LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039614.D

Acq On 21 Jul 2020 21:56

Operator : SY/MD

Sample - L3347-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\SOMUTRO72120WMA .M
Title = TRACE VOA SOM01.0

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

# min scan scan scan TY height area % max. total
1 1.366 3 8 25 rvB 542343 529918 38.21% 7.804%
2 1.498 41 49 64 rvB 29555 30241 2.18% 0.445%
3 1.594 70 79 93 rBv3 309888 475749 34.31% 7.006%
4 1.694 105 110 118 rVvv 21310 29262 2.11% 0.431%
5 1.742 118 125 136 rVB 50264 58970 4._25% 0.868%
6 1.919 171 180 197 rVB2 62925 97537 7.03% 1.436%
7 2.006 197 207 216 rBvY 34928 47956 3.46% 0.706%
8 2.166 246 257 265 rBV 93710 130783 9.43% 1.926%
9 2.227 265 276 292 rvVB4 69940 146254 10.55% 2.154%
10 2.330 300 308 317 rBv2 9620 13888 1.00% 0.205%
11 2.427 325 338 347 rBvV2 27596 46909 3.38% 0.691%
12 2.581 369 386 398 rBV 82112 141883 10.23% 2.089%
13 2.649 398 407 418 rVvB2 14570 25653 1.85% 0.378%
14 2.874 465 477 487 rBvV2 12511 21535 1.55% 0.317%
15 2.996 501 515 524 rBV7 10174 26522 1.91% 0.391%
16 3.382 620 635 646 rvB4 7844 17612 1.27% 0.259%
17 3.604 688 704 725 rVB4 32832 82914 5.98% 1.221%
18 3.719 725 740 756 rvB4 8641 20090 1.45% 0.296%
19 3.851 768 781 794 rBV5 7081 15943 1.15% 0.235%
20 4.211 877 893 909 rBV6 9110 23677 1.71% 0.349%
21 4._465 960 972 989 rBV5 7212 17532 1.26% 0.258%
22 4.649 1013 1029 1050 rBVv2 83336 220765 15.92% 3.251%
23 4.825 1069 1084 1101 rVB3 12628 30141 2.17% 0.444%

24 5.086 1147 1165 1187 rVB 74913 185419 13.37% 2.730%
25 5.742 1347 1369 1398 rBV2 148808 408114 29.43% 6.010%

26 5.986 1434 1445 1453 rBV3 7148 14543 1.05% 0.214%
27 6.041 1453 1462 1480 rVB4 11162 27906 2.01% 0.411%
28 6.266 1518 1532 1557 rBV 130719 258747 18.66% 3.810%
29 6.555 1613 1622 1639 rBV9 9392 21898 1.58% 0.322%
30 6.706 1655 1669 1685 rBV2 96032 188887 13.62% 2.782%
31 6.893 1715 1727 1739 rBv4 7097 14498 1.05% 0.213%
32 7.578 1925 1940 1954 rBV2 48928 89130 6.43% 1.313%
33 7.906 2029 2042 2055 rBvV 180947 308638 22.26% 4.545%
34 7.976 2055 2064 2073 rvVB2 17224 27825 2.01% 0.410%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039614.D

Acq On 21 Jul 2020 21:56

Operator : SY/MD

Sample - L3347-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\SOMUTRO72120WMA .M
Title - TRACE VOA SOMO1.0
35 8.185 2119 2129 2139 rBV2 29918 51286 3.70% 0.755%

36 8.558 2231 2245 2259 rBvV 811942 1386683 100.00% 20.420%
37 8.642 2259 2271 2297 rVB 258059 473714 34.16% 6.976%

38 8.793 2310 2318 2331 rVB4 9185 15168 1.09% 0.223%
39 9.423 2501 2514 2528 rBV 187879 317021 22.86% 4.668%
40 9.571 2547 2560 2568 rBV3 10323 17070 1.23% 0.251%

41 10.758 2917 2929 2942 rBVY 77475 124142 8.95% 1.828%
42 11.809 3241 3256 3273 rBVY 187977 304342 21.95% 4.482%
43 12.188 3362 3374 3389 rVB 186577 303938 21.92% 4._476%

Sum of corrected areas: 6790703
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO072120\
Data File : VU039614.D

Acq On - 21 Jul 2020 21:56

Operator : SY/MD

Sample : L3347-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial :© 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .M
TRACE VOA SOM01.0

