Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs :

LSC Area Percent Report

Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
VU039613.D

21 Jul 2020 21:33

SY/MD

L3347-07

25_.0mL/MSVOA_U/WATER

1

Sample Multiplier: 1

Parameters: rteint.p

RTE
ON
1
0.1
0

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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 26 rvB 1375314 1338828 100.00% 13.432%
2 1.498 40 49 62 rvB2 46553 51908 3.88% 0.521%
3 1.594 70 79 96 rBv2 827343 1127651 84.23% 11.313%
4 1.668 96 102 107 rvVv 34551 41938 3.13% 0.421%
5 1.697 107 111 117 rVwv 19951 24519 1.83% 0.246%
6 1.742 117 125 138 rVB 148632 176133 13.16% 1.767%
7 1.919 170 180 194 rVB3 97798 150588 11.25% 1.511%
8 2.006 196 207 224 rVB 58639 84987 6.35% 0.853%
9 2.166 246 257 266 rBV 248579 341239 25.49% 3.424%
10 2.231 266 277 295 rvB4 183527 347473 25.95% 3.486%
11 2.330 297 308 319 rvB 27980 41158 3.07% 0.413%
12 2.427 326 338 348 rBvV2 78543 132354 9.89% 1.328%
13 2.482 348 355 367 rvB2 22784 36206 2.70% 0.363%
14 2.581 369 386 398 rBY 85450 146543 10.95% 1.470%
15 2.649 398 407 418 rBV3 17702 30791 2.30% 0.309%
16 2.816 447 459 467 rBV6 6928 16027 1.20% 0.161%
17 2.874 467 477 492 rVB 32605 61558 4_60% 0.618%
18 2.993 499 514 522 rBVS8 23972 65208 4.87% 0.654%
19 3.150 555 563 572 rBV2 9336 19765 1.48% 0.198%
20 3.202 574 579 597 rvVB 12942 26676 1.99% 0.268%
21 3.385 624 636 648 rvB4 12715 28403 2.12% 0.285%
22 3.604 688 704 724 rVB4 87632 218890 16.35% 2.196%
23 3.719 724 740 758 rVB3 18108 42062 3.14% 0.422%
24 3.848 765 780 793 rBV3 19915 48823 3.65% 0.490%
25 3.925 793 804 816 rvv4 11387 28209 2.11% 0.283%
26 4.112 848 862 876 rBV9 5099 13753 1.03% 0.138%
27 4.218 876 895 909 rBv4 28501 76207 5.69% 0.765%
28 4.359 923 939 952 rVvB3 6761 15986 1.19% 0.160%
29 4.472 958 974 987 rBV7 7081 17722 1.32% 0.178%
30 4.652 1012 1030 1068 rBvV3 124791 379300 28.33% 3.805%
31 4.826 1068 1084 1109 rBV 466513 1056151 78.89% 10.596%
32 5.083 1146 1164 1184 rVB 80951 227436 16.99% 2.282%
33 5.202 1189 1201 1212 rBV5 11336 27536 2.06% 0.276%
34 5.324 1235 1239 1250 rVB6 8546 14151 1.06% 0.142%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039613.D

Acq On 21 Jul 2020 21:33

Operator : SY/MD

Sample - L3347-07

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 5.469 1271 1284 1294 rBV6 10097 25408 1.90% 0.255%
36 5.610 1317 1328 1342 rVB5 8038 17384 1.30% 0.174%
37 5.745 1342 1370 1381 rBV2 155305 424912 31.74% 4.263%
38 5.986 1431 1445 1452 rBV3 17468 35124 2.62% 0.352%
39 6.041 1452 1462 1483 rVB4 31892 82084 6.13% 0.824%
40 6.147 1483 1495 1504 rBv4 13167 26226 1.96% 0.263%
41 6.266 1519 1532 1543 rBV 143339 278730 20.82% 2.796%
42 6.571 1611 1627 1642 rVB6 20099 41115 3.07% 0.412%
43 6.706 1653 1669 1683 rBvV 100393 199018 14.87% 1.997%
44 6.883 1710 1724 1738 rBVS8 8925 20683 1.54% 0.208%
45 7.276 1837 1846 1855 rBV7 8029 15108 1.13% 0.152%
46 7.578 1926 1940 1951 rBV2 55110 97533 7.28% 0.979%
47 7.906 2023 2042 2055 rBvV 194828 344494 25.73% 3.456%
48 7.977 2055 2064 2073 rvv2 43618 70183 5.24% 0.704%
49 8.047 2082 2086 2096 rVB6 12826 18121 1.35% 0.182%
50 8.189 2120 2130 2138 rBV2 29909 49577 3.70% 0.497%
51 8.642 2253 2271 2297 rBV 271472 511751 38.22% 5.134%
52 8.793 2311 2318 2329 rVB6 8885 13861 1.04% 0.139%
53 8.922 2349 2358 2382 rBv4 12938 33214 2.48% 0.333%
54 9.182 2431 2439 2457 rVB4 5367 13756 1.03% 0.138%
55 9.423 2501 2514 2528 rBV 201208 341399 25.50% 3.425%
56 9.575 2553 2561 2568 rBV 12017 19037 1.42% 0.191%
57 9.694 2584 2598 2608 rBV3 13604 26092 1.95% 0.262%
58 10.102 2717 2725 2739 rBV6 7847 16919 1.26% 0.170%

