LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VU040439.D

Aca On : 01 Oct 2020 23:01

Operator : SY/MD

Sample = L4240-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 31 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\SOMUTR092920WMA .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 3.102 517 548 576 rBVY 12444827 30241933 34.07% 12.402%
2 3.385 614 636 665 rBY 30830569 69158469 77.91% 28.361%
3 3.729 720 743 770 rBV2 38773534 88761991 100.00% 36.400%
4 4_.317 907 926 947 rBVY 1190834 3276655 3.69% 1.344%
5 4.456 954 969 982 rBV 744076 1809718 2.04% 0.742%

4 _555 982 1000 1018 rVV 14305812 34041158 38.35% 13.960%
5.407 1245 1265 1280 rBV 1294390 2943691 3.32% 1.207%
9.449 2499 2522 2537 rBV 4688661 8032604 9.05% 3.294%
11.738 3220 3234 3245 rBV 688989 1095570 1.23% 0.449%
10 11.832 3245 3263 3275 rVB2 1274351 2431627 2.74% 0.997%

©oo~NO®

=
=

13.828 3872 3884 3899 rBV 1296489 2059512 2.32% 0.845%

Sum of corrected areas: 243852928
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VYU100120\
Data File : VU040439.D

Aca On : 01 Oct 2020 23:01

Operator : SY/MD

Sample : L4240-09

Misc - 25.0mL/MSVOA U/WATER

ALS Vial : 31 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .M
TRACE VOA SOM01.0

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

Abundance TIC: VU040439.D
3|73
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T
10.00

3.5e+07
3e+07
2.5e+07
2e+07
1.5e+07
le+07

5000000
13.83
0 A

L e L B e e B e e e
Time--> 12.50 13.00 13.50

—T T
15.50

™ T
14.50 15.00

T T
14.00 16.00

SOMUTR092920WMA.M Fri Oct 02 17:55:30 2020 Page: 2



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VU040439.D

Aca On : 01 Oct 2020 23:01

Operator : SY/MD

Sample : L4240-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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 51.37 ug/L 30241900 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 91
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 91
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 49
4 Pentane 72 C5H12 000109-66-0 38
5 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 33

Abundance Scan 547 (3.099 min): VU040439.D (-517) (-) m/z 43.10 100.00%
43
5000
71
2 57 280 300 320 340
4953 | 6367 7781 86 : ; : '
O”N“W“W“W“W“W“W“W”W“W:W”W“M“W“W“L“W“W“W“W“W' m/z 42.10 53.72%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1825: Pentane, 2-methyl-
43
5000 RS AR R RS R
27 71 2.80 3.00 3.20 3.40
39 57 m/z 41.05 39.99%
0 2 131 | 53| 6367, 86
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
280 300 320 340
5000 m/z 71.20 34.90%
27 71
39 57
0 2 15 32 53 86
B L) LA L) LA LA LA SRR RS AL AL) SAA) LA AN WAL AR LALS) RALA LR MR B
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1828: Butane, 2,3-dimethyl- R e ia Ry
43 2.80 3.00 3.20 3.40
m/z 39.05 18.58%
5000
71
27 39 55 86
15 ‘ 51 6367
O T T T IR AR SRR RS R
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 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\VU100120\
Data File : VU040439.D

Aca On : 01 Oct 2020 23:01

Operator : SY/MD

Sample : L4240-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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.

3.39 117.47 ug/L 69158500 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
4 Pentane. 3-ethvl-2.2-dimethvl- 128 C9H20 016747-32-3 64
5 Butyl isocyanatoacetate 157 C7H11NO3 017046-22-9 40

Abundance Scan 638 (3.392 min): VU040439.D (-614) (-) m/z 57.10 100.00%
g7
41
5000
37| | lis4953|| 636771 7781 86 300 320 340 3.60 3.80
0““mW”WMWMWMWMWMWMW“LJW”W“M'M“W“WLW”W“WLW“W“' m/z  56.05 86.37%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1824: Pentane, 3-methyl- /\
57
41 /\
5000 29 AN S LN R
3.00 320 3.40 3.60 3.80
m/z 41.10 71.54%
0 15 37 “ 53 | 6367 /" 86
miz--> T T T 15 2 3 3 % 40 5 25 B 80 6 70 75 85 55 %0 5
Abundance
57 //\
29 41 300 320 340 3.60 3.80
5000 m/z 43.10 27 .41%
ol 1 15 25 3337 454953 61 67'% 77 86
LA I LLS) A LAY AR KRS AR EARA) SARR) W) LARA) KAL) RALS) ML LAA) EAS) KAL) RARLA AL LA
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 3.00 320 3.40 3.60 3.80
m/z 39.05 19.66%
29 41
5000
0 2 1\5 | ‘ \‘ 53 ! 7\1 86 //\
miz--> A A g g 300 320 340 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VU040439.D

Aca On : 01 Oct 2020 23:01

Operator : SY/MD

Sample : L4240-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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 1

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

3.73 150.77 ug/L 88762000 1,4-Difluorobenzene 6.26
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 91
3 n-Hexane 86 C6H14 000110-54-3 68
4 1-Pentene. 4-methvl- 84 C6H12 000691-37-2 38
5 1-Pentene, 4-methyl- 84 CG6H12 000691-37-2 38