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

Abundance TIC: VU039614.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039614.D

Acq On 21 Jul 2020 21:56

Operator : SY/MD

Sample : L3347-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .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 1

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

1.37 10.24 ug/L 529918 1,4-Difluorobenzene 6.27
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 2-Oxetanone, 4-methyl- 86 C4H602 003068-88-0 9
4 Cyclopropane 42 C3H6 000075-19-4 9
5 Cyclopropene 40 C3H4 002781-85-3 9

Abundance Scan 9 (1.369 min): VU039614.D (-3) (-) m/z 41.00 100.00%
41
5000
38 |44
|| - 1.40 1.50 1.60 1.70 1.80
e LAy LA Ly LA AR LA R LA KRN A REARS LSS LA KA AR A m/z 39.00 85.14%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #57: Propene
4
5000 27
1.40 1.50 1.60 1.70 1.80
3 m/z 42.00 64 .44%
1 121519 24 || 44
Ay LA Ay LA LA LA R LA RSN A REARS LARR A KA AR A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance
41
140 150 1.60 1.70 180
5000 27 m/z 40.00 24 .21%
o 2 121 20
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #1671: 2-Oxetanone, 4-methyl-
42 1.40 1.50 1.60 1.70 1.80
m/z 43.00 22 .86%
5000
27 39
o 121919 247 31 36 /|/l45 53 6871
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 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\VUO72120\
Data File : VU039614.D

Acq On 21 Jul 2020 21:56

Operator : SY/MD

Sample : L3347-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 9

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

1.50 0.58 ug/L 30241 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutane 58 C4H10 000075-28-5 80
2 Isobutane 58 C4H10 000075-28-5 72
3 Isobutane 58 C4H10 000075-28-5 64
4 l1sobutane 58 C4H10 000075-28-5 45
5 Propane, 2-nitro- 89 C3H7NO2 000079-46-9 9

Abundance Scan 50 (1.501 min): VU039614.D (-41) (-) m/z 43.00 100.00%
43
5000
39‘
58 1.40 1.50 1.60 1.70 1.80 1.90
o........,....,....,....,....,....,....,....,..:I-,..-.,...?f’.??.,.-.:.,....,... m/z 41.00 46.26%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #235: Isobutane
43
5000

1.40 1.50 1.60 1.70 1.80 1.90

27
39 m/z 41.95 32.59%
0 1215 19 30 36| 5053 57
R R B K R i R ae KR
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
43
1.40 1.50 1.60 1.70 1.80 1.90
5000 m/z 38.95 21.73%
27
39
15
0 2 12 30 5053 57
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #236: Isobutane
43 1.40 1.50 1.60 1.70 1.80 1.90
m/z 38.00 5.39%
5000
27
39
o 1 1215 19 30 36 |/|||, 515457
R N o R R B RA R AR
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 1.40 1.50 1.60 1.70 1.80 1.90
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039614.D

Acq On 21 Jul 2020 21:56

Operator : SY/MD

Sample : L3347-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .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: Straight-Chai... Concentration Rank 6

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

1.74 1.14 ug/L 58970 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propene, 2-methyl- 56 C4H8 000115-11-7 80
2 1-Propene, 2-methyl- 56 C4HS8 000115-11-7 80
3 2-Butene, (2)- 56 C4HS8 000590-18-1 72
4 2-Butene, (E)- 56 C4HS8 000624-64-6 72
5 2-Butene 56 C4HS8 000107-01-7 64

Abundance Scan 124 (1.739 min): VU039614.D (-118) (-) m/z 40.95 100.00%
4.1
56
5000
53 1.60 1.80 2.00
37 4
Obrrrereprereprrrrrrr et s M e ey || /2 56.00  57.57%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #188: 1-Propene, 2-methyl-
4
5000 %6 UL AL N AL B
1.60 1.80 2.00
o8 m/z 39.00 51.37%
oL 2 1215 25| 37 5053
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
41
1.60 1.80 2.00
5000 56 m/z 55.00 29.05%
28
0 2 1215 25 37 5053
B LA L Sy LA AR KAk KA LR RLALY KAL) KA LAY RAALY KAL) KA LAY A 1
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #184: 2-Butene, (2)-
a4 1.60 1.80 2.00
m/z 52.90 10.76%
5000 %6
27
. 1215 o)l 37 5%
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 160 180 200
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039614.D