59 10.758 2918 2929 2943 rVB2 80841 129618 9.68% 1.300%
60 11.809 3243 3256 3271 rBV 200974 324832 24.26% 3.259%

61 12.057 3322 3333 3340 rBV3 8478 14905 1.11% 0.150%
62 12.189 3362 3374 3387 rVB 193445 320204 23.92% 3.212%

Sum of corrected areas: 9967467
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO072120\
VU039613.D

21 Jul 2020 21:33

SY/MD

L3347-07

25.0mL/MSVOA_U/WATER

1 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039613.D

Acq On 21 Jul 2020 21:33

Operator : SY/MD

Sample - L3347-07

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 24 .02 ug/L 1338830 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): VU039613.D (-3) (-) m/z 41.00 100.00%
4.1
5000
38 1124
|| 1.40 150 1.60 1.70 1.80
e LAy LA Ly LA LA LA R LA SRR AL REARS LSRN LA AR A m/z 39.00 81.07%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #57: Propene
4
5000 27
1.40 150 1.60 1.70 1.80
3 m/z 42.00 63.85%
1 121519 24 24
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
140 150 160 1.70 180
5000 27 m/z 40.00  26.44%
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 1.40 150 1.60 1.70 1.80
m/z 38.00 21.18%
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 75 140 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 : VU039613.D

Acq On 21 Jul 2020 21:33

Operator : SY/MD

Sample - L3347-07

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 14

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

1.50 0.93 ug/L 51908 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutane 58 C4H10 000075-28-5 59
2 Isobutane 58 C4H10 000075-28-5 59
3 Isobutane 58 C4H10 000075-28-5 59
4 l1sobutane 58 C4H10 000075-28-5 42
5 Propane, 2-nitro- 89 C3H7NO2 000079-46-9 9

Abundance Scan 50 (1.501 min): VU039613.D (-40) (-) m/z 43.00 100.00%
43
5000
39
16 57 1.40 1.50 1.60 1.70 1.80 1.90
Olrrrrrrrrprrreprrrr e et b bk || M7z 41.00 49 16%
m/z--> 0O 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 42.00 34.02%
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 25.43%
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 37.90 5.18%
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 : VU039613.D

Acq On 21 Jul 2020 21:33

Operator : SY/MD

Sample - L3347-07

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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 17

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

1.67 0.75 ug/L 41938 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butene 56 C4H8 000106-98-9 86
2 Cyclobutane 56 C4HS8 000287-23-0 86
3 1-Butene 56 C4HS8 000106-98-9 80
4 1-Butene 56 C4HS8 000106-98-9 80
5 1-Propene, 2-methyl- 56 C4HS8 000115-11-7 72

Abundance Scan 103 (1.671 min): VU039613.D (-96) (-) m/z 41.00 100.00%
a1
56
5000
3 5053 o 140 160 180 200
Obrrrrrrrrprrrrprrrrprrrr e e e m/z 56.00 62.65%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #173: 1-Butene
4
5000 L N AL L AL
- 56 140 160 180 200
m/z 39.00 32.40%
2 1519 25 | 38 5053
e A L A LA AL RARAA RAARA LARAN RARRI RAARS RALRS RARAA AL RAAS) AAR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance
28 41
56 140 1.60 1.80 2.00
5000 m/z 55.00 24 ._.03%
o 1 1215 25 38 5053
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #177: 1-Butene
a4 140 1.60 1.80 2.00
m/z 49.90 9.41%
5000 56
28
o 2 1215 20 25 || 34 5053
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 140 160 180 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039613.D

Acq On 21 Jul 2020 21:33

Operator : SY/MD

Sample - L3347-07

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 3.16 ug/L 176133 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propene, 2-methyl- 56 C4H8 000115-11-7 86
2 1-Propene, 2-methyl- 56 C4HS8 000115-11-7 80
3 2-Butene 56 C4HS8 000107-01-7 72
4 2-Butene, (2)- 56 C4HS8 000590-18-1 72
5 2-Butene, (2)- 56 C4HS8 000590-18-1 72

