexanol, 2-ethyl-
7

5000 L e B
29 41 12100 1220 1240 12.60

70 83 m/z 43.10 34.47%

15 [ 98 12
,....,....,....,....,....,....,...
m/z--> 20 40 60 100 120 140 160 180
Abundance #13759: 1- Pentanol, 2-ethyl-4-methyl-
57

12.00 12 20 12. 40 12.60

5000 43 m/z 55.10 30.27%
29
S T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19182: Octane, 3,5-dimethyl- T
57 12. 00 12 20 12. 40 12 60

m/z 70.10 23.45%

43
5000 n
85 99 113
EC A B o T S

m/z--> 20 40 60 80 100 120 140 160 180 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX101918\
Data File : VX005463.D

Aca On - 19 Oct 2018 17:27

Operator : JC/MD

sample - J5604-08 -
Misc - 5.0mL/MSVOA X/WATER e el O
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W.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 unknown Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.32 22.56 ug/1 467225 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methoxvacetic acid. 6-ethvl-3-oc... 230 C13H2603 1000282-69-8 46
2 Oxirane. 2-methvl-3-propvl-. cis- 100 C6H120 006124-90-9 43
3 Cvclodecane 140 C10H20 000293-96-9 41
4 3-Hexadecene. (2)- 224 C16H32 034303-81-6 38
5 Cyclopropane, 1-(2-methylbutyl)-... 168 C12H24 064723-36-0 38
Abundance Scan 2324 (15.322 min): VX005463.D (-2319) (-) m/z 43.10 100.00%

7

5000

:

15.00 15.20 15.40 15.60
m/z 57.10 93.88%

159174 190 209224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #85986: Methoxyacetic acid, 6-ethyl-3-octyl ester
45
71 g5
5000 LA L L L L L LB B |

15.00 15.20 15.40 15.60
111 g4 m/z 55.10 90.94Y%

29
| e | 159173 190

l| | ‘l. ||| | !

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

g

Abundance #3952: Oxirane, 2-methyl-3-propyl-, cis-
43
R R RS s R
57 15.00 15.20 15.40 15.60
5000 71 85 m/z 45.05 77.66%
H 100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #17938: Cyclodecane e e AR EaEa s

15.00 15.20 15.40 15.60
m/z 41.10 72.65%

5000

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. OO 15. 20 15. 40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX101918\

Data File : VX005463.D

Acg On - 19 Oct 2018 17:27

Operator : JC/MD

Sample - J5604-08 :
Misg - 5.0mL/MSVOA_X/WATER 5 e Aot O
ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W_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]
Acetaldehyde 1.49 19.1 ug/I1 266995 1 5.67 700778 50.0
Isopropyl Alcohol 2.62 31.7 ug/l 444107 1 5.67 700778 50.0
Butanal 4.35 15.1 ug/I1 210867 1 5.67 700778 50.0
2-Butanone, 3-met... 6.76 10.1 ug/I1 171982 2 6.87 848296 50.0
3-Buten-2-one, 3-... 7.06 32.2 ug/I1 546190 2 6.87 848296 50.0
1-Butanol 7.35 423.4 ug/l 7182610 2 6.87 848296 50.0
Formic acid, buty... 8.13 25.7 ug/I1 436614 2 6.87 848296 50.0
Ethanol, 2-butoxy- 11.05 221.2 ug/l 4498460 3 10.12 1016660 50.0
1-Hexanol, 2-ethyl- 12.27 13.3 ug/I1 274691 4 12.08 1035440 50.0

4

unknown 15.32 22.6 ug/Il 467225 12.08 1035440 50.0
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