Abundance Scan 743 (3.729 min): VU040439.D (-720) (-) m/z 57.10 100.00%
4 57
5000 j\ /\
86 340 3.60 3.80 4.00
37|,||1454953)||, 6367 ' 7781
0“M“W“W“W“w“W“W“W“W“%”W“W“LLW“W“¢“W“W“J“W“W' m/z 41.10 89.86%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1822: n-Hexane
57
43
29
5000 T T T T T T T
39 3.40 3.60 3.80 4.00
5 86 m/z 43.10 78.67%
2 \ 25 ‘ 53 n
) ey L Sk LA LA AN AAA ARR) SRR LA AR LA AL AL AL AL A LA AR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43 57
29 3.'40 3.530 3.|80 4.60 !
5000 m/z 56.10 56.26%
39 86
o 5 15 53 71
SRR ) AL LALRY LA LAk LR RURNAAL) SAALN AR SLRL) LAAE) RSN RAA) RARA) LALR) BALLA LALSLARLY AR
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 L L L L L L NN |
57 M03m:m04m
a1 m/z 42.10 41.07%
5000
29 86
o 15 || a7l 4953|6165 7t 77 N
miz--> D T e 0 55 3 40 45 5 %5 6b es 7o 76 0 3 56 % 340 3.60 3.80 400
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VU040439.D

Aca On : 01 Oct 2020 23:01

Operator : SY/MD

Sample : L4240-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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.

4.32 5.57 ug/L 3276660 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 90
2 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 78
3 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 72
4 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 64
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 64

Abundance Scan 927 (4.321 min): VU040439.D (-907) (-) m/z 57.10 100.00%
g7
43
5000 85

4.00 4.20 4.40 4.60

69
0 e o || M/Zz 43.10 59.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3996: Pentane, 2,2-dimethyl-
57
43
5000 85

400 420 4.40 4.60
m/z 41.10 45.91%

M L 69 100
O B O T L o e o o o O L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43

85 4.00 4.20 4.40 4.60

5000 m/z 85.15 43.62%
29
15 69 99
o} S N SN S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7633: Hexane, 2,4-dimethyl- R EREEmEE G , o
43 57 400 420 440 4.60
m/z 56.10 42 _.35%
85
5000
29
0.”.,.”., el e e . maw——
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VU040439.D

Aca On : 01 Oct 2020 23:01

Operator : SY/MD

Sample : L4240-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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 6

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

4._.46 3.07 ug/L 1809720 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 91
2 Hexane. 2-methvl- 100 C7H16 000591-76-4 64
3 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 64
4 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 64
5 n-Hexane 86 C6H14 000110-54-3 50

Abundance Scan 970 (4.459 min): VU040439.D (-954) (-) m/z 43.10 100.00%
43 57
5000
85
4.20 4.40 4.60 4.80
69
o...,....,....,..?7.|,.:..?1....-,‘??..-,...7?,..|..,....1?9..., m/z 57.10 81.17%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3983: Pentane, 2,4-dimethyl-
43
57
5000

420 4.40 4.60 4.80
27 a5 m/z 41.10 52.35%

o 15 ‘\ 37 51 69 77 | 100
T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance

43

4.20 4.40 4.60 4.80

5000 o m/z 56.10 45.20%
57
29
o 15 37 51 63 71 77 100
R T L T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3989: Pentane, 2,4-dimethyl- A e AR
43 420 440 4.60 4.80
57 m/z 42.10 26.10%
5000
0 15 || 87| 51 || 63 69 \ 100
R e I e
m/z--> 10 20 30 40 50 60 70 80 90 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VU040439.D

Aca On : 01 Oct 2020 23:01

Operator : SY/MD

Sample : L4240-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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: Cyclic4.56 Concentration Rank 3

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

4._.56 57.82 ug/L 34041200 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
3 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 78
4 Cvclopentane. methvl- 84 C6H12 000096-37-7 78
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72

Abundance Scan 1001 (4.559 min): VU040439.D (-982) (-) m/z 56.10 100.00%
56
41
5000 69
37 51 | 6165 | 7377 8|4 420 440 450 430
Olerrrrrrrrerrprrrrrerprrrprrr e e e e m/z 41.10 57.26%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1493: Cyclopentane, methyl-
56
41
5000
69 420 4.40 4.60 4.80
27 a4 m/z 69.10 40.81%
o 1 15 1113337, | 51H“ 6165 77
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
" 420 440 460 480
5000 69 m/z 55.10 26.33%
28
84
0 15 37 51 65 77
ALLALLL) LAAE) Lk LEA) KAL) RELANALS) RAASN EARE) AL LARR) KAL) LARR) NALE) KAL) NARRY UL BAAR) WAL B
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-  EARRS ERT R e L
41 56 420 4.40 4.60 4.80
m/z 39.10 25.20%
5000 27
84
15
0 . \‘31 ‘ ‘ \5\1‘\ | 6165\ 7
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
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU100120\
Data File : VU040439.D

Acq On : 01 Oct 2020 23:01

Operator : SY/MD

Sample - L4240-09

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 31 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .M
TRACE VOA SOMO1.0

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 51.4 ug/L 30241900 1 6.26 2943690 5.0
(DEL) Alkane: Str... 3.39 117.5 ug/L 69158500 1 6.26 2943690 5.0
(DEL) Alkane: Str... 3.73 150.8 ug/L 88762000 1 6.26 2943690 5.0
(DEL) Alkane: Str... 4.32 5.6 ug/L 3276660 1 6.26 2943690 5.0
(DEL) Alkane: Str... 4._46 3.1 ug/L 1809720 1 6.26 2943690 5.0
(DEL) Alkane: Cyc... 4.56 57.8 ug/L 34041200 1 6.26 2943690 5.0
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