LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU063020\
Data File : VU039257.D

Aca On = 01 Jul 2020 04:16

Operator : SY/MD

Sample : L3132-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 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 U\METHOD\SOMUTRO63020WMA .M
Title - TRACE VOA SOMO1.0
Signal - TIC: VU039258.D
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.369 3 9 18 rBV 88950 84079 3.19% 0.519%
2 1.610 74 84 99 rvB2 112352 162407 6.16% 1.002%
3 1.703 103 113 162 rBY 1017847 1634955 61.98% 10.086%
4 1.932 176 184 197 rVB 79244 96160 3.65% 0.593%
5 2.176 253 260 270 rVB3 23970 32913 1.25% 0.203%
6 2.591 372 389 399 rBV2 187363 454147 17.22% 2.802%
7 2.665 399 412 452 rVB 990792 2637991 100.00% 16.274%
8 3.250 573 594 596 rBV2 24367 53621 2.03% 0.331%
9 4.488 957 979 1016 rBV2 183003 497690 18.87% 3.070%
10 4.671 1020 1036 1047 rVvv2 114596 303444 11.50% 1.872%

11 4.748 1047 1060 1102 rVB 460210 1263265 47.89%% 7.793%
12 5.102 1153 1170 1187 rVB2 139751 308798 11.71% 1.905%
13 5.758 1353 1374 1395 rBV3 266274 693274 26.28% 4.277%
14 6.279 1515 1536 1554 rVB 268095 554111 21.01% 3.418%
15 6.562 1613 1624 1633 rBV9 12701 28965 1.10% 0.179%

16 6.719 1661 1673 1687 rBV 165478 326856 12.39% 2.016%
17 6.800 1687 1698 1719 rVvVv 164950 320940 12.17% 1.980%
18 6.906 1719 1731 1739 rVV 182403 340782 12.92% 2.102%
19 6.948 1739 1744 1768 rVB 97340 179006 6.79% 1.104%
20 7.591 1931 1944 1961 rVB2 86346 149688 5.67% 0.923%

21 7.922 2032 2047 2063 rBV 308827 538319 20.41% 3.321%

22 8.054 2078 2088 2100 rBVvV2 27669 51622 1.96% 0.318%
23 8.198 2121 2133 2143 rBV3 64481 116713 4.42% 0.720%
24 8.253 2143 2150 2166 rVB4 16468 31590 1.20% 0.195%

25 8.568 2238 2248 2262 rVB2 77610 123673 4.69% 0.763%

26 8.655 2263 2275 2283 rVV 403737 714327 27.08% 4._.407%
27 8.706 2283 2291 2310 rVvV 409885 724969 27 .48% 4._.472%
28 8.806 2310 2322 2347 rVB 244581 424240 16.08% 2.617%
29 9.433 2504 2517 2539 rBV 479797 825481 31.29% 5.092%
30 10.144 2728 2738 2759 rVB 258489 417126 15.81% 2.573%

31 10.250 2760 2771 2783 rBV 227940 371713 14.09% 2.293%

32 10.356 2796 2804 2818 rVB2 43736 71453 2.71% 0.441%
33 10.771 2920 2933 2944 rBV 148534 238033 9.02% 1.468%
34 11.304 3085 3099 3109 rBV5 13942 26805 1.02% 0.165%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU063020\
Data File : VU039257.D

Aca On = 01 Jul 2020 04:16

Operator : SY/MD

Sample : L3132-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 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 - 0 Peak Location: TOP

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

Method > Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO63020WMA .M
Title - TRACE VOA SOMO1.0
35 11.481 3143 3154 3167 rBV 35928 56664 2.15% 0.350%

36 11.584 3176 3186 3206 rVB 107217 173036 6.56% 1.067%
37 11.822 3248 3260 3276 rVB 401550 642038 24.34% 3.961%
38 12.108 3342 3349 3365 rVB9 16515 36462 1.38% 0.225%
39 12.205 3365 3379 3393 rBvV 313163 502662 19.05% 3.101%