Abundance Scan 124 (1.739 min): VU039613.D (-117) (-) m/z 40.95 100.00%
4.1
56
5000
e e
37 5|0I 64 77 1.60 1.80 2.00
Obrrrrrrrprrerprrerprerrprrer e e e o m/z 55.95 59.20%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #186: 1-Propene, 2-methyl-
4
5000 56 e j\u L SR
1.60 1.80 2.00
28 m/z 38.95 48 .59%
o2 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 27.48%
28
o 2 1215 25 37 5053
AR L L S LA AR KAk Ry AL ALY KAk KA LAY ALY KAL) KA LAY e 1
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #172: 2-Butene
a4 1.60 1.80 2.00
m/z 53.00 10.67%
28
56
5000
1 i
e e LAy LAy LAY AR A LRS! LA ALy AARAY REARY RARSA MR AR R AR LR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039613.D

Acq On 21 Jul 2020 21:33

Operator : SY/MD

Sample - L3347-07

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 9

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

2.01 1.52 ug/L 84987 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 74
2 Butane, 2-methyl- 72 C5H12 000078-78-4 72
3 Butane, 2-methyl- 72 C5H12 000078-78-4 64
4 3-Buten-1-ol 72 C4H80 000627-27-0 33
5 Oxirane, trimethyl- 86 C5H100 005076-19-7 28

Abundance Scan 208 (2.009 min): VU039613.D (-196) (-) m/z 43.00 100.00%
43
57
5000 39
5053| 72 1.60 1.80 2.00 2.20 2.40
36,1 iR il 0
O rrrrrrrr T e m/z 41.00 89.50%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #714: Butane, 2-methyl-
43
57
5000
1.60 1.80 2.00 2.20 2.40
29 39 m/z 41.95 83.31%
0 15 2¢ AL 5053‘ 6267 2
miz--> 05 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
43
57 1.60 1.80 2.00 2.20 2.40
5000 29 m/z 57.00 61.11%
39
o 1 0 26 33 5053 616467 (2
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #712: Butane, 2—methy|— Tt /\. L LN L B
43 1.60 1.80 2.00 2.20 2.40
m/z 38.95 38.48%
57
5000 27
39
15
o 2 12 g0 L 5053 72
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 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 : VU039613.D

Acq On 21 Jul 2020 21:33

Operator : SY/MD

Sample - L3347-07

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: Cyclic2.17 Concentration Rank 4

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

2.17 6.12 ug/L 341239 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropane, ethyl- 70 C5H10 001191-96-4 90
2 2-Pentene, (2)- 70 C5H10 000627-20-3 74
3 Cyclopropane, ethyl- 70 C5H10 001191-96-4 68
4 1-Pentene 70 C5H10 000109-67-1 68
5 1-Pentene 70 C5H10 000109-67-1 62

Abundance Scan 258 (2.170 min): VU039613.D (-246) (-) m/z 42.00 100.00%
4
55
39
5000 70

1.80 2.00 2.20 2.40 2.60

3 . 4821 | 6063 67
) S ——- o Y P =1L .U P m/z 55.00 75.80%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #577: Cyclopropane, ethyl-
42
55
5000 39
27 70 1.80 2.00 2.20 2.40 2.60
m/z 40.95 54 _.58%
15
0 N 1, S 62 67
T e e e
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
0
5000 42 0 m/z 39.00 53.32%
29 39
0 15 26 | 32 36 51 62 67
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #573: Cyclopropane, ethyl-
42 1.80 2.00 2.20 2.40 2.60
m/z 70.00 46 .97%
55
5000 39
27 70
15 51
Obreprrrry e e o e e O 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 : VU039613.D

Acq On 21 Jul 2020 21:33

Operator : SY/MD

Sample - L3347-07

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: Cyclic2.23 Concentration Rank 3

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

2.23 6.23 ug/L 347473 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 90
2 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 90
3 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 90
4 1-Butene, 3-methyl- 70 C5H10 000563-45-1 83
5 2-Pentene, (E)- 70 C5H10 000646-04-8 60

Abundance Scan 277 (2.231 min): VU039613.D (-266) (-) m/z 55.00 100.00%
55
5000 3942 0
51 1.80 2.00 2.20 2.40 2.60
Obrprrrrrrrrrrerrprerprrerrr SO e b S e | M/Z 38,95 42.70%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #578: Cyclopropane, 1,1-dimethyl-
55
5000 39 70
) 1.80 2.00 2.20 2.40 2.60
27 m/z 69.95  36.24%
0 1\5 1 il ﬁl ! 62 67
LA SRR LA RN RN RN RARES SN RS RAREE RERRN RN RARRE RRRRN RRRRA R
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 39, 70 m/z 40.95 30.36%
27
15 32 51 62 67
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #579: Cyclopropane, 1,1-dimethyl-
55 1.80 2.00 2.20 2.40 2.60
m/z 42.00 30.03%
5000 39 70
27
15 | r
0 ‘ 111803336, || 454831 | 59 63 67
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