Acq On 21 Jul 2020 21:56

Operator : SY/MD

Sample : L3347-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 7

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

2.01 0.93 ug/L 47956 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 81
2 Butane, 2-methyl- 72 C5H12 000078-78-4 68
3 Butane, 2-methyl- 72 C5H12 000078-78-4 64
4 3-Buten-1-ol 72 C4H80 000627-27-0 25
5 1-Propene, 2-methyl- 56 C4HS8 000115-11-7 9

Abundance Scan 208 (2.009 min): VU039614.D (-197) (-) m/z 43.00 100.00%
43
57
5000
51 72 1.60 1.80 2.00 2.20 2.40
0 ...,....,....,....,..3.7:1.'...,'.'.'1:,....,~...7?,....9,1...., m/z 40.95 98.62%
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #714: Butane, 2-methyl-
43
57
5000
1.60 1.80 2.00 2.20 2.40
29 m/z 42.00 78.79%
5 | m s e T2
e UL I SR UL SULILIL S UL IR UL
m/z--> 0 10 20 30 40 50 60 70
Abundance
43
57 1.60 1.80 2.00 2.20 2.40
5000 21 m/z 57.00 60.09%
15
2 51 72
e B UL I SR UL S S UL UL UL
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #713: Butane, 2-methyl- L
43 1.60 1.80 2.00 2.20 2.40
m/z 39.00 36.10%
57
5000 29
oL 1 o sl s/ e 7
m/z--> 0 10 20 30 40 50 60 70 ' ' ' 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039614.D

Acq On 21 Jul 2020 21:56

Operator : SY/MD

Sample : L3347-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 3

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

2.17 2.53 ug/L 130783 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene, (2)- 70 C5H10 000627-20-3 83
2 Cyclopropane, ethyl- 70 C5H10 001191-96-4 70
3 1-Pentene 70 C5H10 000109-67-1 64
4 Cyclopropane, ethyl- 70 C5H10 001191-96-4 64
5 2-Pentene, (2)- 70 C5H10 000627-20-3 64

Abundance Scan 258 (2.170 min): VU039614.D (-246) (-) m/z 42.00 100.00%
4
55
39
5000 70

1.80 2.00 2.20 2.40 2.60

48>L 63 67

) 1 TH R 1 PR . Y PO m/z 55.00 77.45%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #557: 2-Pentene, (2)-
5000
42 70 1.80 2.00 2.20 2.40 2.60
29 39 m/z 39.00 59.25%
0 15 26 | 32 36 |, 51, | 62 67
T T e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
42
1.80 2.00 2.20 2.40 2.60
5000 s 55 m/z 40.95 54.76%
27 70
15 51
ol 12 24 31 36 48 6063 67
mwwwrwmmwm
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #551: 1-Pentene
42 1.80 2.00 2.20 2.40 2.60
55 m/z 70.10 47 .92%
5000 70
29 39
0 15 Zé | 51, | 62 67
T e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039614.D

Acq On 21 Jul 2020 21:56

Operator : SY/MD

Sample : L3347-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 2

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

2.23 2.83 ug/L 146254 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butene, 3-methyl- 70 C5H10 000563-45-1 90
2 2-Pentene, (E)- 70 C5H10 000646-04-8 90
3 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 87
4 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 87
5 2-Methyl-1-butene 70 C5H10 000563-46-2 86

Abundance Scan 277 (2.231 min): VU039614.D (-265) (-) m/z 55.00 100.00%
55
5000
3942 70
51 1.80 2.00 2.20 2.40 2.60
o.,....,....,....,....,....,....?ﬁl..l..I.,....',::!: e S e | Tm/Z 39.00  40.59%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #568: 1-Butene, 3-methyl-
55
5000 27 39
42 1.80 2.00 2.20 2.40 2.60
70 m/z 70.00 34.58%
11 0 36\ 1y ﬁl‘\ | 67‘
L s RN A RAARA AN AR RRAN RRALN RARES LARAA RRALN RALN RN RARAAN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
55
1.80 2.00 2.20 2.40 2.60
5000 3942 70 m/z 42.00 31.70%
29
o 15 26 32 36 4851 62 67
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #584: Cyclopropane, 1,2-dimethyl-, trans-
55 1.80 2.00 2.20 2.40 2.60
m/z 41.00 31.08%
5000 3,5 0
27
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039614.D