Sum of corrected areas: 16210018
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VYU063020\
Data File : VU039257.D

Aca On : 01 Jul 2020 04:16

Operator : SY/MD

Sample : L3132-10

Misc - 25.0mL/MSVOA U/WATER

ALS Vvial :© 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O63020WMA .M
TRACE VOA SOM01.0

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

Abundance TIC: VU039258.D
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Abundance TIC: VU039258.D
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Abundance TIC: VU039258.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU063020\
Data File : VU039257.D

Aca On : 01 Jul 2020 04:16

Operator : SY/MD

Sample : L3132-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO63020WMA .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 11

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

1.37 0.76 ug/L 84079 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Cvclopropane 42 C3H6 000075-19-4 78
3 Cvclopropane 42 C3H6 000075-19-4 78
4 Propene 42 C3H6 000115-07-1 52
5 Cyclopropane 42 C3H6 000075-19-4 38

Abundance Scan 9 (1.369 min): VU039257.D (-3) (-) m/z 40.95 100.00%
41
5000
3
|| " sg 1.40 1.50 1.60 1.70 1.80
- e e m/z 39.00 71.08%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #57: Propene
41
5000 27
1.40 1.50 1.60 1.70 1.80
3 m/z 42.00 63.20%
1 1215 19 24 1] aa
e L L LA R AR AN R LA RRA) RARE RRALS AARRA AR RAR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
42
39 1.40 1.50 1.60 1.70 1.80
5000 m/z 40.00 24 .62%
27
o 2 14 19 o4 36
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #60: Cyclopropane
1.40 1.50 1.60 1.70 1.80
39 m/z 38.00 18.03%
5000 27
0 \1\4\. 24?‘ I 3q I VAN
ERRRARIS LA LA RN RARER NN DRI AR LR SRS RAREE RARRE RN RN R LR UL R IR R
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.40 1.50 1.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU063020\
Data File : VU039257.D

Aca On : 01 Jul 2020 04:16

Operator : SY/MD

Sample : L3132-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO63020WMA .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 unknown-01 Concentration Rank 1

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

1.70 14.75 ug/L 1634960 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetaldehvde 44 C2H40 000075-07-0 9
2 Acetaldehvde 44 C2H40 000075-07-0 9
3 Propane 44 C3H8 000074-98-6 5
4 Ethvlene oxide 44 C2H40 000075-21-8 5
5 Ethylene oxide 44 C2H40 000075-21-8 5

Abundance Scan 112 (1.700 min): VU039257.D (-103) (-) m/z 44.00 100.00%
44
5000
42 e
36 40 46 140 1.60 1.80 2.00
(] DRSNS PSMEMINEMMIN B H . N m/z 43.00 56.84%
m/z--> 5 10 15 20 25 30 35 40 45 50 55
Abundance #72: Acetaldehyde
29
44
5000 [rrrrpr T
15 140 1.60 1.80 2.00
m/z 42.00 20.15%
o6 42
0 13 17 21 24%° 31 40 | | 46
miz--> 5 10 15 20 25 30 35 40 45 50 55
Abundance
29 24
140 1.60 1.80 2.00
5000 15 m/z 41.00 8.45%
42
o 13 18 21 2426 3 40
miz--> 5 10 15 20 25 30 35 40 45 50 55
Abundance #78: Propane
29 140 1.60 1.80 2.00
m/z 45.00 2.55%
5000 27
39 44
41
o 13 20 25 AN A
miz--> 5 10 15 20 25 30 35 40 45 50 55 140 160 180 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU063020\
Data File : VU039257.D

Aca On : 01 Jul 2020 04:16

Operator : SY/MD

Sample : L3132-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO63020WMA .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 Butanal Concentration Rank 2

