LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061320\
Data File : VU038846.D

Aca On : 12 Jun 2020 13:14

Operator : SY/MD

Sample : L2933-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMUTRO61220WMA .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 1.610 72 84 94 rBvV 134131 150120 1.40% 0.660%
2 1.932 176 184 203 rVB 103427 137579 1.28% 0.605%
3 2.585 376 387 402 rBV 227192 359826 3.36% 1.581%
4 3.096 521 546 559 rBV2 201266 490088 4_.57% 2.153%
5 3.376 617 633 653 rBV 679754 1516591 14.15% 6.664%

3.720 724 740 757 rBV 342159 770713 7.19% 3.387%
4_.569 981 1004 1040 rBV 4411875 10714853 100.00% 47.081%
4.758 1046 1063 1075 rBV2 137993 499646 4.66% 2.195%
5.115 1160 1174 1194 rVB 197694 425435 3.97% 1.869%
10 5.427 1255 1271 1289 rBV2 96059 218339 2.04% 0.959%

©oo~NO®

11 5.768 1357 1377 1399 rBV2 434978 1025698 9.57% 4_.507%
12 6.289 1525 1539 1568 rBvV 357001 690526 6.44% 3.034%
13 6.732 1662 1677 1696 rBV 237516 461101 4_30% 2.026%
14 7.597 1933 1946 1969 rBvV 125937 217822 2.03% 0.957%
15 7.925 2033 2048 2063 rBvV 473676 825277 7.70% 3.626%

16 8.208 2124 2136 2152 rBV 80604 135979 1.27% 0.597%
17 8.668 2264 2279 2315 rBV 722136 1329091 12.40% 5.840%
18 9.440 2503 2519 2536 rBvV 528788 866804 8.09% 3.809%
19 10.774 2919 2934 2946 rBV 192475 307562 2.87% 1.351%
20 11.826 3248 3261 3277 rVB 541188 852210 7.95% 3.745%

21 12.208 3361 3380 3396 rBV 475541 762907 7.12% 3.352%

Sum of corrected areas: 22758167
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VYU061320\
Data File : VU038846.D

Aca On : 12 Jun 2020 13:14

Operator : SY/MD

Sample : L2933-03

Misc - 25.0mL/MSVOA U/WATER

ALS Vvial :© 1 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061220WMA .M
TRACE VOA SOM01.0

Quant Method
Quant Title

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

Abundance TIC: vU038846.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061320\
Data File : VU038846.D

Aca On : 12 Jun 2020 13:14

Operator : SY/MD

Sample : L2933-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061220WMA .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.

3.10 3.55 ug/L 490088 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 90
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 90
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 47
4 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 47
5 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 47

Abundance Scan 547 (3.099 min): VU038846.D (-521) (-) m/z 43.00 100.00%
43
5000 71
7 > 2.80 3.00 3.20 3.40
4953, 6367|| 7781 88 e
O“N“W“W”W“W“W“W“W“W“W:W“WLM”W“W”h”W“W“W“W“W m/z 42.00 51.53%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1823: Pentane, 2-methyl-
43
5000 IRSERRASE AR NS AR
- 2.80 3.00 3.20 3.40
27 a9 m/z 71.10 45 .57%
o 2 15 132 53" ‘ 86
AL AL LA MRS MARSS SAAAA ELRA) SRR MALAN SAR AARS) SALAR EARSA NEASA MAMAN AL MARS) SALA KRS S
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
2.80 3.00 3.20 3.40
5000 m/z 41.00 44 .91%
27 71
15 ® 57
0 2 31 53| 6367 86
B R L L L A LA L) KL KLY A ALY LA ML) KA KAL) AR R LR M A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1830: Butane, 2,3-dimethyl- A e  aama
42 2.80 3.00 3.20 3.40
m/z 39.00 23.07%
5000
71
27
0 15 ‘\32 3$ ; 5155 6367 | 77 0
m/z--> 0 5 10 15 20 25 30 35 40 45 50 5'5 60 65 70 75 80 85 90 95 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061320\
Data File : VU038846.D

Aca On : 12 Jun 2020 13:14

Operator : SY/MD

Sample : L2933-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061220WMA .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 2

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

3.38 10.98 ug/L 1516590 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
4 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 64
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64