Acq On 21 Jul 2020 21:56

Operator : SY/MD

Sample : L3347-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 8

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

2.43 0.91 ug/L 46909 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene, (2)- 70 C5H10 000627-20-3 90
2 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 86
3 2-Butene, 2-methyl- 70 C5H10 000513-35-9 86
4 2-Methyl-1-butene 70 C5H10 000563-46-2 86
5 2-Pentene 70 C5H10 000109-68-2 86

Abundance Scan 339 (2.430 min): VU039614.D (-325) (-) m/z 55.00 100.00%
55
5000 3942 70
50 || 61 67 2.00 220 2.40 2.60 2.80
O e e b e m/z 42.00 38.98%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #559: 2-Pentene, (2)-
5000 42
39 70 2.00 220 2.40 2.60 2.80
29 m/z 39.00 37.59%
o 1215 2§‘ 3236, 51 6063 67
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
55
2.00 220 2.40 2.60 2.80
5000 0 m/z 70.00 35.50%
41
29
0 26 32 38 51 62 67
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #571: 2-Butene, 2-methyl-
55 2.00 220 2.40 2.60 2.80
m/z 41.00 26.52%
5000 a1 0
27
0 1 1215 “£o33 38 ||44 4851 | 6063 67
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 200 220 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039614.D

Acq On 21 Jul 2020 21:56

Operator : SY/MD

Sample : L3347-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 13

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

3.00 0.51 ug/L 26522 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 91
2 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 90
3 Cyclopropane, l-ethyl-1-methyl- 84 C6H12 053778-43-1 87
4 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 83
5 Pentane, 3-methylene- 84 C6H12 000760-21-4 68

Abundance Scan 516 (2.999 min): VU039614.D (-501) (-) m/z 55.00 100.00%
55
69
41
5000 84
|I 51 | 2.60 2.80 3.00 3.20 3.40
0““mwmwmwmwmwmwmwm'“““M“ﬂ“““M“W“W“M“W“M“W“M m/z  69.00 78.23%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1486: 1-Pentene, 3-methyl-
55
41 60
5000 21 IS S LA S
84 2.60 2.80 3.00 3.20 3.40
m/z 40.95 69 .65%
o 15 131 37“‘ 1 6165 | 77
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
55 69
41
2.60 2.80 3.00 3.20 3.40
5000 7 m/z 56.00 42 .54%
84
0 15 37 o1 65
SRALLAMAA) WAL Rk LAY AR LALMY AR ALY AR SAAMY ALY AR LALLM AR AL AARA AL AL LA IALL §
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1521: Cyclopropane, 1-ethyl-1-methyl- b e e e
4 2.60 2.80 3.00 3.20 3.40
55 69 m/z 84.00 35.97%
5000 27
84
0 1 1? lil32 37/l 91| e165 | 7377
miz--> T e a o an et e | | 25 25 2k 35 3w
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039614.D

Acq On 21 Jul 2020 21:56

Operator : SY/MD

Sample : L3347-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 5

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

3.60 1.60 ug/L 82914 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 87
2 1-Hexene 84 C6H12 000592-41-6 76
3 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 72
4 1-Hexene 84 C6H12 000592-41-6 58
5 1-Hexene, 3,4-dimethyl- 112 C8H16 016745-94-1 50

Abundance Scan 703 (3.600 min): VU039614.D (-688) (-) m/z 56.00 100.00%
4 96
5000
69 84
37 ¥| 65, | | 3.20 3.40 3.60 3.80 4.00
O rrrrrrrrrrrrrr T e e m/z 40.95 98.30%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1478: 1-Pentene, 2-methyl-
41 56
5000 27 69
84 3.20 3.40 3.60 3.80 4.00
m/z 39.00 66 .36%
15
0 “ | ‘31 ‘ ‘ ?\1‘\ ! 6165\ "7
HARARERS KRS RELAE AAALN LARA SARAN RARAY SUESEEARE) SALR) AEAA AURA KRASNARRE RARRISARMA AL BUASA AR SRALY
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
4 56
27 3.20 3.40 3.60 3.80 4.00
5000 m/z 55.00 57 .36%
84
69
o 2 15 3337, 45 51 6165 7377
SLALLALAR) LR LAL) RN LA LA L) RALS) LAY RALK) KAL) LARAY LA LA AL LAY KAL) ML) LARAI KL I
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1487: 1-Pentene, 2-methyl-
a1 56 3.20 3.40 3.60 3.80 4.00
m/z 42.00 49_74%
5000
27 69 84
o 15 k37|, 5L 6165 | 7377
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039614.D

