LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv100418\
Data File : VV008057.D

Aca On : 04 Oct 2018 12:33

Operator : SY/MD

Sample : J5185-12

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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 V\METHOD\SOMVTR092718WMA .M
Title - TRACE VOA SOMO1.0

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 1.119 3 9 21 rVB 27532 27432 1.79% 0.282%
2 1.316 62 70 81 rvB2 49940 71331 4.64% 0.734%
3 1.406 91 98 103 rBvV 21143 30052 1.96% 0.309%
4 1.586 147 154 164 rVB 34651 39968 2.60% 0.411%
5 1.785 207 216 223 rBV 33451 41692 2.71% 0.429%
6 2.132 312 324 337 rBV2 93076 146313 9.52% 1.505%
7 2.981 577 588 603 rBV3 20556 44834 2.92% 0.461%
8 3.766 813 832 867 rBV2 83319 230373 15.00% 2.369%
9 3.981 884 899 918 rBV2 24910 94839 6.17% 0.975%
10 4.409 1011 1032 1056 rBv3 62170 202411 13.18% 2.082%
11 4.788 1137 1150 1170 rBvV 8647 22780 1.48% 0.234%
12 5.097 1229 1246 1272 rBv3 125758 288412 18.78% 2.966%
13 5.415 1324 1345 1359 rBVS8 8494 21516 1.40% 0.221%
14 5.531 1366 1381 1393 rBv4 7442 16023 1.04% 0.165%

15 5.666 1408 1423 1444 rBV 111168 215370 14.02% 2.215%

16 6.122 1550 1565 1586 rVB 70670 143478 9.34% 1.476%
17 6.338 1621 1632 1656 rBvV 91138 185614 12.08% 1.909%

18 6.926 1806 1815 1825 rBV2 10472 18442 1.20% 0.190%
19 7.032 1837 1848 1864 rBV 35242 60711 3.95% 0.624%
20 7.360 1937 1950 1965 rBV 144544 247916 16.14% 2.550%
21 7.608 2018 2027 2036 rvVB2 15007 23544 1.53% 0.242%
22 7.666 2036 2045 2057 rBvV 19485 31912 2.08% 0.328%

23 7.984 2131 2144 2160 rBV2 132683 249465 16.24% 2.566%
24 8.142 2179 2193 2224 rBV 165175 316114 20.58% 3.251%
25 8.290 2227 2239 2260 rBvV 224160 378956 24.67% 3.898%

26 8.717 2358 2372 2387 rBV 23484 39839 2.59% 0.410%
27 8.897 2414 2428 2450 rVB 165373 273109 17.78% 2.809%
28 9.248 2527 2537 2556 rVB2 18311 30495 1.99% 0.314%
29 9.855 2714 2726 2748 rBV 391522 597607 38.90% 6.146%
30 10.212 2823 2837 2845 rBV 28473 45217 2.94% 0.465%
31 10.264 2845 2853 2866 rVB 54124 84405 5.49% 0.868%
32 10.428 2890 2904 2920 rBV 340427 577686 37.61% 5.941%
33 10.560 2933 2945 2958 rBV3 26137 44009 2.86% 0.453%
34 10.752 2995 3005 3014 rBvV4 11830 19736 1.28% 0.203%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv100418\
Data File : VV008057.D

Aca On : 04 Oct 2018 12:33

Operator : SY/MD

Sample : J5185-12

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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_V\METHOD\SOMVTR092718WMA .M
Title - TRACE VOA SOMO1.0
35 10.862 3029 3039 3054 rBV3 21327 37658 2.45% 0.387%

36 11.196 3123 3143 3164 rBV 884544 1294012 84.24% 13.309%
37 11.296 3164 3174 3196 rVB 191933 309385 20.14% 3.182%
38 11.498 3225 3237 3249 rVB 31875 49873 3.25% 0.513%
39 11.579 3252 3262 3279 rVV 85717 151657 9.87% 1.560%
40 11.675 3281 3292 3312 rVB 167644 277883 18.09% 2.858%

41 11.826 3330 3339 3351 rBV 40691 61756 4.02% 0.635%
42 11.997 3374 3392 3401 rBV5 17668 42242 2.75% 0.434%
43 12.055 3401 3410 3436 rVB2 48485 107172 6.98% 1.102%
44 12.299 3472 3486 3503 rVB2 164199 289343 18.84% 2.976%
45 12.392 3503 3515 3531 rBV 1085010 1536132 100.00% 15.799%

46 12.662 3589 3599 3611 rBvV2 22228 35225 2.29% 0.362%
47 12.974 3690 3696 3710 rVB 16911 24737 1.61% 0.254%
48 13.145 3742 3749 3763 rVB 65273 102053 6.64% 1.050%
49 13.370 3810 3819 3839 rvB4 20074 37601 2.45% 0.387%
50 13.485 3844 3855 3870 rBV 298808 434574 28.29% 4_470%
51 13.727 3923 3930 3941 rVB3 16700 24177 1.57% 0.249%
52 14.093 4034 4044 4051 rBV 18963 30100 1.96% 0.310%
53 14.383 4126 4134 4147 rVB2 10377 15777 1.03% 0.162%
Sum of corrected areas: 9722958
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv100418\
Data File : VV008057.D

Aca On : 04 Oct 2018 12:33

Operator : SY/MD

Sample : J5185-12

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

TRACE VOA SOM01.0

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

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _M

Abundance

1000000
800000
600000
400000

200000

2.13
1.32

12 1.591.78

ok ﬂgi.41

2.00 2.50

Time--> 1.50

TIC: VV008057.D

3.77
3.98

/T
3.50 4.00

Abundance

1000000
800000
600000

400000

8.29

8.14

200000 7 98

6.9503 78567

TIC: VV008057.D

8.90

9.25

9.86

10.43

0! : L e |

Time--> 7.00 7.50 8.00 8.50

T T T I T T T I T

9.00 9.50

10.00

11.20

(I

11.50 12.00

Abundance

1239

1000000

800000

600000

400000
13.49

200000

L 12.66 1314 13.3
: 12.97 :
0 PANN J\I_J\I\_AI_/I\ I

13.73

TIC: VV008057.D

14.09 1438

14.00

12.50 13.00 13.50

Time-->

1
14.50 15.00

T
16.00

L
15.50

™1
16.50

T
17.00

=
17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv100418\
Data File : VV008057.D