Abundance Scan 634 (3.379 min): VU038846.D (-617) (-) 57.05 100.00%
g7
41
5000
. ol et R
miz--> A D N A N
Abundance #1827: Pentane, 3-methyl-
57
29 41
5000
300 3.20 3.40 3.60 3.80
41.00 65.23%
> 15 ‘ ‘ 71 86
0 “'|“"w'“w"”l'“'h“"w"ﬁ"“l““'l“"w"w
m/z--> 0 10 20 30 40 50 60 70
Abundance
57
29 41 3.00 3.20 3.40 3.60 3.80
5000 m/z 42.95 22 .68%
1 15 51 65 1 77 86
e L I UL RIS S S UL IS SULRR
m/z--> 10 20 30 40 50 60 70 80
Abundance #1824: Pentane, 3-methyl-
57 3.00 3.20 3.40 3.60 3.80
m/z 39.00 19.92%
41
5000 29
o 15 \ w 51 ||, e3 't 86
m/z--> ' 10 20 ' 40 50 i 70 ' ' ' 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061320\
Data File : VU038846.D

Aca On : 12 Jun 2020 13:14

Operator : SY/MD

Sample : L2933-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061220WMA .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.

3.72 5.58 ug/L 770713 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 94
2 n-Hexane 86 C6H14 000110-54-3 78
3 n-Hexane 86 C6H14 000110-54-3 59
4 Furan. tetrahvdro-3-methvl- 86 C5H100 013423-15-9 53
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 43

Abundance Scan 740 (3.720 min): VU038846.D (-724) (-) m/z 57.10 100.00%
57
41
5000
86
71 3.40 3.60 3.80 4.00
Ol Pl e e e || M/Z 41.00  73.52%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1821: n-Hexane
57
41 j\
5000 L RN N LR R
3.40 3.60 3.80 4.00
29 86 m/z 43.00 59.98%
0 w"}?wky'|'“‘H'7ew""w"'w"'|“" [rTrr T
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
57
43
29 3.40 3.60 3.80 4.00
5000 m/z 56.05 54 .10%
86
) 15 71
o L R R I S B B B WAL WY WA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1820: n-Hexane
a3 57 3.40 3.60 3.80 4.00
m/z 42.05 31.16%
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2 B ) || | n A
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m/z--> 20 40 60 80 100 120 140 160 180 200 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061320\
Data File : VU038846.D

Aca On : 12 Jun 2020 13:14

Operator : SY/MD

Sample : L2933-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061220WMA .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: Cyclic4.57 Concentration Rank 1

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

4_.57 77.58 ug/L 10714900 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 94
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 86
4 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 80
5 Cyclohexane 84 C6H12 000110-82-7 78

Abundance Scan 1004 (4.569 min): VU038846.D (-981) (-) m/z 56.10 100.00%
56
5000 41 69 /\
o7 ||as st | o165, 7479 420 440 460 4.80 5.0
Otrrrrrrreprrmprrraprrs e e m/z 40.95 48.52%
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1494: Cyclopentane, methyl- /\
56
41
5000 69 1 UL RN R
420 4.40 4.60 4.80 5.00
28 o m/z 69.10 44 .10%
1‘5 ! 37 “ 5\1\\ I 65\\ . I ‘
e LA Ly L) A A LAY LA AR ALY LA LA AR AR LA LA UL A LA I
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
41 420 4.40 460 4.80 5.00
5000 m/z 55.10 25.33%
69
27 84
o 1 15 3337 51 6165 77
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1491: Cyclopentane, methyl— LA L L L L L B
56 420 4.40 4.60 4.80 5.00
m/z 38.95 21.83%
5000 41
69
27 ‘ ‘ 84
0 15 |31 37]]|| 51|, 6165 | 7377
BARARRERS KRRE) RELAE ARALY RARAY RSN RARS! SARLA ARE) SAALE BRI BARA KERE) SELS LA AAAAL AN ARSI AL SARM R L U AN
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 420 4.40 4.60 4.80 5.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061320\
Data File : VU038846.D

Acq On : 12 Jun 2020 13:14

Operator : SY/MD

Sample - L2933-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061220WMA .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... 3.10 3.5 ug/L 490088 1 6.29 690526 5.0
(DEL) Alkane: Str... 3.38 11.0 ug/L 1516590 1 6.29 690526 5.0
(DEL) Alkane: Str... 3.72 5.6 ug/L 770713 1 6.29 690526 5.0
(DEL) Alkane: Cyc... 4_57 77.6 ug/L 10714900 1 6.29 690526 5.0
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