LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU121919\
Data File : VU036294.D

Aca On : 19 Dec 2019 19:45

Operator : JC/MD

Sample : K6282-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 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\SOMUTR121319WMA_.M
Title - TRACE VOA SOMO1.0

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.372 3 10 26 rVvB 2850165 2821319 16.86% 7.091%
2 1.507 45 52 70 rvB 159436 189311 1.13% 0.476%
3 1.607 74 83 95 rBv3 1199274 1984829 11.86% 4 .989%
4 1.752 120 128 147 rVB 202253 232049 1.39% 0.583%
5 1.932 174 184 198 rVB3 186227 283658 1.70% 0.713%

2.015 201 210 222 rVB 175871 240822 1.44% 0.605%
2.179 248 261 269 rBv2 334781 503611 3.01% 1.266%
2.231 269 277 299 rVB3 252938 477756 2.85% 1.201%
2.597 373 391 404 rBv2 217535 405304 2.42% 1.019%
3.401 620 641 663 rBV5 78484 204230 1.22% 0.513%

=
QO ~NO®

11 4.716 1022 1050 1076 rBV2 926903 2387657 14.27% 6.001%
12 5.112 1158 1173 1193 rBV 175069 412615 2.47% 1.037%
13 5.767 1353 1377 1407 rBvV2 335510 906181 5.41% 2.278%
14 6.292 1525 1540 1563 rBV 332837 662504 3.96% 1.665%
15 6.581 1613 1630 1664 rBV 9004509 16734740 100.00% 42.060%

16 6.732 1666 1677 1693 rVB 215649 441091 2.64% 1.109%
17 7.603 1935 1948 1959 rBvV 100053 178105 1.06% 0.448%
18 7.931 2036 2050 2060 rBV 379573 650961 3.89% 1.636%
19 8.002 2060 2072 2111 rVB 3623805 6159027 36.80% 15.480%
20 8.674 2267 2281 2318 rBV 401213 921577 5.51% 2.316%

21 9.446 2509 2521 2541 rBV 496639 897564 5.36% 2.256%
22 10.783 2923 2937 2951 rBV 179770 298468 1.78% 0.750%

23 11.835 3251 3264 3287 rBV2 446838 990048 5.92% 2.488%
24 12.217 3364 3383 3405 rBV2 399005 804067 4._.80% 2.021%

Sum of corrected areas: 39787494
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU121919\
Data File : VU036294.D

Aca On : 19 Dec 2019 19:45

Operator : JC/MD

Sample . K6282-13

Misc - 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121319WMA .M
TRACE VOA SOM01.0

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

Abundance TIC: VU036294.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU121919\
Data File : VU036294.D

Aca On : 19 Dec 2019 19:45

Operator : JC/MD

Sample - K6282-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121319WMA .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: Cyclicl.37 Concentration Rank 1

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

1.37 21.29 ug/L 2821320 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 42
3 Cvclopropane 42 C3H6 000075-19-4 9
4 Cvclopropene 40 C3H4 002781-85-3 9
5 Cyclopropane 42 C3H6 000075-19-4 7

Abundance Scan 9 (1.369 min): VU036294.D (-3) (-) m/z 41.10 100.00%
- M‘Lﬁ
1.40 1.50 1.60 1.70 1.80
ol 8 ek m/Z 39.05 76.83%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #57: Propene
41
5000
27 1.40 1.50 1.60 1.70 1.80
m/z 42.10 62.25%
1 15 ) |
0 II"""IIIII L UL I L L LA L UL B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
41
1.40 1.50 1.60 1.70 1.80
5000 27 m/z 43.10 25.91%
, 15
e A UL S I B B L W A B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #60: Cyclopropane
42 1.40 1.50 1.60 1.70 1.80
m/z 44.05 25.12%
5000 27 A
14
0 W"NWJ'”M"”I'”'I'”'I'”'I”"I”"""P"'P"' MRS AR RS U DA
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 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\VU121919\
Data File : VU036294.D

Aca On : 19 Dec 2019 19:45

Operator : JC/MD

Sample - K6282-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121319WMA .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 5

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

1.51 1.43 ug/L 189311 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutane 58 C4H10 000075-28-5 64
2 Isobutane 58 C4H10 000075-28-5 64
3 Isobutane 58 C4H10 000075-28-5 64
4 Isobutane 58 C4H10 000075-28-5 9
5 Propane, 2-nitro- 89 C3H7NO2 000079-46-9 9

Abundance Scan 53 (1.510 min): VU036294.D (-45) (-) m/z 43.10 100.00%
a3
5000
57 207 1.40 1.50 1.60 1.70 1.80 1.90
o-+—r—rrtrr---r— e m/z 41.10 51.85%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #235: Isobutane
43
5000
27 1.40 1.50 1.60 1.70 1.80 1.90
m/z 42.05 34 _.70%
15 57
L I I L S M B W I W
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
43
1.40 1.50 1.60 1.70 1.80 1.90
5000 m/z 39.05 20.28%
27
15
2 57
e A UL S I B B LS W B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #236: Isobutane
43 1.40 1.50 1.60 1.70 1.80 1.90
m/z 57.00 4._.62%
5000
27
0 1 1\5 “\ “ : 57
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 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\VU121919\
Data File : VU036294.D