Aca On : 04 Oct 2018 12:33

Operator : SY/MD

Sample : J5185-12

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _M
TRACE VOA SOM01.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 24

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

1.12 0.64 ug/L 27432 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 45
3 Cvclopropane 42 C3H6 000075-19-4 43
4 Cvclopropane 42 C3H6 000075-19-4 9
5 Cyclopropene 40 C3H4 002781-85-3 9

Abundance Scan 9 (1.119 min): VV008057.D (-3) (-) m/z 41.00 100.00%
4
5000
38 1 |3
36|| 1.20 1.30 1.40 1.50
Ol e e e e e m/Zz 39.00  78.04%
m/z--> 0O 5 10 15 20 25 30 35 40 45 50
Abundance #57: Propene
4
5000
27 1.20 1.30 1.40 1.50
3 m/z 42.00 66.14%
6 1 1215 19 25 Il
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #58: Propene
41
1.20 1.30 1.40 1.50
5000 27 m/z 40.00 24 .49%
2 1212 20 25 43
e L A RS IR LS RS RN AR AN RS R
m/z--> 0O 5 10 15 20 25 30 35 40 45 50
Abundance #59: Cyclopropane
42 1.20 1.30 1.40 1.50
39 m/z 38.00 19.05%
5000
27
37
o 2 Y6 19 25 piii
miz--> 0 5 10 15 20 25 30 35 40 45 50 120 130 1.40 150
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv100418\
Data File : VV008057.D

Aca On : 04 Oct 2018 12:33

Operator : SY/MD

Sample : J5185-12

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _M
TRACE VOA SOM01.0

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 Acetaldehyde Concentration Rank 22

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

1.41 0.70 ug/L 30052 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetaldehvde 44 C2H40 000075-07-0 74
2 Acetaldehvde 44 C2H40 000075-07-0 74
3 Propane 44 C3HS8 000074-98-6 5
4 Ethvlene oxide 44 C2H40 000075-21-8 5
5 Ethylene oxide 44 C2H40 000075-21-8 5

Abundance Scan 99 (1.409 min): VV008057.D (-91) (-) 43.95 100.00%
44
5000 V\WVA*\‘“/\“““\\wkv_ﬁ~,\_
T[rrrrrrrrrrr T
4 120 1.40 160 1.80
38 77
O”P”W””P”W””P”W””P”Wﬂ'V”W””P”W““P“W”“P”W””P' m/z  42.95 58.50%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #71: Acetaldehyde
29 24
5000
15 1.20 140 1.60 1.80
m/z 42.00 19.77%
12|| 1821 20 milh
OrrrrrrprrH T T e T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #72: Acetaldehyde j\
29
a4 LA IS NN I
120 1.40 160 1.80
5000 m/z 40.90 8.06%
15
ol 12)|, 21 28 /3 4
LA AR AR AN AR RARN RN RARRN ALY RERAN SERAN RARES BRRRA REARE NERAN RERRA AR N
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #78: Propane
29 120 1.40 160 1.80
m/z 44.95 2.94%
- VWWMM
% 44
39
2
0 12 20 7 36, |
Ay e ) A L A ) AR A s A LA A L AN R W""I""I”
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv100418\
Data File : VV008057.D

Aca On : 04 Oct 2018 12:33

Operator : SY/MD

Sample : J5185-12

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _M
TRACE VOA SOM01.0

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 (DEL) Alkane: Cyclicl.78 Concentration Rank 17

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

1.78 0.97 ug/L 41692 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. ethvl- 70 C5H10 001191-96-4 87
2 Cvclopropane. ethvl- 70 C5H10 001191-96-4 83
3 2-Pentene. (2)- 70 C5H10 000627-20-3 80
4 1-Pentene 70 C5H10 000109-67-1 72
5 1-Pentene 70 C5H10 000109-67-1 64

Abundance Scan 214 (1.779 min): VV008057.D (-207) (-) m/z 42.00 100.00%
4
55
5000 70
38 || 46 51 63 81 1.40 1.60 1.80 2.00 2.20
Ofrrrrrrrprrerprrrsprrrrrrrr e rITrI T b e m/z 55.00 74.25%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #577: Cyclopropane, ethyl-
4
55
5000
70 1.40 1.60 1.80 2.00 2.20
‘ m/z 40.95 47 .49%
15
0'”“%“”““P“L“W“'LW““WLL'W“fhW“”f%P”W“W“W“”W”P
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #576: Cyclopropane, ethyl-
4
1.40 1.60 1.80 2.00 2.20
5000 . 55 m/z 70.00 43.90%
70
15
2 ‘ | \‘31 IR 51 63
e L LA L LA AR LA A LAk AL ARSI RASI LAY SN LAY LA LA SR AR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #557. 2-Pentene, (2)- SRR | MM 1 SIS SN,
55 1.40 1.60 1.80 2.00 2.20
m/z 39.00 39.80%
5000 42 70
29
0 15 25\‘ 33 3$‘ 51 | 6266
m/z--> 0 5 10 15 20 25 30 35 40 45 éo 55 60 65 70 75 80 85 1.40 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv100418\
Data File : VV008057.D

Aca On : 04 Oct 2018 12:33

Operator : SY/MD

Sample : J5185-12

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _M
TRACE VOA SOM01.0

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 (DEL) Alkane: Cyclic2.98 Concentration Rank 15

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

2.98 1.04 ug/L 44834 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexene 84 C6H12 000592-41-6 90
2 1-Hexene 84 C6H12 000592-41-6 68
3 1-Pentene. 4-methvl- 84 C6H12 000691-37-2 64
4 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 50
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 47