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

4.49 4.49 ug/L 497690 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanal 72 C4H80 000123-72-8 94
2 Butanal 72 C4H80 000123-72-8 91
3 Butanal 72 C4H80 000123-72-8 59
4 Butanal 72 C4H80 000123-72-8 59
5 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 47

Abundance Scan 980 (4.491 min): VU039257.D (-957) (-) m/z 43.00 100.00%
4 72
39
5000 57
420 4.40 4.60 4.80
3 5053 69 86
O'W“W“”P”WWW””P“WﬂJJ W“P“WMW““W“JJWMW““PMP“W' m/z 43.95 98.88%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #647: Butanal
44
72
5000 29 39
57 420 4.40 4.60 4.80
m/z 41.00 94 .41%
0 1519 25| 3336, | 5053 69,
PR s gt i g
Abundance
27 44
72 420 4.40 4.60 4.80
5000 39 m/z 72.10 79.67%
15 57
o 19 24 31 36 5053 60 69
AR L SRR ARy RAAR LAARN LALRN LRAAN SRARY LRAAE ALARE LAAKN REARN LRARN RAM) AR RAAKA AN LRI
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #645:; Butanal
44 420 4.40 4.60 4.80
72 m/z 39.00 55.22%
27
5000
39 57
o 121919 24|31 36, |||l 5053 |60 69|75
e T e e a A e A T 420 4.40 4.60 4.80

SOMUTRO63020WMA .M Wed Jul 01 21:32:11 2020

Page: 6



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU063020\
Data File : VU039257.D

Aca On : 01 Jul 2020 04:16

Operator : SY/MD

Sample : L3132-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO63020WMA .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 2-Pentanone Concentration Rank 4

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

6.80 2.90 ug/L 320940 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone 86 C5H100 000107-87-9 90
2 2-Pentanone 86 C5H100 000107-87-9 87
3 2-Pentanone 86 C5H100 000107-87-9 86
4 2.3-Butanedione 86 C4H602 000431-03-8 50
5 2,3-Butanedione 86 C4H602 000431-03-8 50

Abundance Scan 1698 (6.800 min): VU039257.D (-1687) (-) m/z 43.00 100.00%
48
5000
- 86
39 58 6.40 6.60 6.80 7.00 7.20
36 5053 63 67 83
OP”W“”W”P“WWW””PJJ!“”W””PJW“W”“J”W”W““PmP”W“ m/z  86.05 20.23%
m/iz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1709: 2-Pentanone
43
5000
6.40 6.60 6.80 7.00 7.20
86 m/z 41.00 12.47%
15 27 39 58 71
0 P'”I“'W'%gl”'W'L'ﬁ%""“I""'ﬁg'?ﬁl'J'ﬁ%“I§Z'J'”I“"P'“I'“'P'”I“
m/iz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
6.40 6.60 6.80 7.00 7.20
5000 m/z 71.10 10.05%
58 71 88
0 15 27 31 39 50 55 | 62 67
L LR LR LARAN RRARN LAY RLEN LARR) RRAL) RERRN SRR RARE RAAED LARAN RARAY LRALY RAAEN LERRA LLER) KAN
m/iz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1710: 2-Pentanone e A Eaas e e B
43 6.40 6.60 6.80 7.00 7.20
m/z 38.95 9.00%
5000
86
o 2731 36| 055062 ¢
m/z--> é 15 fs 25 2% §0 §5 40 45 éo 5% éo 85 75 fs éo 8% 95 §5 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU063020\
Data File : VU039257.D

Aca On : 01 Jul 2020 04:16

Operator : SY/MD

Sample : L3132-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO63020WMA .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 Pentanal Concentration Rank 3

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

6.91 3.08 ug/L 340782 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanal 86 C5H100 000110-62-3 86
2 Pentanal 86 C5H100 000110-62-3 86
3 Butanal. 3-methvl- 86 C5H100 000590-86-3 74
4 Pentanal 86 C5H100 000110-62-3 56
5 Butanal, 3-methyl- 86 C5H100 000590-86-3 43