SOMUTRO72120WMA .M Mon Jul 27 02:16:48 2020

Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039613.D

Acq On 21 Jul 2020 21:33

Operator : SY/MD

Sample - L3347-07

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 18

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

2.33 0.74 ug/L 41158 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butene, 2-methyl- 70 C5H10 000513-35-9 91
2 2-Pentene, (E)- 70 C5H10 000646-04-8 90
3 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 87
4 2-Methyl-1-butene 70 C5H10 000563-46-2 87
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 86

Abundance Scan 308 (2.330 min): VU039613.D (-297) (-) m/z 54.95 100.00%
55
5000
51 67 2.00 2.20 2.40 2.60
Olrerrrrrprrrrprrrrrrererrrreprrrrerrpe e oot | M/z 70.00  37.73%
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
5000
- 41 70 2.00 2.20 2.40 2.60
m/z 38.95 33.00%
o 1 1215 “£o33 38 |44 4851 | 6063 67
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
55
2.00 2.20 2.40 2.60
5000 3042 70 m/z 42.00 31.91%
29
0 15 26 3236 48°1 62 67
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
55 2.00 2.20 2.40 2.60
m/z 40.95 25.93%
5000 70
41
29
. w2 B s e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.00 2.20 2.40 2.60

SOMUTRO72120WMA .M Mon Jul 27 02:16:48 2020 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039613.D

Acq On 21 Jul 2020 21:33

Operator : SY/MD

Sample - L3347-07

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 7

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

2.43 2.37 ug/L 132354 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene, (E)- 70 C5H10 000646-04-8 93
2 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 91
3 2-Butene, 2-methyl- 70 C5H10 000513-35-9 91
4 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 87
5 2-Pentene, (E)- 70 C5H10 000646-04-8 86

Abundance Scan 339 (2.430 min): VU039613.D (-326) (-) m/z 55.00 100.00%
55
5000 39, 70
36 51, 62 67 2.00 220 2.40 2.60 2.80
Obrrerrrprerrerrrpree e e e bbb e m/z 70.00 37.81%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #562: 2-Pentene, (E)-
5000
3942 70 2.00 2.20 2.40 2.60 2.80
29 m/z 38.95 35.06%
o 15 263935 g 62 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 41.95 31.52%
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 40.95 22 .37%
5000 a1 0
27
o 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 2.00 220 2.40 2.60 2.80

SOMUTRO72120WMA .M Mon Jul 27 02:16:49 2020 Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039613.D

Acq On 21 Jul 2020 21:33

Operator : SY/MD

Sample - L3347-07

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: Cyclic2.48 Concentration Rank 20

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

2.48 0.65 ug/L 36206 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 90
2 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 83
3 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 80
4 2-Methyl-1-butene 70 C5H10 000563-46-2 80
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 80

Abundance Scan 355 (2.482 min): VU039613.D (-348) (-) m/z 54.95 100.00%
55
5000
39 70
2 220 240 2.60 2.80
51 67 : : : :
O Sl AR 28867 2 69 95 41.08%
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #585: Cyclopropane, 1,2-dimethyl-, trans-
55
5000 70
41 220 240 2.60 2.80
29 m/z 38.95 34 .49%
0 zq 33 3‘4\ “ ‘5w1 L 63 6\7\ .
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
55
220 240 2.60 2.80
5000 39 70 m/z 40.95 30.56%
o 26 | 3336 48 51 61 67
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
55 220 240 2.60 2.80
m/z 41.90 17.22%
5000 70
41
29
1 ww o dll s e e
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 220 240 2.60 2.80

SOMUTRO72120WMA .M Mon Jul 27 02:16:49 2020 Page: 13



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039613.D

Acq On 21 Jul 2020 21:33

Operator : SY/MD

Sample - L3347-07

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 1,3-Cyclopentadiene Concentration Rank 13

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

2.87 1.10 ug/L 61558 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentadiene 66 C5H6 000542-92-7 91
2 1-Buten-3-yne, 2-methyl- 66 C5H6 000078-80-8 90
3 1,3-Cyclopentadiene 66 C5H6 000542-92-7 87
4 3-Penten-1-yne, (E)- 66 C5H6 002004-69-5 83
5 3-Penten-1-yne, (2)- 66 C5H6 001574-40-9 78

Abundance Scan 476 (2.871 min): VU039613.D (-467) (-) m/z 66.00 100.00%
6p
5000 39
l 51 o 63 260 2.80 3.00 320
| o . 1Y 1 0 F—— m/z 64.95 58.68%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #373: 1,3-Cyclopentadiene
66
5000
39 2.60 2.80 3.00 3.20
m/z 39.00 38.13%
0 1215 2427 31 35,/ 43 4851 605 | 69
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance
66
2.60 2.80 3.00 3.20
5000 39 m/z 39.95 21.92%
51
284, 63
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #374: 1,3-Cyclopentadiene
66 2.60 2.80 3.00 3.20
m/z 37.90 14.74%
5000 a9
o 27 31 361 44 4851 6003 69
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 2.60 2.80 3.00 3.20