Abundance Scan 588 (2.981 min): VV008057.D (-577) (-) m/z 40.95 100.00%
a4 56
5000
69 84
37 77 2.60 2.80 3.00 3.20 3.40
0““MWMWMWNWMWNWMWMWM4“wm'“h¢'“WJwJM“W“M“W“M m/z  55.95 79.42%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1453: 1-Hexene
a 56
27
5000
84 260 2.80 3.00 3.20 3.40
69 m/z 54_.95 57 .55%
o 2 15 ,‘ 337, lllas 51, 6165 | 7377
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1452: 1-Hexene
4 56
260 2.80 3.00 3.20 3.40
5000 m/z 42.00 55.06%
27 69 84
0 15 ‘\ 37 51 ||, 6165 ‘ 77
BARARERS KRRR) RELAE AAALN LARA SARAN RARS) SURSEEURE) KAL) EAN AU KRASNARRE RARRSARML AL BUASA MARMLSRAMY
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1485: 1-Pentene, 4-methyl-
43 2.60 2.80 3.00 3.20 3.40
m/z 42.95 52 .03%
5000 56
27 39
69 84
o 3135 | |||, 51 6165 | 77 | -~
m/z--> 0 5 10 15 2'02'5 3'03'5 40 45 50 5|56|0 6|57|0 75 80 85 90 260 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv100418\
Data File : VV008057.D

Aca On : 04 Oct 2018 12:33

Operator : SY/MD

Sample : J5185-12

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _M
TRACE VOA SOM01.0

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 Butanal Concentration Rank 7

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

3.77 5.35 ug/L 230373 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanal 72 C4H80 000123-72-8 91
2 Butanal 72 C4H80 000123-72-8 87
3 Butanal 72 C4H80 000123-72-8 58
4 Butanal 72 C4H80 000123-72-8 50
5 Ethene, ethoxy- 72 C4H80 000109-92-2 38

Abundance Scan 833 (3.769 min): VV008057.D (-813) (-) m/z 43.95 100.00%

4144
72
5000
57

3 340 3.60 3.80 4.00 4.20
e o b ot | M7z 43.00  89.32%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #646: Butanal
27 44
41
72
5000

I o's W

o

3.40 3.60 3.80 4.00 4.20
15 57 m/z 41.00 83.73%
3
o | 18 24|‘ 3134 1,|ll[. 50 54| 60  6669,|
~rrrrerrrrr e e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #647: Butanal
414
T T P ey
72 3.40 3.60 3.80 4.00 4.20
5000 29 m/z 72.00 66.61%
57
3
o 1510 29 33 4 S0 E | 6669,
e e R s ma mna e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #648: Butanal B
44 340 3.60 3.80 4.00 4.20

m/z 39.00 44 _40%

27 40 72
5000
57
24 |||31 3534 |||, 50 54 69,

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.40 360 380 4.00 4.20

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv100418\
Data File : VV008057.D

Aca On : 04 Oct 2018 12:33

Operator : SY/MD

Sample : J5185-12

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _M
TRACE VOA SOM01.0

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 Butanal, 3-methyl- Concentration Rank 10

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

6.34 4_.31 ug/L 185614 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanal. 3-methvl- 86 C5H100 000590-86-3 83
2 Pentanal 86 C5H100 000110-62-3 64
3 Pentanal 86 C5H100 000110-62-3 52
4 Butanal. 3-methvl- 86 C5H100 000590-86-3 42
5 Cyclopropyl carbinol 72 C4H80 002516-33-8 40

Abundance Scan 1633 (6.341 min): VV008057.D (-1621) (-) m/z 43.95 100.00%

44
41
5000 58

55 6.00 6.20 6.40 6.60
50 67 71 84
...,....,....,....,....,. |ttt e o || M7z 40.95 47 .74%

m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1743: Butanal, 3-methyl-
44
58
5000

o

7 6.00 6.20 6.40 6.60
m/z 58.00  38.22%
0 34 3 ,| |47 51,5ﬁ|,61 6568 | 838
”wnupuqunpuw”.P”wunpuwuupuwuupuwuupnwuup
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1703: Pentanal
a
e A
6.00 6.20 6.40 6.60
5000 29 58 m/z 57.00 32.19%
41
55 86
0 I \‘\\ L 67 71 |
R Amam B L R aa e e AaRARaasaaEEaE S
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1705: Pentanal EREma e Bama
29 a 6.00 6.20 6.40 6.60

m/z 42.95 26 .74%

41 58
5000
2 34 50 55 67 71 86

m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv100418\
Data File : VV008057.D

Aca On : 04 Oct 2018 12:33

Operator : SY/MD

Sample : J5185-12

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _M
TRACE VOA SOM01.0

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 Hexanal Concentration Rank 6

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

8.29 6.94 ug/L 378956 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 64
2 Hexanal 100 C6H120 000066-25-1 64
3 Hexanal 100 C6H120 000066-25-1 64
4 Hexanal 100 C6H120 000066-25-1 64
5 Butanal 72 C4H80 000123-72-8 38

Abundance Scan 2239 (8.290 min): VV008057.D (-2227) (-) m/z 44.00 100.00%
4 6
5000 /\~/\‘
72
3J| o |l el 8|2 N o0 570 840 550
b e L 98 "m/z 56.00  94.05%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3767: Hexanal
i’} 56
5000 BB SRS BN R
27 8.00 8.20 8.40 8.60
‘ ‘ o m/z 40.95 86.95%
oL 15z a8l so ||, es | | 100
miz--> 0 20 30 40 50 6 70 8 9 100
Abundance #3771: Hexanal
i’} 56
8.00 8.20 8.40 8.60
5000 - m/z 57.00 63.42%
2 g
o Dl 38] \ 50 [|l| 65 | 94 100
miz--> 10 20 30 40 50 6 70 8 9 100
Abundance #3773: Hexanal
44 56 8.00 8.20 8.40 8.60
m/z 42.95 63.30%
5000 -
0"|""|"'“i"'"|l"|'"'ll""'l""l""l""l""l
m/z--> 10 20 30 40 50 60 70 80 90 100 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv100418\
Data File : VV008057.D

Aca On : 04 Oct 2018 12:33

Operator : SY/MD

Sample : J5185-12

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _M
TRACE VOA SOM01.0

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 11 Nitric acid, butyl ester Concentration Rank 20

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

8.72 0.73 ug/L 39839 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nitric acid. butvl ester 119 C4H9NO3 000928-45-0 38
2 1-Butanol. 3-methvl-. nitrate 133 C5H11NO3 000543-87-3 28
3 Propanal. 2-methvl- 72 C4H80 000078-84-2 22
4 2-Propanethiol 76 C3H8S 000075-33-2 12
5 2-Propanethiol 76 C3H8S 000075-33-2 12

