LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100520\
Data File : VU040516.D

Aca On : 05 Oct 2020 17:51

Operator : SY/MD

Sample : L4240-09DL 5X

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\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 3.099 517 547 568 rBY 1663948 4009080 29.34% 10.205%
2 3.379 610 634 661 rBVY 4347493 9631615 70.50% 24.518%
3 3.719 720 740 765 rBVY 6201039 13662683 100.00% 34.779%
4 4.318 906 926 946 rBV2 182900 501908 3.67% 1.278%
5 4.456 951 969 981 rVV3 142005 359391 2.63% 0.915%

4_.552 982 999 1018 rVvV 2330955 5556598 40.67% 14.145%
4.658 1018 1032 1064 rVB3 99343 342984 2.51% 0.873%
5.083 1150 1164 1177 rBV 74257 160886 1.18% 0.410%
5.408 1243 1265 1279 rBV2 219023 497184 3.64% 1.266%
5.742 1350 1369 1394 rVB3 145735 389421 2.85% 0.991%

=
QO ~NO®

11 6.263 1517 1531 1552 rBV 160170 300866 2.20% 0.766%
12 6.703 1650 1668 1681 rBV2 95867 188684 1.38% 0.480%
13 7.906 2033 2042 2057 rVB 186413 328642 2.41% 0.837%
14 8.639 2257 2270 2306 rBvV 275433 516154 3.78% 1.314%
15 9.449 2500 2522 2536 rBv2 791183 1652953 12.10% 4._.208%

16 11.742 3224 3235 3244 rBV 103735 167705 1.23% 0.427%
17 11.809 3244 3256 3260 rBV 249909 412747 3.02% 1.051%

18 12.189 3361 3374 3389 rVB 200328 347975 2.55% 0.886%
19 13.832 3873 3885 3900 rBvV 160750 256895 1.88% 0.654%

Sum of corrected areas: 39284371
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100520\
Data File : VU040516.D

Aca On : 05 Oct 2020 17:51

Operator : SY/MD

Sample : L4240-09DL 5X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU040516.D
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Do e e e e S
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100520\
Data File : VU040516.D

Aca On : 05 Oct 2020 17:51

Operator : SY/MD

Sample : L4240-09DL 5X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 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 66.63 ug/L 4009080 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 64
4 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 33
5 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 33

Abundance Scan 547 (3.099 min): VU040516.D (-517) (-) m/z 43.10 100.00%
43
5000
71
3 57 280 300 320 340
4953, 6367 7781 86 : ; : '
0““mvmvmvmvmvmvmvmvMP”vmvm“LPNPMLmvmvamvmv' m/z 42.05 53.68%
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 RS SRR LSS R
= 2.80 3.00 3.20 3.40
27 39 m/z 41.05 39.93%
57
oL 2 15 32 | 53 | 86
LARARRES SERRY LAELA KUY RAASA BAASA ARSA SRS MALLA AU KRS RURAL LALAA AL RARAE ARA RARAA AR LA MRS
m/z--> 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 36 .08%
27 71
15 ® 57
0 2 31 53 | 6367 86
AALALL) AL LA KLt WAL AL ALY IS ML) RLAL) WAL RS LAY RAAR) ALY KA LAY MR ARSI KA
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
43 2.80 3.00 3.20 3.40
m/z 39.05 18.37%
5000
71
27 39 55 86
15 | Al 51 6367
e Ean) kLA AR A AR ALY L) AL AR LA A LAY AR R M AA AR RS SRR RSN LR
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\VU100520\
Data File : VU040516.D

Aca On : 05 Oct 2020 17:51

Operator : SY/MD

Sample : L4240-09DL 5X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 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.

3.38 160.07 ug/L 9631620 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 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 64
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 64

Abundance Scan 634 (3.379 min): VU040516.D (-610) (-) m/z 57.10 100.00%
g7

41
5000

300 320 340 360 380

51 86
0 ...,....,....,....,....|i.'...,.-.'..',.??.,'..??,..:.,..953.,.. m/z 56.10 84.90%
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1824: Pentane, 3-methyl-
57 /\
41
5000 29 LIS LI L L L L L LB L BB}
3.00 3.20 3.40 3.60 3.80
m/z 41.10 65.96%
15 \ \ ‘ 51, 63 't 86
NN MMM
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
57
29 41 3.00 3.20 3.40 3.60 3.80
5000 m/z 43.10 25.47%
2 15 71 86
ot e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1826: Pentane, 3-methyl-  EAARmEEE S
57 3.00 3.20 3.40 3.60 3.80
m/z 39.05 17.96%
29 41
5000
0 1 1\5 | ‘ \‘ 51 L 65 7\1 7”7 8§
LA B o o e e R LA R A B
m/z--> 0 10 20 30 40 50 60 70 80 90 100 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\VU100520\
Data File : VU040516.D

Aca On : 05 Oct 2020 17:51

Operator : SY/MD

Sample : L4240-09DL 5X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 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.