SOMUTRO72120WMA .M Mon Jul 27 02:16:50 2020 Page: 14



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039613.D

Acq On 21 Jul 2020 21:33

Operator : SY/MD

Sample - L3347-07

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 (DEL) Alkane: Cyclic2.99 Concentration Rank 12

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

2.99 1.17 ug/L 65208 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropane, 1-ethyl-1-methyl- 84 C6H12 053778-43-1 93
2 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 91
3 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 72
4 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 72
5 2-Pentene, 3-methyl-, (2)- 84 C6H12 000922-62-3 62

Abundance Scan 513 (2.990 min): VU039613.D (-499) (-) m/z 40.95 100.00%
a4
55 69
5000
84
37 | 5|1|| 65|, 2.60 2.80 3.00 3.20 3.40
O'rrrrrrrrrrrrrr g H e e m/z 55.00 80.61%
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-
|
55 69
5000 27
84 2.60 2.80 3.00 3.20 3.40
m/z 69.00 79.67%
0 1 1? 1113237, 9| 6165 | 7377
miz--> A A
Abundance
55 69
41 SN AR VA AR N
2.60 2.80 3.00 3.20 3.40
5000 7 m/z 56.00 69.90%
84
0 15 37 o1 65
LALLLLLS L) L) LA AR WAL ALY MY KAL) RAAY WAL MUY KL RARA! ALY SAAY ALK KL ARSI KL
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1479: 1-Pentene, 3-methyl-
4 55 2.60 2.80 3.00 3.20 3.40
69 m/z 42.95 58.69%
5000 27
84
0 |31 37 ‘ms 51 1| 6165 |,
m/z--> 0 5 10 15 20 25 3'0 35 4'0 45 50 55 60 6|5 70 75 80 85 90 2.60 2.80 3.00 3.20 3.40

SOMUTRO72120WMA .M Mon Jul 27 02:16:50 2020 Page: 15



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039613.D

Acq On 21 Jul 2020 21:33

Operator : SY/MD

Sample - L3347-07

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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 22

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

3.39 0.51 ug/L 28403 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 83
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 83
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 78
4 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 74
5 Butyl isocyanatoacetate 157 C7H11NO3 017046-22-9 40

Abundance Scan 638 (3.392 min): VU039613.D (-624) (-) m/z 56.95 100.00%
57
5000 4l
| I| 53 71 3.00 3.20 3.40 3.60 3.80
Orrrrrmprr eI e m/z 56.00 83.11%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1827: Pentane, 3-methyl-
57
29 41
5000
3.00 3.20 3.40 3.60 3.80
m/z 40.95 51.62%
2 15 ‘ 53 71 86
Olrrrrrrr eI
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
57
29 41 3.00 3.20 3.40 3.60 3.80
5000 m/z 42.95 23.65%
ol 1 15 25 3337 454953 61 67’ 77 86
L) R R LAy A ML) LAY R AL ALy RS SALA) LA BN AL AL AL B! LA LS L
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1824: Pentane, 3-methyl-
57 3.00 3.20 3.40 3.60 3.80
m/z 38.95 15.34%
41
5000 29
o 15 37\“ 53|, 63677% 86
m/z--> 0 5 10 15 20 25 30 35 40 45 50 5'5 60 65 7'0 75 80 8|5 90 95 3.00 3.20 3.40 3.60 3.80

SOMUTRO72120WMA .M Mon Jul 27 02:16:51 2020 Page: 16



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039613.D

Acq On 21 Jul 2020 21:33

Operator : SY/MD

Sample - L3347-07

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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 5

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

3.60 3.93 ug/L 218890 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 90
2 1-Hexene 84 C6H12 000592-41-6 81
3 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 68
4 1-Hexene 84 C6H12 000592-41-6 64
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 59

Abundance Scan 703 (3.600 min): VU039613.D (-688) (-) m/z 40.95 100.00%
41 56
5000
‘ 69 84
37 ‘ 51, 3.20 3.40 3.60 3.80 4.00
Olrrrrmrrrerrrmresepreprerrerrr st e e b oprebterrreer || M7z 56.00 98- 43%
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 55.00 60.06%
15
o | 3L S e1es | 77
LAy L) AR AALH LAY SRS LARSY SALS! IS AL AR ALY LA SRS SARAE IS ML SR ARSI S
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
41 56
27 3.20 3.40 3.60 3.80 4.00
5000 m/z 38.95 59.26%
84
69
o2 s 3337 45 51 6165 7377
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 46.22%
5000
27 69 84
o 5 llag 37l 51|, 6165 | 7377
m/z--> 0 5 10 15 20 2'5 30 35 40 45 50 5'5 60 65 70 75 80 85 90 3.20 3.40 3.60 3.80 4.00

