LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039610.D

Acq On = 21 Jul 2020 20:24

Operator : SY/MD

Sample : L3347-14

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 13 rBV 306137 287520 60.47% 5.894%
2 1.398 13 18 32 rvB 172408 182874 38.46% 3.749%
3 1.494 41 48 56 rBv2 21561 22540 4.74% 0.462%
4 1.597 70 80 97 rBv3 166590 282334 59.38% 5.788%
5 1.739 118 124 139 rVB 22612 27242 5.73% 0.558%
6 1.922 172 181 196 rVB2 64087 89152 18.75% 1.828%
7 2.006 196 207 218 rVB 26255 38475 8.09% 0.789%
8 2.167 247 257 265 rBV 49593 68490 14.41% 1.404%
9 2.218 265 273 292 rVvB3 36250 66775 14.04% 1.369%
10 2.334 299 309 318 rBvV2 5223 7574 1.59% 0.155%
11 2.427 327 338 348 rVvv 15080 23752 5.00% 0.487%
12 2.581 372 386 401 rBV 85632 142616 30.00% 2.923%
13 2.649 401 407 419 rVB3 2914 5248 1.10% 0.108%
14 2.813 443 458 469 rBvV4 5059 12153 2.56% 0.249%
15 2.990 501 513 514 rBv4 4620 6628 1.39% 0.136%
16 3.382 620 635 651 rBV3 20899 47499 9.99% 0.974%
17 3.604 689 704 718 rBv4 13171 31239 6.57% 0.640%
18 3.719 724 740 755 rvB4 6143 14701 3.09% 0.301%
19 4.218 884 895 907 rvB4 3725 8275 1.74% 0.170%

20 4.652 1013 1030 1060 rBV2 82677 234096 49.24% 4_799%

21 5.086 1149 1165 1185 rBV2 79587 190146 39.99% 3.898%

22 5.607 1319 1327 1342 rBV6 2841 5465 1.15% 0.112%
23 5.742 1349 1369 1397 rBV2 156596 423181 89.01% 8.675%
24 6.035 1452 1460 1477 rVB9 5013 10634 2.24% 0.218%
25 6.147 1486 1495 1503 rBv4 2861 4808 1.01% 0.099%

26 6.263 1517 1531 1557 rBvV 144343 277055 58.27% 5.679%
27 6.703 1653 1668 1684 rBvV 103533 199433 41.95% 4.088%

28 6.870 1709 1720 1737 rBV7 6028 11942 2.51% 0.245%
29 7.578 1924 1940 1953 rBV 52755 93490 19.66% 1.916%
30 7.906 2028 2042 2056 rBvV 193685 337153 70.91% 6.911%
31 7.977 2056 2064 2077 rVB2 14152 24108 5.07% 0.494%
32 8.189 2119 2130 2148 rVB3 32375 56243 11.83% 1.153%
33 8.642 2258 2271 2302 rBV 254159 475455 100.00% 9.746%
34 8.790 2309 2317 2330 rVB3 6198 11681 2.46% 0.239%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039610.D

Acq On = 21 Jul 2020 20:24

Operator : SY/MD

Sample : L3347-14

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 - 0 Peak Location: TOP

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

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .M
TRACE VOA SOMO1.0

35 9.420 2500 2513 2536 rBvV 207327 348676 73.34% 7.148%

36 9.697 2588 2599 2610 rBV3 6427 10805 2.27% 0.221%
37 10.102 2712 2725 2736 rBV 17377 27593 5.80% 0.566%
38 10.758 2913 2929 2944 rVB 76902 126951 26.70% 2.602%
39 11.809 3244 3256 3272 rVB 203413 328347 69.06% 6.731%
40 12.189 3361 3374 3392 rVB 193499 315932 66.45% 6.476%

Sum of corrected areas: 4878281
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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\
VU039610.D

21 Jul 2020 20:24

SY/MD

L3347-14

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 : VU039610.D

Acq On 21 Jul 2020 20:24

Operator : SY/MD

Sample : L3347-14

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 4

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

2.01 0.69 ug/L 38475 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 Butane, 2-methyl- 72 C5H12 000078-78-4 90
3 Butane, 2-methyl- 72 C5H12 000078-78-4 86
4 3-Buten-1-ol 72 C4H80 000627-27-0 47
5 Pentane 72 C5H12 000109-66-0 36

Abundance Scan 208 (2.009 min): VU039610.D (-196) (-) m/z 42.95 100.00%
43
57
5000 39
515| 72 1.60 1.80 2.00 2.20 2.40
Olrrrrrrrrprrrrreeprrreprerrsrrrreerre s et b e ey m/z 42.00 97.57%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #713: Butane, 2-methyl-
43
57
5000 29
1.60 1.80 2.00 2.20 2.40
39 m/z 41.00 94 .61%
o 1 1 26 33 ||| 5053 616467 ‘2
miz--> 0 5 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 21 m/z 57.10 66.52%
39
15
0 2 12 30 5053 72
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 1.60 1.80 2.00 2.20 2.40
57 m/z 38.85 40.45%
5000
29 39
0 15 2$ AL 5053‘ . 62 67 ?2
m/z--> 0 5 10 15 20 25 30 3% 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 : VU039610.D