3.72 227.06 ug/L 13662700 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 91
4 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 40
5 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 38

Abundance Scan 740 (3.719 min): VU040516.D (-720) (-) m/z 57.10 100.00%
57
41
5000 /\
| 86 340 3.60 3.80 400
37| |45 4953|| 6367 /1 7781
0““mvmvmvmvmvmvmvmvMFmvmmeLvmvmﬂmvmvamvmv“ m/z 41.10 76.88%
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 5
29
5000 AR SRR AR
3.40 3.60 3.80 4.00
39 86 m/z 43.05 67 .59%
2 s | 53 &
A Al bt LAkt Mkt A A A d A ekl AR s A M i) A e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
57
43 'W"”I'”'I”"P"W
29 3.40 3.60 3.80 4.00
5000 m/z 56.10 50.34%
39
86
0 2 B 53 1
BRALARE) ) AL ALY LA ALY LALR LN KAL) KRR L) KAL) KALLN RLAR) LARL) RALLE LK) RARA) LS 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 #1821: n-Hexane LI L L B L L B
57 3m %03% 4.00
a1 m/z 42.10 35.49Y%
5000
29 86
o 15 || a7l 4953 6165 7t 77
miz--> 0L 0 15 20 25 3 35 40 43 50 55 6b 65 70 75 80 85 90 O 3.'40 360 3.80 400
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100520\
Data File : VU040516.D

Aca On : 05 Oct 2020 17:51

Operator : SY/MD

Sample : L4240-09DL 5X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 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 8.34 ug/L 501908 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 83
2 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 83
3 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 83
4 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 78
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 78

Abundance Scan 927 (4.321 min): VU040516.D (-906) (-) m/z 57.10 100.00%
g7
43
5000 85
69 4.00 420 4.40 4.60
0 ..,....,....,...3.4“...?1..'..-,‘?3...,...??..:.,...9.8,.... m/z 43.05 56.29%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3989: Pentane, 2,4-dimethyl-
43
57
5000
4.00 420 4.40 4.60
29 85 m/z 41.10 47 .13%
0 15 || 38| 51 | 6369 100
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance
57
43 4.00 420 4.40 4.60
5000 85 m/z 56.10 42 _.72%
29
0 38 51 63 69 77 100
L SURLLEL LRI SRR UL UL SURLLEL UL SUR L UL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3995: Pentane, 2,2—dimethy|— LA L L N N BN |
57 4.00 420 4.40 4.60

m/z 85.20 40.10%

43
5000 a5
29
1 ‘ 37‘ 5Ll 69
SNRSSRDVNEMNN |  SVIR 81NN MMM U

m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 420 4.40 4.60

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100520\
Data File : VU040516.D

Aca On : 05 Oct 2020 17:51

Operator : SY/MD

Sample : L4240-09DL 5X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 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 5.97 ug/L 359391 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 80
2 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 74
3 Hexane. 2-methvl- 100 C7H16 000591-76-4 72
4 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 59
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 59

Abundance Scan 970 (4.459 min): VU040516.D (-951) (-) m/z 43.10 100.00%
43 57
5000
‘ 85
69 420 4.40 4.60 4.80
o...,....,....,..?7.;.:..?1.~.'.:,‘??..-,....7,9..|..,....1?9..., m/z 57.10 81.54%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3989: Pentane, 2,4-dimethyl-
43
57
5000

420 4.40 4.60 4.80
85 m/z 41.05 58.86%

29
0 15 || 37 51| 6369 100
I LA L B B B e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43
57

4.20 4.40 4.60 4.80

5000 m/z 56.05 48.82%
27 85
15 37 51 69 77 100
o} SRS NS S 1 ] RN~ 1 L /BB £ A NN G
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3976: Hexane, 2-methyl- R EAa e o R
43 4.20 440 460 480

m/z 42.10 28.79%

5000 g5
57
29
0 15 || 37|, 51, 63 7177 | 100

m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100520\
Data File : VU040516.D

Aca On : 05 Oct 2020 17:51

Operator : SY/MD

Sample : L4240-09DL 5X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 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: Cyclic4.55 Concentration Rank 3

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

4_.55 92.34 ug/L 5556600 1,4-Difluorobenzene 6.26
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 78
4 Cvclohexane 84 C6H12 000110-82-7 78
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72

Abundance Scan 998 (4.549 min): VU040516.D (-982) (-) m/z 56.10 100.00%
56
41
5000 69
37 51 | 6165 | 74 79 8|4 420 440 460 430
0““mWMWMHNWMHNWMWMWMJJHMHJH“WMWMWMWNW“W“W“W' m/z 41.10 56.80%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
420 4.40 4.60 4.80
28 o m/z 69.10 41.10%
15 U 5\1 \‘ | 65\\ 7 ‘
0“M“W“W“T“W“T“W“W“W“W“w“”“w“W“W“+“W"W“W“W“W
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
41 420 440 4.60 480
5000 m/z 55.05 25.99%
69
27 84
o 1 15 3337 51 | 6165 77
SLLLLLLR) VARE) WAL LAY R AN ARA) KLY LARE) ML) R AL KALANRALE) WLALN LARA) AL R R BRI
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1491: Cyclopentane, methy!- RN e o ERRaEE
56 420 440 460 4.80
m/z 39.10 24 .69%
5000 4l
69
7 84
0 15 | 31 37 ‘\ 51 ‘ 6165 | 7377
miz--> A g st g g 420 440 460 4.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU100520\
Data File : VU040516.D

Acq On : 05 Oct 2020 17:51

Operator : SY/MD

Sample : L4240-09DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 18 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 66.6 ug/L 4009080 1 6.26 300866 5.0
(DEL) Alkane: Str... 3.38 160.1 ug/L 9631620 1 6.26 300866 5.0
(DEL) Alkane: Str... 3.72 227.1 ug/L 13662700 1 6.26 300866 5.0
(DEL) Alkane: Str... 4.32 8.3 ug/L 501908 1 6.26 300866 5.0
(DEL) Alkane: Str... 4._46 6.0 ug/L 359391 1 6.26 300866 5.0
(DEL) Alkane: Cyc... 4.55 92.3 ug/L 5556600 1 6.26 300866 5.0
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