SOMUTRO72120WMA .M Mon Jul 27 02:16:51 2020 Page: 17



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039613.D

Acq On 21 Jul 2020 21:33

Operator : SY/MD

Sample - L3347-07

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 15 (DEL) Alkane: Straight-Chai... Concentration Rank 16

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

3.72 0.75 ug/L 42062 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 91
2 n-Hexane 86 C6H14 000110-54-3 56
3 n-Hexane 86 C6H14 000110-54-3 38
4 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 35
5 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 33

Abundance Scan 740 (3.719 min): VU039613.D (-724) (-) m/z 57.00 100.00%
57
41
5000
86
| 50 | 7 | 3.40 3.60 3.80 4.00
Otrrrrrrryrrrrprrrrgrrrrprrr T e e e m/z 40.95 74.70%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1821: n-Hexane
57
41
5000
3.40 3.60 3.80 4.00
29 86 m/z 43.00 71.03%
o 15 | 37| 4953 6165 't 77
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
57
43
29 3.40 3.60 3.80 4.00
5000 m/z 56.00 50.87%
39
86
o 2 B 53 1
SRR L Ly ) NS A AL AL KAy L) Kk AR AR LA KAL) R M) Kk I
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1820: n-Hexane
43 57 3.40 3.60 3.80 4.00
m/z 41.90 33.37%
29
5000
39 86
0"“'“IE”I”'W'”ﬁé“'P'“Ith'“'P'wi”'ﬁ'”'P?fk'lW'“'P'“Tﬁ'W'“'P'“I“'W'“'P
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.40 3.60 3.80 4.00

SOMUTRO72120WMA .M Mon Jul 27 02:16:51 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039613.D

Acq On 21 Jul 2020 21:33

Operator : SY/MD

Sample - L3347-07

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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 15

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

3.85 0.88 ug/L 48823 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 3-methylene- 84 C6H12 000760-21-4 95
2 2-Pentene, 3-methyl-, (2)- 84 C6H12 000922-62-3 81
3 Pentane, 3-methylene- 84 C6H12 000760-21-4 81
4 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 81
5 2-Pentene, 3-methyl-, (2)- 84 C6H12 000922-62-3 81

Abundance Scan 781 (3.851 min): VU039613.D (-765) (-) m/z 41.00 100.00%
M 55 69
84
5000
L Th 65 3.60 3.80 4.00 4.20
O T I|'||||' prerrprrerprhe ey m/z 69.00 98.11%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1489: Pentane, 3-methylene-
41 69
55
27
5000
84 3.60 3.80 4.00 4.20
m/z 55.00 85.50%
o 1210 13033 38, a4 S| 586165 | 737781
I i o
Abundance
41
69
55 3.60 3.80 4.00 4.20
5000 o m/z 84.10 56.21%
27

24 3033 38 44 Sl 6165 = 747781

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1492: Pentane, 3-methylene-
M 69 3.60 3.80 4.00 4.20
55 m/z 38.90 52.46%
84
5000
27
0 15 |80 38 |laa Sl 586165 | 7781
T T e e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039613.D

Acq On 21 Jul 2020 21:33

Operator : SY/MD

Sample - L3347-07

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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 23

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

3.93 0.51 ug/L 28209 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexene, (2)- 84 C6H12 007688-21-3 90
2 2-Hexene 84 C6H12 000592-43-8 90
3 3-Hexene, (E)- 84 C6H12 013269-52-8 87
4 2-Hexene 84 C6H12 000592-43-8 87
5 3-Hexene, (2)- 84 C6H12 007642-09-3 86

Abundance Scan 805 (3.928 min): VU039613.D (-793) (-) m/z 54.95 100.00%
55
41
5000 84
69
3§ ||qa 5L 3.60 3.80 4.00 4.20
Obprrerrrerrerrrprrrerrerrerrrpebb e e perrere b et || M/ 4095 54.48%
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1465: 2-Hexene, (2)-
55
5000 4
27 84 3.60 3.80 4.00 4.20
69 m/z 41.90 50.23%
0 -:LS | WLO 3\\ 44 ﬁ]‘-“ 6265\ 77 .
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
55
3.60 3.80 4.00 4.20
5000 41 m/z 83.95 44 .87%
27 84
69
o 15 30 38 51 6265
L3 AR KA ALY RARAA RAAKS RALL) ARAA RAARN RALLY RALR) AAL) RARL) NARRA RAAR) RARLY ARRA ALK RLALE
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1467: 3-Hexene, (E)-
41 55 3.60 3.80 4.00 4.20
m/z 38.90 39.97%
5000 - o 84
15
o o m Fe  ess| wm |
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039613.D