Aca On : 19 Dec 2019 19:45

Operator : JC/MD

Sample - K6282-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121319WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 (DEL) Alkane: Cyclicl.75 Concentration Rank 4

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

1.75 1.75 ug/L 232049 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butene 56 C4H8 000106-98-9 83
2 1-Propene. 2-methvl- 56 C4HS8 000115-11-7 83
3 2-Butene. (2)- 56 C4HS8 000590-18-1 68
4 2-Butene. (2)- 56 C4HS8 000590-18-1 68
5 2-Butene 56 C4HS8 000107-01-7 68

Abundance Scan 128 (1.752 min): VU036294.D (-120) (-) m/z 41.05 100.00%
a1
56
5000
53 ISy ensenanseranatd
3 4 1.60 1.80 2.00
Obrerrreprerrrreprrrrerrreprereprerer R e P2 ey || /2 56.10 69 26%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #177: 1-Butene
4
5000 56 LR NS A R
1.60 1.80 2.00
28 m/z 39.10 43.71%
o2 152004 38 50
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
41
S A RN AR
1.60 1.80 2.00
5000 56 m/z 55.05 33.88Y%
28
o 2 15 o4 38 50
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)- A BRI e S
41 1.60 1.80 2.00
m/z 53.05 13.87%
5000 %6
27
FARARARS LAY RS SARE UARRA SERAA KRN RSN LARA AEARA UARAN SERRN KAASAAUARA NARAN RERRNRAARA ALAAN A
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\VU121919\
Data File : VU036294.D

Aca On : 19 Dec 2019 19:45

Operator : JC/MD

Sample - K6282-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121319WMA .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 3

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

2.02 1.82 ug/L 240822 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 91
2 Butane. 2-methvl- 72 C5H12 000078-78-4 80
3 Butane. 2-methvl- 72 C5H12 000078-78-4 80
4 3-Buten-1-ol 72 C4H80 000627-27-0 37
5 Pentane 72 C5H12 000109-66-0 36

Abundance Scan 212 (2.022 min): VU036294.D (-201) (-) m/z 43.10 100.00%
43
57
5000
L] 2 o o | 160 1h 200 220 2k
ol el 2L S 2 Tm/z 41.05  86.48%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #714: Butane, 2-methyl-
43
57
5000
1.60 1.80 2.00 2.20 2.40
29 m/z 42.10 83.74%
72
0 W"}?P"'P"'P"'I”"I”"I”"I'”' [rrrrprrrrrrT
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
43
57 1.60 1.80 2.00 2.20 2.40
5000 21 m/z 57.05 75.63%
15
2 72
e A UL S I B B LS W A
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #713: Butane, 2-methyl-
43 1.60 1.80 2.00 2.20 2.40
m/z 39.00 27 .90%
57
5000 29
0 'i'}fﬁu"h“'wl'1%I"”I"'W""P"' [rrrrprrrrprT
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 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\VU121919\
Data File : VU036294.D

Aca On : 19 Dec 2019 19:45

Operator : JC/MD

Sample - K6282-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121319WMA .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 2

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

2.23 3.61 ug/L 477756 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 87
2 Pentane 72 C5H12 000109-66-0 80
3 Pentane 72 C5H12 000109-66-0 80
4 Pentane 72 C5H12 000109-66-0 64
5 1-Pentene 70 C5H10 000109-67-1 43

Abundance Scan 277 (2.231 min): VU036294.D (-269) (-) m/z 43.10 100.00%
43
5000
55
37 49 M 62 7|2 g1 o1 1.80 2.00 2.20 2.40 2.60
T e m/z 42.10 64.69%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #706: Pentane
43
5000
1.80 2.00 2.20 2.40 2.60
27 57 7 m/z 41.10 56 .87%
0 15 “ 37‘\ I 51 M‘ 63 ‘
LIRS R SURLLLS SURELI SURLILE UL SO SURRELN SURBURS SO IR
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance
43
1.80 2.00 2.20 2.40 2.60
5000 m/z 55.10 28 .34%
27
) 15 57 72
o UL UL I UL SIS S ULILLS IULIS I S
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #708: Pentane
43 1.80 2.00 2.20 2.40 2.60
m/z 39.05 22 .16%
5000 27
57
0 '"|?"'|'%?'|""|""|""?%"'|"'w?%"|""|""|"
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 1.80 2.00 2.20 2.40 2.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121919\
Data File : VU036294.D

Acq On : 19 Dec 2019 19:45

Operator : JC/MD

Sample - K6282-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 18 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121319WMA .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: Cyc... 1.37 21.3 ug/L 2821320 1 6.29 662504 5.0
(DEL) Alkane: Str... 1.51 1.4 ug/L 189311 1 6.29 662504 5.0
(DEL) Alkane: Cyc... 1.75 1.8 ug/L 232049 1 6.29 662504 5.0
(DEL) Alkane: Str... 2.02 1.8 ug/L 240822 1 6.29 662504 5.0
(DEL) Alkane: Str... 2.23 3.6 ug/L 477756 1 6.29 662504 5.0
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