Abundance Scan 1732 (6.909 min): VU039257.D (-1719) (-) m/z 43.95 100.00%
4
5000 41 58 F
37| ”I 50 SF 63 6871 o4 6.60 6.80 7.00 7.20
Ofrprrrrprrrrrrrrprrrr e e e e m/z 41.00 48.19%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1704: Pentanal
44
29
41
5000
58 6.60 6.80 7.00 7.20
m/z 58.00 41.27%
o 155 %3 38| 5055 67 71 86
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
29 44
41 58 6.60 6.80 7.00 7.20
5000 m/z 57.00 33.11%
0 26 38 50 55 67 71 86
L AR A LRRAN ALARA KAL) RALY RARENRRARN RRRRNRAAA) AL RAAL) ARAH RERE) LARER NAAMA RALE MAALA LN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1743: Butanal, 3-methyl-
44 6.60 6.80 7.00 7.20
m/z 38.95 25.67%
41 58
5000
. 26| 3498 |||a75055 &1 68 8350
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU063020\
Data File : VU039257.D

Aca On : 01 Jul 2020 04:16

Operator : SY/MD

Sample : L3132-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO63020WMA .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 6 3-Pentanone Concentration Rank 8

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

6.95 1.62 ug/L 179006 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanone 86 C5H100 000096-22-0 50
2 3-Pentanone 86 C5H100 000096-22-0 7
3 3-Pentanone 86 C5H100 000096-22-0 7
4 Propanal. 2.2-dimethvl- 86 C5H100 000630-19-3 5
5 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 5

Abundance Scan 1745 (6.951 min): VU039257.D (-1739) (-) m/z 57.00 100.00%
g7
5000
86
6.60 6.80 7.00 7.20
42 4953 | 62 71
Ofprrrrprrrr e T T R T e T e m/z 86.10 23.46%
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1707: 3-Pentanone
57
29
5000
6.60 6.80 7.00 7.20
86 m/z 56.00 3.99%
o 1518 26 | 32 384144 53 62 6771
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
29 57
6.60 6.80 7.00 7.20
5000 m/z 42.05 0.93%
86
0 43
R AL KA KRR RS LA ALY LAAL) RAAL) KARRN RALAY RAAR RAALY KBRS RLAAY LAARNRAALY LAAMN RAL) LA
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1711: 3-Pentanone R e e S R
29 57 6.60 6.80 7.00 7.20
m/z 87.05 0.76%
5000
) 86
o 18 71| 32363943464953 |60 677174 83
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU063020\
Data File : VU039257.D

Aca On : 01 Jul 2020 04:16

Operator : SY/MD

Sample : L3132-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO63020WMA .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 8 3-Hexanone Concentration Rank 12

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

8.57 0.75 ug/L 123673 Chlorobenzene-d5 9.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexanone 100 C6H120 000589-38-8 94
2 3-Hexanone 100 C6H120 000589-38-8 90
3 3-Hexanone 100 C6H120 000589-38-8 72
4 3-Hexanone 100 C6H120 000589-38-8 72
5 3-Hexanone 100 C6H120 000589-38-8 59

Abundance Scan 2249 (8.571 min): VU039257.D (-2238) (-) m/z 56.95 100.00%
48 57
71
5000 100
8.20 8.40 8.60 8.80 9.00
85
bl S /7 43.00  95.87%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3783: 3-Hexanone
43 57
71
5000
29 100 8.20 8.40 8.60 8.80 9.00
m/z 71.00 64 .33%
oL 15 H 37\‘\‘ 51 | 63 | 77 8 ‘
miz--> 10 20 30 40 50 6 70 8 9 100
Abundance
29 43 57
71 8.20 8.40 8.60 8.80 9.00
5000 m/z 100.10 42 .87%
100
85
G R U S LA SRS SURIILS I I UL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3777: 3-Hexanone
43 57 8.20 8.40 8.60 8.80 9.00
m/z 41.00 33.24%
29 71
5000
100
0 15 ‘ 37‘M . 51 |, 85
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 ' 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU063020\
Data File : VU039257.D