Abundance Scan 2373 (8.720 min): VV008057.D (-2358) (-) m/z 43.00 100.00%
43
76
5000
57
37‘ 8.40 8.60 8.80 9.00
o....,....,...-:;II'..S,O.'.'I.,....,!...,....,....,....,....,... m/z 41.00 84.90%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #9048: Nitric acid, butyl ester
43
27
5000 7
8.40 8.60 8.80 9.00
‘ 57 m/z 46.00 59.74%
0 il 3?L|| 50 .| 63 69 85 91 101 118
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #14624: 1-Butanol, 3-methyl-, nitrate
41 57
29 76 840 8.60 880 9.00
5000 m/z 76.00 54 _.33%
69
0'“'|“'lw"h'w“?%hl|“'JH“"V§§W"“|'“'|“"w"
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #688: Propanal, 2—methy|— L L L B L BN |
43 8.40 8.60 8.80 9.00
m/z 39.00 28.80%
5000 27 72
0 21 H‘ 3\?‘\ ‘\ 50 5\7 (NN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 8.40 8.60 8.80 9.00

SOMVTR092718WMA .M Fri Oct 12 18:34:50 2018
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv100418\
Data File : VV008057.D

Aca On : 04 Oct 2018 12:33

Operator : SY/MD

Sample : J5185-12

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _M
TRACE VOA SOM01.0

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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 28

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

9.25 0.56 ug/L 30495 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 64
2 1-Decanol. 2-ethvl- 186 C12H260 021078-65-9 59
3 Nonane 128 C9H20 000111-84-2 59
4 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 50
5 2,4,6,8-Tetramethyl-1-undecene 210 C15H30 059920-26-2 50

Abundance Scan 2538 (9.251 min): VV008057.D (-2527) (-) m/z 42.95 100.00%
57
5000
. 8
99 128 9.00 9.20 9.40 9.60
o m/z 57.00 73.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #12662: Nonane
43
57
5000
9.00 9.20 9.40 9.60
29 nn 8 m/z 40.95 55.39%
o L)L oo
miz-> 10 20 3 40 0 60 70 80 90 100 110 130 130 140 150 180 170
Abundance #50322: 1-Decanol, 2-ethyl-
43 57
9.00 9.20 9.40 9.60
5000 - m/z 85.10 33.18%
| R
0'W"“I”'Hﬂ'”u'“'l“'ﬁ"“l'“"lk'"M‘“"ﬁ"ﬁ}ﬁél”%ﬁ?”'%§ﬁﬁ'%qﬁ"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #12663: Nonane s L
43 9.00 9.20 9.40 9.60
57 m/z 56.00 27.91%
5000
29
85
0'W'”'P'LI”'“'“'I“MW'”'N'“IJL"”%ﬁ'“}%?"i?é'“l“'ﬂ'“'v'”l“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 9.00 9.20 9.40 9.60

SOMVTR092718WMA .M Fri Oct 12 18:34:51 2018 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv100418\
Data File : VV008057.D

Aca On : 04 Oct 2018 12:33

Operator : SY/MD

Sample : J5185-12

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _M
TRACE VOA SOM01.0

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 13 Heptanal Concentration Rank 3

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

9.86 10.94 ug/L 597607 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanal 114 C7H140 000111-71-7 98
2 Heptanal 114 C7H140 000111-71-7 87
3 Heptanal 114 C7H140 000111-71-7 83
4 Heptanal 114 C7H140 000111-71-7 62
5 2,4-Dimethyl-1-heptene 126 C9H18 019549-87-2 38

Abundance Scan 2727 (9.859 min): VV008057.D (-2714) (-) m/z 70.00 100.00%
44 70
55
5000
‘ B . " 9.60 9.80 10.00 10.20
o} -1“-~|--~|--~|--~|---w---w---- m/z 43.95 90.28%
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #7421 Heptanal
4 70
55
5000 29 RN L LN IR R
81 9.60 9.80 10.00 10.20
9% m/z 40.95 88.25%
ol 15 J | 114
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7424 Heptanal
44
70
29 55 9.60 9.80 10.00 10.20
5000 m/z 43.00 81.35%
8l o
0 ) " ‘ 1l \‘\ ‘\ ‘ \‘ | 114
R I SURELLS SR SUELILA UL UL L L S SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7425:Heptana| LI L L L N S B
44 70 9.60 9.80 10.00 10.20
m/z 55.00 71.34%
55
5000 29
8l o
0 '}?I""i "Nll'lw 'ﬂ“"'l"¥lﬁ|""|" U SR UL S
m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv100418\
Data File : VV008057.D

Aca On : 04 Oct 2018 12:33

Operator : SY/MD

Sample : J5185-12

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _M
TRACE VOA SOM01.0

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 14 Nitric acid, pentyl ester Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.21 0.73 ug/L 45217 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nitric acid. pentvl ester 133 C5H11NO3 001002-16-0 59
2 1-Butanol. 3-methvl-. nitrate 133 C5H11NO3 000543-87-3 53
3 1-Butanol. 3-methvl-. nitrate 133 C5H11NO3 000543-87-3 42
4 Isoamvl nitrite 117 C5H11NO2 000110-46-3 12
5 Butanal, 3-hydroxy- 88 C4H802 000107-89-1 9
Abundance Scan 2836 (10.209 min): VV008057.D (-2823) (-) m/z 41.00 100.00%
4
57 76
5000
H ‘ | ||I 9.80 10.00 10.20 10.40 10.60
| I 1 .!.,...'.,....,....,....,....,....,.. m/z 57.00 62.46%
m/z--> 10 20 30 40 70 80 90 100 110 120
Abundance #14613. Nltrlc aC|d, pentyl ester
? a
57
5000 76
9.80 10.00 10.20 10.40 10.60
m/z 75.90 55.30%
15 ‘ 69
SN TN 1. L e e e
m/z--> 10 20 30 40 70 80 90 100 110 120
Abundance #14624: 1 Butanol, 3-methyl-, nitrate
41 57
29 76 9.80 10,00 10.20 10.40 10.60
5000 m/z 45.90 47 .37%
69
0 ‘\ | “‘U 51‘\\ H 85
RIS S UL UL SO UL IULILL SULIS SR B B W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #14621: 1-Butanol, 3-methyl-, nitrate T A I o
41 9.80 10.00 10.20 10.40 10.60
m/z 43.95 36.07%
29 57
5000
76
0 ”.,.%é.,..”,....“...?%...,”..,....,.§§,...??....ﬂ}§.,.. AR NS S —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.80 10.00 10,20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv100418\
Data File : VV008057.D