Acq On 21 Jul 2020 21:33

Operator : SY/MD

Sample - L3347-07

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 18 (DEL) Alkane: Straight-Chai... Concentration Rank 11

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

4.22 1.37 ug/L 76207 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexene, (2)- 84 C6H12 007688-21-3 90
2 3-Hexene, (E)- 84 C6H12 013269-52-8 90
3 2-Hexene 84 C6H12 000592-43-8 76
4 3-Hexene, (2)- 84 C6H12 007642-09-3 74
5 3-Hexene, (2)- 84 C6H12 007642-09-3 64

Abundance Scan 896 (4.221 min): VU039613.D (-876) (-) 55.00 100.00%

55
5000 3972 84
69 ‘

| |d %” 79 3.80 4.00 4.20 4.40 4.60
AL L s m/z 41.90  48.72%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
1 s 2- e, -
55
41
5000

Abundance #1465: 2-Hexene, (2)
3.80 4.00 4.20 4.40 4.60

69 m/z 41.00 46.79%
15

s aL w S e T
,....,....,....,....,....,....,....,....,....,.... RR R O R LA e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
41 ® /&AJAL

3.80 4.00 420 4.40 4.60

o

5000 m/z 84.00 42 .38%
27 84
69
15
o 30 38 4 Ot 6265 7477
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1454: 2-Hexene
55 3.80 4.00 4.20 4.40 4.60
m/z 38.90 39.73%
5000 41
27 84
69
15 1,80 38 oL 6265
Ofprrrrprr e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039613.D

Acq On 21 Jul 2020 21:33

Operator : SY/MD

Sample - L3347-07

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 19 Ethyl Acetate Concentration Rank 2

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

4.83 18.95 ug/L 1056150 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 86
3 Ethyl Acetate 88 C4H802 000141-78-6 86
4 Ethyl Acetate 88 C4H802 000141-78-6 64
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 50

Abundance Scan 1085 (4.829 min): VU039613.D (-1068) (-) m/z 43.00 100.00%
43 q
5000
ol s 6|1 o, a8 440 460 4.80 500 5.20
O'W“P“WMW““W“P“W"WJH“"vmv“w“W““v“W“W““w“v“W“ m/z  44.95 13.91%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2019: Ethyl Acetate
43
5000
440 4.60 4.80 5.00 5.20
29 61 m/z 61.00 13.44%
0 1518 26 b 7483 B8
PRI A A g g g g
Abundance
43
440 460 4.80 5.00 5.20
5000 m/z 70.00 9.78%
15 2 61
o 19 26 0 88
A L) RN LARRNALREN RALSA RELE) AL KAL) LARANRAALY RRRR) NARE) RARA) RALLY LALAA LARA LAERARAAS) LA
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2018: Ethyl Acetate
43 440 460 4.80 5.00 5.20
m/z 42.00 7.97%
5000
29 61 70
1o 2638 58| |74 88
m/z--> 5 10 1% 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039613.D

Acq On 21 Jul 2020 21:33

Operator : SY/MD

Sample - L3347-07

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 20 (DEL) Alkane: Straight-Chai... Concentration Rank 21

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

5.99 0.63 ug/L 35124 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 87
2 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 80
3 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 80
4 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 80
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 80

Abundance Scan 1446 (5.989 min): VU039613.D (-1431) (-) m/z 56.00 100.00%
56
5000 4t
70
| 51 || | 83 98 5.60 580 6.00 6.20 6.40
ottt m/z 40.95 51.75%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3331: 1-Hexene, 2-methyl-
56
41
5000
5.60 5.80 6.00 6.20 6.40
27 70 m/z 54.90 23.14%
0 15 ‘\\ “H\ 5‘1\“\ 65 | 77 83 %
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance
56
5.60 5.80 6.00 6.20 6.40
5000 41 m/z 39.00 21.74%
27
70
o 33 51 65 77 83 91 98
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #3355: 1-Pentene, 2,4-dimethyl-
56 5.60 5.80 6.00 6.20 6.40
m/z 70.00 16.19%
41
5000
27 70
AN NS . Y
m/z--> 10 20 30 40 50 60 70 8 90 100 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039613.D

Acq On 21 Jul 2020 21:33

Operator : SY/MD

Sample - L3347-07

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 21 (DEL) Alkane: Straight-Chai... Concentration Rank 10

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

6.04 1.47 ug/L 82084 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptene 98 C7H14 000592-76-7 93
2 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 74
3 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 58
4 1-Heptanol 116 C7H160 000111-70-6 58
5 Isopropylcyclobutane 98 C7H14 000872-56-0 58