Aca On : 01 Jul 2020 04:16

Operator : SY/MD

Sample : L3132-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO63020WMA .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 9 Hexanal Concentration Rank 5

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

8.81 2.57 ug/L 424240 Chlorobenzene-d5 9.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 74
2 Hexanal 100 C6H120 000066-25-1 59
3 Hexanal 100 C6H120 000066-25-1 53
4 Hexanal 100 C6H120 000066-25-1 45
5 Butanal, 3-methyl- 86 C5H100 000590-86-3 32

Abundance Scan 2323 (8.809 min): VU039257.D (-2310) (-) m/z 44.00 100.00%
4a 56
= i A
| P 7|2 i o7 350 850 3h 5%
51 : : : : :
0 .,....,...:II |..i-.'.' !,6.2..|.-,|...77.,~....,...9?,...., m/z 56.10 93.39%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3771 Hexanal
44 56
5000
29 8.40 8.60 8.80 9.00 9.20
0
a9 6772 82 m/z 41.00 91.40%
0 Al LI \ 51 || LT 95 100
miz-> 20 30 40 50 6 70 8 9 100
Abundance
44 56
8.40 8.60 8.80 9.00 9.20
5000 29 m/z 57.00 66.72%
R S S LU L S S UL S
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3772: Hexanal
44 8.40 8.60 8.80 9.00 9.20
56 m/z 43.00 61.09%
27
5000
39
‘ 67 2 82
0 'P"'“""I' M'?¥*'ll"ﬂ'“""l""l""I"”I
m/z--> 20 30 40 50 60 70 80 90 100 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU063020\
Data File : VU039257.D

Aca On : 01 Jul 2020 04:16

Operator : SY/MD

Sample : L3132-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO63020WMA .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 3-Heptanone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.14 2.53 ug/L 417126 Chlorobenzene-d5 9.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptanone 114 C7H140 000106-35-4 91
2 3-Heptanone 114 C7H140 000106-35-4 91
3 3-Heptanone 114 C7H140 000106-35-4 86
4 3-Heptanone 114 C7H140 000106-35-4 80
5 3-Hexanone, 5-methyl- 114 C7H140 000623-56-3 80
Abundance Scan 2737 (10.140 min): VU039257.D (-2728) (-) m/z 57.05 100.00%
g7
5000 ]\\
41 B MU B NN
| 51 65 | 70 % 114 9.80 10.00 10.20 10.40
o 1 I M £/ M- N m/z 85.10 28.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7435: 3-Heptanone
57
29
5000 USSR R
9.80 10.00 10.20 10.40
72 85 m/z 41.00 22.11%
o A ‘\ 51 | 65 99 1}4
"W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”
m/z--> 10 20 30 50 60 70 80 90 100 110 120
Abundance
57
29 9.80 10.00 10.20 10.40
5000 m/z 72.05 17.59%
85
41
2 114
0 15 51 63 78 91 99
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7436: 3—Heptanone T[T T TT |/l\l TTTTT T
57 9.80 10.00 10.20 10.40
29 m/z 114.20 10.18%
5000
85
72
114
0'”I”'W'”'P'”I”'W'”'P'”I”'W"”I”'%n”'ﬁ'”l” UV R
m/z--> 10 20 30 50 60 70 80 90 100 110 120 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU063020\
Data File : VU039257.D