Aca On : 04 Oct 2018 12:33

Operator : SY/MD

Sample : J5185-12

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _M
TRACE VOA SOM01.0

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 16 Furan, 2-butyltetrahydro- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
10.56 0.71 ug/L 44009 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. 2-butvltetrahvdro- 128 C8H160 001004-29-1 72
2 Hexanoic acid. 2-tetrahvdrofurvl._.. 200 C11H2003 002217-34-7 64
3 Furazan-3-carboxamide. 4-amino-N... 212 C8H12N403 309735-27-1 50
4 2.4-Dimethvl-1-penten-3-ol 114 C7H140 019781-54-5 40
5 Glutaric acid, ditetrahydrofurfu... 300 C15H2406 1000359-67-4 39
Abundance Scan 2945 (10.560 min): VV008057.D (-2933) (-) m/z 71.00 100.00%

m
5000
43

57 R EE s R e e
10. 20 10 40 10. 60 10. 80
o S A | M/Z 43.00  31.89%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #12588: Furan, 2-butyltetrahydro-
7L
5000 ' "" AR UL R
43 10. 20 10 40 10. 60 10.80

27 m/z 41.00 22.12%

2 15 || |h 5 | 85 97 111 128
e B L B e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #60982: Hexanoic acid, 2-tetrahydrofurylmethy! ester
7

10.20 10.40 10.60 10.80

o

5000 43 m/z 57.00 18.85%
27 84
T O
T T [ 1 T 1 T T T T T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #71568: Furazan-3-carboxamide, 4-amino-N-(2-tetrahydrofurf...
7 10.20 10.40 10.60 10.80

m/z 72.00 17.14%

5000
43
o Il %5 | 8% g6 111 128142 182 212
S Y S L Ml LS —

m/z--> 0 20 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv100418\
Data File : VV008057.D

Aca On : 04 Oct 2018 12:33

Operator : SY/MD

Sample : J5185-12

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _M
TRACE VOA SOM01.0

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 17 Formic acid, heptyl ester Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
10.86 0.61 ug/L 37658 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Formic acid. heptvl ester 144 C8H1602 000112-23-2 64
2 1-Heptanol 116 C7H160 000111-70-6 64
3 1-Pentanol. 2-methvl- 102 C6H140 000105-30-6 53
4 2.3-Dimethvl-aziridine 71 C4HON 002549-68-0 49
5 1-Heptanol 116 C7H160 000111-70-6 47
Abundance Scan 3038 (10.859 min): VV008057.D (-3029) (-) m/z 70.00 100.00%
a 6 70
5000 ﬁ L
81
95
| || | ‘ | | 110 10.60 10.80 11.00 11.20
N 1 OO AR PN 81| O P A m/z 41.00  99.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #20878: Formic acid, heptyl ester
56 70
41
5000 LN BN UL UL S
29 10,60 10.80 11.00 11.20
m/z 56.00 97 .17%
83 98
0 ..,.%?.,..:! ,...J,.:le.4.|.,..ﬂl'..??,.L.n,. b e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8324: 1-Heptanol
a4 56 70
10,60 10.80 11.00 11.20
5000 31 m/z 54.95 94 .58%
o ”,....,....,....,..ﬁQ...,§?.. M.??,??..,..%ﬁ....,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4441: 1-Pentanol, 2-methyl- L EERREAREE RS
43 10,60 10.80 11.00 11.20

m/z 42.95 84 .03%

5000
71
55
84
18 H 37|, 65 |

m/z--> 10 20 40 50 60 70 80 90 100 110 10 60 10. 80 11. 00 11. 20

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv100418\
Data File : VV008057.D

Aca On : 04 Oct 2018 12:33

Operator : SY/MD

Sample : J5185-12

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _M
TRACE VOA SOM01.0

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 18 Octanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.20 20.91 ug/L 1294010 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanal 128 C8H160 000124-13-0 97
2 Octanal 128 C8H160 000124-13-0 97
3 Octanal 128 C8H160 000124-13-0 95
4 Octanal 128 C8H160 000124-13-0 91
5 Octanal 128 C8H160 000124-13-0 83
Abundance Scan 3144 (11.199 min): VV008057.D (-3123) (-) m/z 40.95 100.00%
41 5
84
5000 69
H H 100419 10.80 11.00 11.20 11.40 11.60
51 : : : : :
0 .,....,....:..|..,-.'!.!,‘?.':.;'!.??-,».:.??.'..-,'....:....,..???.... m/z 43.00 99.50%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12425: Octanal
43 56 84
5000 29 69
10.80 11.00 11.20 11.40 11.60
‘ 100 110 m/z 57.00 79.46%
o 3 | 50l 63.| Lzl ed | 7 128
miz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12423: Octanal
ile]
- 56 10.80 11.00 11.20 11.40 11.60
5000 84 m/z 43.95 75.83%
69
100
bt 34 Uosol ool ) aa’f 50 s
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12424: Octanal LS LI LI B B
ile] 10.80 11.00 11.20 11.40 11.60
m/z 56.00 72.29%
29 5
5000
84
69 ‘
100
U RS AR RERRN AR R JHNl"'IH”h'I' ”"k"'%Tq"'l"%g?""
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 10.80 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv100418\
Data File : VV008057.D