Acq On 21 Jul 2020 20:24

Operator : SY/MD

Sample : L3347-14

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: Cyclic2.17 Concentration Rank 2

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

2.17 1.24 ug/L 68490 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropane, ethyl- 70 C5H10 001191-96-4 86
2 2-Pentene 70 C5H10 000109-68-2 83
3 2-Pentene, (2)- 70 C5H10 000627-20-3 83
4 Cyclobutane, methyl- 70 C5H10 000598-61-8 72
5 1-Pentene 70 C5H10 000109-67-1 68

Abundance Scan 258 (2.170 min): VU039610.D (-247) (-) m/z 42.00 100.00%
42 55
5000 70
1.80 2.00 2.20 2.40 2.60
37 50
Ol el AL 82 L 91 Thyz 55.00  82.11%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #577: Cyclopropane, ethyl-
42
55
5000
27 70 1.80 2.00 2.20 2.40 2.60
m/z 38.95 55.03%
i \‘ 37 %0 62
e S L L UL LI S L SIS SUR B
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
55
1.80 2.00 2.20 2.40 2.60
5000 42 0 m/z 41.00 53.57%
29
15 37 50 63
e e R L L UL S S S SUR LI
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #557: 2-Pentene, (2)-
55 1.80 2.00 2.20 2.40 2.60
m/z 70.00 48.90%
5000 42 70
29
0 15 ‘ ‘ 37“\‘ 50 L1 62 :
m/z--> 10 20 30 40 50 60 70 80 90 ' 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 : VU039610.D

Acq On 21 Jul 2020 20:24

Operator : SY/MD

Sample : L3347-14

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 3

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

2.22 1.21 ug/L 66775 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 80
2 Pentane 72 C5H12 000109-66-0 72
3 Pentane 72 C5H12 000109-66-0 64
4 Pentane 72 C5H12 000109-66-0 53
5 Oxirane, ethyl- 72 C4H80 000106-88-7 37

Abundance Scan 274 (2.221 min): VU039610.D (-265) (-) m/z 43.00 100.00%
48
5000 55
72
37 | | o1 1.80 2.00 2.20 2.40 2.60
Ol el O Tasz 42.00 0 65.29%
m/z--> 0O 10 20 30 40 50 60 70 8 90
Abundance #706: Pentane
43
5000
1.80 2.00 2.20 2.40 2.60
27 57 - m/z 40.95 61.58%
0 15 “ 37‘\ I 51 M‘ 63 ‘
LIS NI UL UL SURLLIL SRS UL SURLLI S SURELEL UL
m/z--> 0O 10 20 30 40 50 60 70
Abundance
43
1.80 2.00 2.20 2.40 2.60
5000 m/z 55.00 41_.12%
27
) 15 57 72
e L UL S UL UL S SR IS UL
m/z--> 0O 10 20 30 40 50 60 70
Abundance #708: Pentane
43 1.80 2.00 2.20 2.40 2.60
m/z 38.95 35.64%
5000 27
57
15 72
0'"I?'”I""P'"I”"I'”'?%"W""I”"I"”I"'W
m/z--> 0O 10 20 30 40 50 60 70 8 90 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 : VU039610.D

Acq On 21 Jul 2020 20:24

Operator : SY/MD

Sample : L3347-14

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 5

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

3.60 0.56 ug/L 31239 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 80
2 1-Hexene 84 C6H12 000592-41-6 74
3 Cyclopropane, 1l-ethyl-2-methyl-,... 84 C6H12 019781-68-1 64
4 1-Hexene 84 C6H12 000592-41-6 64
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 58

Abundance Scan 703 (3.601 min): VU039610.D (-689) (-) m/z 56.00 100.00%
96
5000
69 84
50, ‘ ‘ 3.20 3.40 3.60 3.80 4.00
0““MWMWMWNWMWNWMWMWMHMHNW“hhW“wJW“M“W“M“W“M m/z 41.00 92.20%
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 65.73%
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
41 56
27 3.20 3.40 3.60 3.80 4.00
5000 m/z 54.90 64 .30%
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 #1522: Cyclopropane, 1-ethyl-2-methyl-, cis-
4 55 3.20 3.40 3.60 3.80 4.00
m/z 42.00 49_96%
5000 27 69
84
15 51
0““””“”“”PNL”W“WL&““ﬁ1lm'“““lmﬁ“ﬁ%”W“P“W“WmW”“
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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039610.D

Acq On = 21 Jul 2020 20:24

Operator : SY/MD

Sample : L3347-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .M
TRACE VOA SOMO01.0

Quant Method
Quant Title

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... 2.01 0.7 ug/L 38475 1 6.26 277055 5.0
(DEL) Alkane: Cyc... 2.17 1.2 ug/L 68490 1 6.26 277055 5.0
(DEL) Alkane: Str... 2.22 1.2 ug/L 66775 1 6.26 277055 5.0
(DEL) Alkane: Str... 3.60 0.6 ug/L 31239 1 6.26 277055 5.0
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