Acq On 21 Jul 2020 21:56

Operator : SY/MD

Sample : L3347-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .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 Ethyl Acetate Concentration Rank 10

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

4.83 0.58 ug/L 30141 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethyl Acetate 88 C4H802 000141-78-6 90
2 Ethyl Acetate 88 C4H802 000141-78-6 83
3 Ethyl Acetate 88 C4H802 000141-78-6 74
4 Ethyl Acetate 88 C4H802 000141-78-6 74
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 45

Abundance Scan 1085 (4.829 min): VU039614.D (-1069) (-) m/z 42.95 100.00%
48
5000
61
| 54 | 7|0I a8 440 4.60 4.80 5.00 5.20
rtrr—rr—tt——t m/z 45.00 16.15%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2018: Ethyl Acetate
43
5000 R LI UL I UL
440 4.60 4.80 5.00 5.20
0
29 61 1 m/z 61.00 12.53%
R L s | 88
LRI LR FUELL LN SR UL LI SR SURLLEN FULELLN U
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
440 4.60 480 500 520
5000 m/z 70.00 10.25%
15 2 61
70 a8
e S L L S UL L LIS S IS UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2015: Ethyl Acetate
43 440 460 4.80 5.00 5.20
m/z 41.90 8.19%
5000
29 61 70
S N N - - S
m/z--> 10 20 30 40 50 60 70 80 90 440 4.60 4.80 5.00 5.20

SOMUTRO72120WMA .M Mon Jul 27 02:17:08 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039614.D

Acq On 21 Jul 2020 21:56

Operator : SY/MD

Sample : L3347-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .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 Cyclobutanone, 3-ethyl- Concentration Rank 12

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

6.04 0.54 ug/L 27906 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclobutanone, 3-ethyl- 98 C6H100 056335-73-0 53
2 2-Hexenal, (E)- 98 C6H100 006728-26-3 50
3 Cyclobutanone, 2-ethyl- 98 C6H100 010374-14-8 47
4 1-Heptene 98 C7H14 000592-76-7 46
5 (2)-2-Heptene 98 C7H14 006443-92-1 43

Abundance Scan 1462 (6.041 min): VU039614.D (-1453) (-) m/z 41.00 100.00%
4.1
56 0
5000
98
| il o 580 6.00 6.20 6.40
Ol et et S - m/Z 56.00 64.38%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3206: Cyclobutanone, 3-ethyl-
4
56 0
5000
5.80 6.00 6.20 6.40
27 98 m/z 55.00 63.48%
Ll = 80
S S UL I S S S SR S B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
41
55 69 5.80 6.00 6.20 6.40
5000 27 83 m/z 38.90 57.91%
98
15 50 77
S S S I S S S S S B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3205: Cyclobutanone, 2-ethyl-
4 5 5.80 6.00 6.20 6.40
70 m/z 70.00 55.99%
5000 27
98
O'W"'w"“t"“lﬂ‘”lJ*“l"”“”'”?%'“l"”l"”
m/z--> 10 20 30 40 50 60 70 8 90 100 5.80 6.00 6.20 6.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039614.D

Acq On 21 Jul 2020 21:56

Operator : SY/MD

Sample - L3347-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .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 10.2 ug/L 529918 1 6.27 258747 5.0
(DEL) Alkane: Str... 1.50 0.6 ug/L 30241 1 6.27 258747 5.0
(DEL) Alkane: Str... 1.74 1.1 ug/L 58970 1 6.27 258747 5.0
(DEL) Alkane: Str... 2.01 0.9 ug/L 47956 1 6.27 258747 5.0
(DEL) Alkane: Str... 2.17 2.5 ug/L 130783 1 6.27 258747 5.0
(DEL) Alkane: Str... 2.23 2.8 ug/L 146254 1 6.27 258747 5.0
(DEL) Alkane: Str... 2.43 0.9 ug/L 46909 1 6.27 258747 5.0
(DEL) Alkane: Str... 3.00 0.5 ug/L 26522 1 6.27 258747 5.0
(DEL) Alkane: Str... 3.60 1.6 ug/L 82914 1 6.27 258747 5.0
Ethyl Acetate 4.83 0.6 ug/L 30141 1 6.27 258747 5.0
Cyclobutanone, 3-... 6.04 0.5 ug/L 27906 1 6.27 258747 5.0
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