Aca On : 04 Oct 2018 12:33

Operator : SY/MD

Sample : J5185-12

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _M
TRACE VOA SOM01.0

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 19 Nitric acid, hexyl ester Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.50 0.81 ug/L 49873 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nitric acid. hexvl ester 147 C6H13NO3 020633-11-8 42
2 Oxalic acid. allvl octvl ester 242 C13H2204 1000309-23-6 37
3 1-Pentene. 4-methvl- 84 C6H12 000691-37-2 17
4 Amvl nitrite 117 C5H11NO2 000463-04-7 12
5 Nitric acid, pentyl ester 133 C5H11NO3 001002-16-0 12
Abundance Scan 3237 (11.498 min): VV008057.D (-3225) (-) m/z 42.95 100.00%
43
5000 55
76
67 85 11.20 11.40 11.60 11.80
o} m/z 40.95 52.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22385: Nitric acid, hexyl ester
43
5000
29 11.20 11.40 11.60 11.80
m/z 55.00 43.13%
15 Il | | | | 85
0 I””P”W””P“W””P”W””P”W”“P”W””P”W””P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #95450: Oxalic acid, allyl octyl ester
41
57 11.20 11.40 11.60 11.80
5000 71 m/z 56.00 35.93%
29
o \ ‘ I 8 97 112 13 157
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1476: 1-Pentene, 4-methyl-
43 11.20 11.40 11.60 11.80
m/z 46.00 27 .55%
5000 56
27
‘ 69 84
0”W}?P”W”JPMWJ“P”L””P”W””P”W””P”W””P”W””P” LIRS BN SURIURE B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv100418\
Data File : VV008057.D

Aca On : 04 Oct 2018 12:33

Operator : SY/MD

Sample : J5185-12

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _M
TRACE VOA SOM01.0

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 20 1-Hexanol, 2-ethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.58 2.45 ug/L 151657 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 86
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 59
Abundance Scan 3262 (11.579 min): VV008057.D (-3252) (-) m/z 56.95 100.00%
57
5000 41 ?
112 11.20 11.40 11.60 11.80
o...,....,....,....',!..?,0..“' o ! - :...,...!,....,..H?... m/z 41.00 43.06%
m/z--> 10 20 30 40 50 80 90 100 110 120
Abundance #13670: 1 Hexanol, 2-ethyl-
57
5000
43 11.20 11.40 11.60 11.80
70 83 m/z 43.00 34 .32%
0 18 I|| |‘| 51“. L 17 9|8 112
miz--> % % 40 % 60 70 8 90 100 1o 130
Abundance #13669: 1-Hexanol, 2-ethyl-
57
11.20 11.40 11.60 11.80
5000 41 m/z 55.00 32.38%
70 83
98
0155]1 N 2 T
m/z--> 10 20 30 40 60 70 80 90 100 110 120
Abundance #13661. 1-Hexanol, 2-ethyl-
57 11.20 11.40 11.60 11.80
m/z 70.00 23.11%
5000 41
29
70 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv100418\
Data File : VV008057.D

Aca On : 04 Oct 2018 12:33

Operator : SY/MD

Sample : J5185-12

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _M
TRACE VOA SOM01.0

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 22 unknown-01 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
12.00 0.68 ug/L 42242 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 43
2 5-MethvIl-2-hexene.c&t 98 C7H14 003404-62-4 43
3 Cvanic acid. butvl ester 99 C5H9NO 001768-24-7 43
4 2-Hexene. 5-methvl-. (E)- 98 C7H14 007385-82-2 38
5 (2)-2-Heptene 98 C7H14 006443-92-1 38
Abundance Scan 3393 (12.000 min): VV008057.D (-3374) (-) m/z 56.00 100.00%
3 56
5000 69 g1
96 109
il ‘|h | ”| ” | | 127 11.60 11.80 12.00 12.20 12.40
Ol rrrprrrrprrrr e LRl L Tm/z 56.95 99.62%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3407: Cyclopentane, 1,3-dimethyl-, cis-
%6 70
41
5000 /¥7' R N SRR SUNRA B
27 11.60 11.80 12.00 12.20 12.40
8 m/z 42.95 97.89%
0 "'ﬁ"'P%E'I”'”I§4'Ih”%?J!LI"“I“"W:"'P"'I'”'I"”I"'W"'
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3344: 5-Methyl-2-hexene,c&t
43 56
11.60 11.80 12.00 12.20 12.40
5000 m/z 40.95 96 .93%
27 69 o8
83
0"WH“lﬁil“iM'JH“'ﬁwMVHJ'“W“'W”'W““l”“l““V'
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3489: Cyanic acid, butyl ester
41 56 11.60 11.80 12.00 12.20 12.40
m/z 55.00 68.31%
5000 27
70 98
0"W'”W'”W'“W'“'P”'P”'P'”P'“?ﬁ“l“”l””l””I”'W”'
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv100418\
Data File : VV008057.D

Aca On : 04 Oct 2018 12:33

Operator : SY/MD

Sample : J5185-12

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _M
TRACE VOA SOM01.0

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 23 1-Octanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.05 1.73 ug/L 107172 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol 130 C8H180 000111-87-5 91
2 1-Octanol 130 C8H180 000111-87-5 90
3 1-Octanol 130 C8H180 000111-87-5 90
4 1-Octanol 130 C8H180 000111-87-5 86
5 Cyclooctane 112 C8H16 000292-64-8 80
Abundance Scan 3409 (12.051 min): VV008057.D (-3401) (-) m/z 55.00 100.00%
4 55
69
5000 84
112 11.80 12.00 12.20 12.40
0...,....,....,...'.‘I.!'..',':l! ‘ ,...”,'.-..-.Ill... ~....,....,....,..1.2.7,.... m/z 40.95 93.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13630: 1-Octanol
a4 56
84
5000
11.80 12.00 12.20 12.40
m/z 56.05 93.20%
0 ﬁs AllL ‘Ill illl, 63 |I 77 o7 112
miz--> T %6 w0 b 5o 680 7o B0 % 100 110 130 1350
Abundance #13637: 1-Octanol
56
41 70
11.80 12.00 12.20 12.40
5000 84 m/z 42.95 68.03%
o \‘ 63 .77 | 97 112 129
miz--> 10 20 3'0 4'0 T & B e e o 1
Abundance #13638: 1-Octanol
56 11.80 12.00 12.20 12.40
41 m/z 69.05 64 ._.47%
70
5000 84
29
0 15 \“ i 63 77l 97 112 129
m/z--> 1'0 2'0 3'0 4'0 50 60 7'0 80 9'0 1(')0 110 150 13'0 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv100418\
Data File : VV008057.D