Aca On : 01 Jul 2020 04:16

Operator : SY/MD

Sample : L3132-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO63020WMA .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 2-Heptanone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.25 2.25 ug/L 371713 Chlorobenzene-d5 9.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone 114 C7H140 000110-43-0 91
2 2-Heptanone 114 C7H140 000110-43-0 91
3 2-Hexanone. 5-methvl- 114 C7H140 000110-12-3 90
4 2-Heptanone 114 C7H140 000110-43-0 90
5 2-Heptanone 114 C7H140 000110-43-0 78
Abundance Scan 2771 (10.250 min): VU039257.D (-2760) (-) m/z 43.00 100.00%
43
58
5000
n 10.00 10.20 10.40 10.60
114 - - - -
O L SLLJL 65 | 798501 89 M4 e 6T 60 23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7431: 2-Heptanone
43
58
5000 A I RN L R
10.00 10.20 10.40 10.60
m/z 71.05 16.38%
27 71
0 || 37|, 51| 65 | 77 8591 99 114
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
58 10.00 10.20 10.40 10.60
5000 m/z 41.00 12.00%
I 71
0 37 51 65 | 77 85 99 114
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7507: 2-Hexanone, 5-methyl-
43 10.00 10.20 10.40 10.60
m/z 59.10 9.66%
5000
58
27 71 /k\
0 20 |, 37| 51 164 | 8l 91 99 114 .
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 10.00 10.20 10,40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU063020\
Data File : VU039257.D

Aca On : 01 Jul 2020 04:16

Operator : SY/MD

Sample : L3132-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO63020WMA .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 2-Octanone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.58 1.35 ug/L 173036 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octanone 128 C8H160 000111-13-7 94
2 2-Octanone 128 C8H160 000111-13-7 91
3 2-Octanone 128 C8H160 000111-13-7 91
4 2-Octanone 128 C8H160 000111-13-7 91
5 2-Octanone 128 C8H160 000111-13-7 90
Abundance Scan 3185 (11.581 min): VU039257.D (-3176) (-) m/z 43.00 100.00%
48 58
5000
t 11:20 11.40 1160 11.80
85 113 128
o..,....,....,....',h...??.':.',...=~,~|....8,....,.?“.3.,....,.-...,....',.... m/z 58.05 83.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12428: 2-Octanone
43 58
5000 A DL B B B
nmnmnmnm
o7 71 m/z 71.00 18.91%
Jo1s 2 e || % g m3 128
mz-> 10 20 30 40 50 60 70 80 9% 160 110 130 130
Abundance
43
58
11.20 11.40 11.60 11.80
5000 m/z 40.95 16.82%
27 71
o 34 51 85 g5 13 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12437: 2-Octanone
43 11.20 11.40 11.60 11.80
58 m/z 59.10 15.92%
5000
71
oL 15 | 51 8 g9 113 128 .
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 11'0 12'0 150 11.20 11.40 11. 60 11I80 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU063020\
Data File : VU039257.D

Acq On = 01 Jul 2020 04:16

Operator : SY/MD

Sample - L3132-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO63020WMA .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... 1.37 0.8 ug/L 84079 1 6.28 554111 5.0
unknown-01 1.70 14.8 ug/L 1634960 1 6.28 554111 5.0
Butanal 4.49 4.5 ug/L 497690 1 6.28 554111 5.0
2-Pentanone 6.80 2.9 ug/L 320940 1 6.28 554111 5.0
Pentanal 6.91 3.1 ug/L 340782 1 6.28 554111 5.0
3-Pentanone 6.95 1.6 ug/L 179006 1 6.28 554111 5.0
3-Hexanone 8.57 0.8 ug/L 123673 2 9.43 825481 5.0
Hexanal 8.81 2.6 ug/L 424240 2 9.43 825481 5.0
3-Heptanone 10.14 2.5 ug/L 417126 2 9.43 825481 5.0
2-Heptanone 10.25 2.3 ug/L 371713 2 9.43 825481 5.0
2-Octanone 11.58 1.4 ug/L 173036 3 11.82 642038 5.0
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