Abundance Scan 1462 (6.041 min): VU039613.D (-1452) (-) m/z 41.00 100.00%
a1
56
70
5000
‘ 50 | 83 98 5.80 6.00 6.20 6.40
o} B |11 OO 1| R T M m/z 56.00 77.04%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3297: 1-Heptene
4 56
29
5000 70
5.80 6.00 6.20 6.40
o8 m/z 54.95  73.65%
0 15 1l ‘ 59\\‘ 63 || 77 8? 91
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
41 55
69
27 5.80 6.00 6.20 6.40
5000 m/z 38.95 60.84%
98
0 1 49 63 77 8 91
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3392: Cyclopentane, 1,3-dimethyl- A....,....,....,....,.".“.’
55 70 5.80 6.00 6.20 6.40
a1 m/z 69.95 53.94%
5000
P ‘\ e ‘ 7 T
0"'l""'l"*ll ll”"i“lml"ﬂl“'“H""'w"'l“"
m/z--> 10 20 30 40 50 60 70 80 90 100 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039613.D

Acq On 21 Jul 2020 21:33

Operator : SY/MD

Sample - L3347-07

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 22 (DEL) Alkane: Straight-Chai... Concentration Rank 19

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

6.57 0.74 ug/L 41115 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptene 98 C7H14 000592-77-8 76
2 (2)-2-Heptene 98 C7H14 006443-92-1 64
3 2-Heptene 98 C7H14 000592-77-8 53
4 1-Heptene 98 C7H14 000592-76-7 53
5 2-Heptene, (E)- 98 C7H14 014686-13-6 46

Abundance Scan 1627 (6.571 min): VU039613.D (-1611) (-) m/z 41.00 100.00%
a4 55
69
5000 81 o8 \
| solll, s3] 620 6.40 6.60 6.80 7.00
0l ettt PRI 2l WL Tm/z 55.00  85.75%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3298: 2-Heptene
4 56
5000 69
21 98 6.20 6.40 6.60 6.80 7.00
m/z 56.00 78.54%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
41 56
6.20 6.40 6.60 6.80 7.00
5000 21 6 m/z 39.00 60.22%
98
15 50 63 77 83
S S S U S S U SIS SUL I I B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3295: 2-Heptene
a4 5 6.20 6.40 6.60 6.80 7.00
m/z 69.00 44 .16%
5000 27 69
98
0 m‘ 2 ||| a9l e || 78 o |
m/z--> 0 20 30 40 50 60 70 8 9 100 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039613.D

Acq On 21 Jul 2020 21:33

Operator : SY/MD

Sample - L3347-07

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 24_0 ug/L 1338830 1 6.27 278730 5.0
(DEL) Alkane: Str... 1.50 0.9 ug/L 51908 1 6.27 278730 5.0
(DEL) Alkane: Str... 1.67 0.8 ug/L 41938 1 6.27 278730 5.0
(DEL) Alkane: Str... 1.74 3.2 ug/L 176133 1 6.27 278730 5.0
(DEL) Alkane: Str... 2.01 1.5 ug/L 84987 1 6.27 278730 5.0
(DEL) Alkane: Cyc... 2.17 6.1 ug/L 341239 1 6.27 278730 5.0
(DEL) Alkane: Cyc... 2.23 6.2 ug/L 347473 1 6.27 278730 5.0
(DEL) Alkane: Str... 2.33 0.7 ug/L 41158 1 6.27 278730 5.0
(DEL) Alkane: Str... 2.43 2.4 ug/L 132354 1 6.27 278730 5.0
(DEL) Alkane: Cyc... 2.48 0.7 ug/L 36206 1 6.27 278730 5.0
1,3-Cyclopentadiene 2.87 1.1 ug/L 61558 1 6.27 278730 5.0
(DEL) Alkane: Cyc... 2.99 1.2 ug/L 65208 1 6.27 278730 5.0
(DEL) Alkane: Str... 3.39 0.5 ug/L 28403 1 6.27 278730 5.0
(DEL) Alkane: Str... 3.60 3.9 ug/L 218890 1 6.27 278730 5.0
(DEL) Alkane: Str... 3.72 0.8 ug/L 42062 1 6.27 278730 5.0
(DEL) Alkane: Str... 3.85 0.9 ug/L 48823 1 6.27 278730 5.0
(DEL) Alkane: Str... 3.93 0.5 ug/L 28209 1 6.27 278730 5.0
(DEL) Alkane: Str... 4.22 1.4 ug/L 76207 1 6.27 278730 5.0
Ethyl Acetate 4.83 18.9 ug/L 1056150 1 6.27 278730 5.0
(DEL) Alkane: Str... 5.99 0.6 ug/L 35124 1 6.27 278730 5.0
(DEL) Alkane: Str... 6.04 1.5 ug/L 82084 1 6.27 278730 5.0
(DEL) Alkane: Str... 6.57 0.7 ug/L 41115 1 6.27 278730 5.0
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