Aca On : 04 Oct 2018 12:33

Operator : SY/MD

Sample : J5185-12

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _M
TRACE VOA SOM01.0

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 24 Plumbane, diethyldimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.30  4.68 ug/L 289343  1,4-Dichlorobenzene-d4  11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Plumbane. diethvidimethvl- 206 C6H16Pb 001762-27-2 91

2 Benzaldehvde. 2.4-bis(trimethvls... 282 C13H2203Si2 033617-38-8 64
3 4-Hvdroxvmandelic acid. ethvyl es... 340 C16H2804Si2 1000071-53-3 56
4 Benzeneethanamine. N-butvl-_beta... 353 C18H35N02Si2 040629-66-1 56
5 4-(2-Acetylamino-1-(trimethylsil. .. 339 C16H29N03Si2 1000373-43-5 56

Abundance Scan 3486 (12.299 min): VV008057.D (-3472) (-) m/z 73.00 100.00%
73
267
5000
45 133 154170 199 223 251 12.00 12.20 12.40 12.60
Olrrrrprrrrrberdrrr by rrog bl okl 2 e b 23 Tm/z 267.00  63.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141460: Plumbane, diethyldimethyl-
223 267
5000 207 LI L L e |
12.00 12.20 12.40 12.60
m/z 268.00 16.42%
251
S ‘Iln -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #128745: Benzaldehyde, 2,4-bis(trimethylsiloxy)-
267
R e
12.00 12.20 12.40 12.60
5000 m/z 269.00 10.70%
73
o 104 126147 177195 201237 | 283
L B e e AR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #176393: 4-Hydroxymandelic acid, ethyl ester, di-TMS e
267 12.00 12.20 12.40 12.60
m/z 251.00 8.68%
5000 73
o 45 U 105 131147 169 193 953 251 | 297 325
e RAdEaaas mEoa B e A LA Sa R L o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv100418\
Data File : VV008057.D

Aca On : 04 Oct 2018 12:33

Operator : SY/MD

Sample : J5185-12

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _M
TRACE VOA SOM01.0

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 25 Nonanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.39 24 .83 ug/L 1536130 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanal 142 C9H180 000124-19-6 91
2 Nonanal 142 C9H180 000124-19-6 91
3 Nonanal 142 C9H180 000124-19-6 90
4 Nonanal 142 C9H180 000124-19-6 90
5 Cyclohexanol, 2-methyl-, trans- 114 C7H140 007443-52-9 30
Abundance Scan 3514 (12.389 min): VV008057.D (-3503) (-) m/z 56.95 100.00%
41
5000
70
114 12.00 12.20 12.40 12.60 12.80
0 ..."‘,..'.'.,1??..17‘?...,....,....,?0.7.. m/z 40.95 84.63%
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #19920: Nonanal

12.00 12.20 12.40 12.60 12.80
m/z 42.95 66.51%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19921: Nonanal
57
41 LA L B e
12.00 12.20 12.40 12.60 12.80
5000 m/z 55.95 59.81%
29 70 gp 98
023 ,, H ‘ 1?5..1,4?...,....,....,....
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #19919.Nonanal RAmeE e e e
41 57 12.00 12.20 12.40 12.60 12.80
m/z 55.00 54 .98%
29
5000 70 98
m/z--> 20 40 6 120 140 160 180 200 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv100418\
Data File : VV008057.D

Aca On : 04 Oct 2018 12:33

Operator : SY/MD

Sample : J5185-12

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _M
TRACE VOA SOM01.0

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 26 unknown-02 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
12.66 0.57 ug/L 35225 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5-Pentanediol. 3-methvl- 118 C6H1402 004457-71-0 43
2 Nitric acid. hexvl ester 147 C6H13NO3 020633-11-8 38
3 1-Heptene. 3-methvl- 112 C8H16 004810-09-7 27
4 Hexane. 3-ethvl- 114 C8H18 000619-99-8 25
5 Pyrrolidine 71 C4HO9N 000123-75-1 25
Abundance Scan 3598 (12.659 min): VV008057.D (-3589) (-) m/z 42.95 100.00%
48
55
5000
70
||| |‘ ”| 81 o 12.40 12.60 12.80 13.00
0.”,”.w.”.“.”,”hwdh:“.ﬂ,”.w.m.“sm,”.w.”.“.. m/z 55.00 65.58%
m/z--> 10 20 30 40 50 80 90 100 110 120
Abundance #8841: 1,5—Pentaned|0|, 3-methyl-
41 56 67
31
5000 R B RN AR --TA
82 12. 40 12. 60 12. 80 13. oo
‘ m/z 41.00 50.58%
o 5 | 20 lher |ll7s | so oo 115
miz--> N I N I
Abundance #22385: Nitric acid, hexyl ester
43
12.40 12.60 12.80 13.00
5000 m/z 56.95 28.12%
29
‘ ‘ - 76
0 "'I'%é'l"'kk“" '|‘l"|"ht|"'§%""|'§?'|""|"" [Ty
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6671: 1-Heptene, 3—methy|— L L B BN N L B
55 12.40 12.60 12.80 13.00
a1 m/z 46.00 27 .42%
70
5000 29
83
o s || a8 ] 63“\ 77, 95 105112 1
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8IO 9'0 1(')0 11'0 12'0 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv100418\
Data File : VV008057.D

Aca On : 04 Oct 2018 12:33

Operator : SY/MD

Sample : J5185-12

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _M
TRACE VOA SOM01.0

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 27 1-Nonanol Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.14 1.65 ug/L 102053 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonanol 144 C9H200 000143-08-8 83
2 Cvcloheptane 98 C7H14 000291-64-5 81
3 1-Nonanol 144 C9H200 000143-08-8 78
4 1-Nonene 126 C9H18 000124-11-8 76
5 Cyclopropane, 1l-ethyl-2-heptyl- 168 C12H24 074663-86-8 72

Abundance Scan 3748 (13.141 min): VV008057.D (-3742) (-) m/z 55.95 100.00%
6
70
5000
83 o
126 12.80 13.00 13.20 13.40
0 .-.--!"-,.1.1.1.,.-...,..1??,....,....,2](’.7.. m/z 55.00 98.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21105: 1-Nonanol
36
41
70
5000
83 o 12.80 13.00 13.20 13.40
29 m/z 41.00 91.93%
ol 15 , 111 126
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3304: Cycloheptane
55 98
41
70
83 12.80 13.00 13.20 13.40
5000 m/z 70.00 77.81%
27
0||1|5||M||N||‘|‘H||‘|‘|||w|||‘||||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21095: 1-Nonanol
56 12.80 13.00 13.20 13.40
43 70 m/z 69.05 64.22%
5000
29 83 o
ot Wl | e )
m/z--> 20 40 60 80 100 120 140 160 180 200 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv100418\
Data File : VV008057.D

Aca On : 04 Oct 2018 12:33

Operator : SY/MD

Sample : J5185-12

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _M
TRACE VOA SOM01.0

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 28 2-Decanone Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
13.37 0.61 ug/L 37601 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Decanone 156 C10H200 000693-54-9 94
2 2-Decanone 156 C10H200 000693-54-9 91
3 2-Decanone 156 C10H200 000693-54-9 91
4 2-Hexanone. 5-methvl- 114 C7H140 000110-12-3 72
5 11-Dodecen-2-one 182 C12H220 005009-33-6 64
Abundance Scan 3819 (13.370 min): VV008057.D (-3810) (-) m/z 58.00 100.00%
5000
85 98 111 127 141 156 13.00 13.20 13.40 13.60
0 m/z 42.95 93.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28217: 2-Decanone
58
43
5000
13.00 13.20 13.40 13.60
n m/z 70.95 35.76%
ol 15 2 85 98 113 127 141 156
m/z--> 25 Jo eb éo 160 150 150 1éo 1§o 260
Abundance #28209: 2-Decanone
43 58
13.00 13.20 13.40 13.60
5000 - m/z 59.00 26.99%
Owumwwﬁ%mmmm
m/z--> 25 ' eb éo 160 150 150 1éo 1éo 260
Abundance #28216: 2-Decanone
43 58 13.00 13.20 13.40 13.60
m/z 41.00 22 .63%
5000
71
29
0 T h‘ ‘ 85 96 113 127 141 156
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 15';0 2(')0 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv100418\
Data File : VV008057.D

Aca On : 04 Oct 2018 12:33

Operator : SY/MD

Sample : J5185-12

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _M
TRACE VOA SOM01.0

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 29 Decanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.49 7.02 ug/L 434574 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decanal 156 C10H200 000112-31-2 91
2 Decanal 156 C10H200 000112-31-2 91
3 Decanal 156 C10H200 000112-31-2 87
4 Decanal 156 C10H200 000112-31-2 80
5 2-Octen-1-ol, (E)- 128 C8H160 018409-17-1 49
Abundance Scan 3856 (13.489 min): VV008057.D (-3844) (-) m/z 41.00 100.00%
1 7
5000
13.20 13.40 13.60 13.80
01 m/z 56.95 98.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28203: Decanal
43 57
5000 29
13.20 13.40 13.60 13.80
‘ ‘ m/z 42.95 91 .54%
O'W””P”W””i”WAJP'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28200: Decanal
43
57 13.20 13.40 13.60 13.80
5000 29 70 m/z 55.00 79.90%
82
95 112
0 15 I, ! ‘ \‘M \H\‘ H\ ‘M \“ 1?8138 156
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28204: Decanal
43 57 13.20 13.40 13.60 13.80
m/z 70.05 54 _.74%
70
5000 82
o5 112
29
i ||
Ot e T e e P e
m/z--> 1'0 2'0 3'0 4'0 5'0 60 7'0 8|O 9'0 1(')0 110 12'0 1:'30 14'10 1&1,0 1('30 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv100418\
Data File : VV008057.D

Acq On : 04 Oct 2018 12:33

Operator : SY/MD

Sample - J5185-12

Misc : 25.0 mL/MSVOA_V/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA .M
TRACE VOA SOMO1.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Str... 1.12 0.6 ug/L 27432 1 5.67 215370 5.0
Acetaldehyde 1.41 0.7 ug/L 30052 1 5.67 215370 5.0
(DEL) Alkane: Cyc... 1.78 1.0 ug/L 41692 1 5.67 215370 5.0
(DEL) Alkane: Cyc... 2.98 1.0 ug/L 44834 1 5.67 215370 5.0
Butanal 3.77 5.3 ug/L 230373 1 5.67 215370 5.0
Butanal, 3-methyl- 6.34 4.3 ug/L 185614 1 5.67 215370 5.0
Hexanal 8.29 6.9 ug/L 378956 2 8.90 273109 5.0
Nitric acid, buty... 8.72 0.7 ug/L 39839 2 8.90 273109 5.0
(DEL) Alkane: Str... 9.25 0.6 ug/L 30495 2 8.90 273109 5.0
Heptanal 9.86 10.9 ug/L 597607 2 8.90 273109 5.0
Nitric acid, pent... 10.21 0.7 ug/L 45217 3 11.30 309385 5.0
Furan, 2-butyltet... 10.56 0.7 ug/L 44009 3 11.30 309385 5.0
Formic acid, hept... 10.86 0.6 ug/L 37658 3 11.30 309385 5.0
Octanal 11.20 20.9 ug/L 1294010 3 11.30 309385 5.0
Nitric acid, hexy... 11.50 0.8 ug/L 49873 3 11.30 309385 5.0
1-Hexanol, 2-ethyl- 11.58 2.5 ug/L 151657 3 11.30 309385 5.0
unknown-01 12.00 0.7 ug/L 42242 3 11.30 309385 5.0
1-Octanol 12.05 1.7 ug/L 107172 3 11.30 309385 5.0
Plumbane, diethyl._... 12.30 4.7 ug/L 289343 3 11.30 309385 5.0
Nonanal 12.39 24 .8 ug/L 1536130 3 11.30 309385 5.0
unknown-02 12.66 0.6 ug/L 35225 3 11.30 309385 5.0
1-Nonanol 13.14 1.6 ug/L 102053 3 11.30 309385 5.0
2-Decanone 13.37 0.6 ug/L 37601 3 11.30 309385 5.0
Decanal 13.49 7.0 ug/L 434574 3 11.30 309385 5.0
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