LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062520\
Data File : VU039123.D

Aca On : 25 Jun 2020 17:56

Operator : SY/MD

Sample : L3110-02DL 25X

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\SOMUTRO62320WMA .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 1.501 44 50 57 rBv 39345 38182 1.08% 0.232%
2 1.613 77 85 95 rvv2 201759 215787 6.12% 1.311%
3 1.932 175 184 193 rBvV 121462 151708 4 _.30% 0.921%
4 2.015 200 210 229 rVB 256171 350480 9.94% 2.129%
5 2.224 267 275 288 rVB4 25871 42091 1.19% 0.256%
6 2.491 348 358 368 rVB 38059 59512 1.69% 0.361%
7 2.594 378 390 416 rBV 215968 407068 11.54% 2.472%
8 3.073 520 539 560 rBV2 202120 511005 14.49% 3.104%
9 3.170 560 569 582 rVB2 31017 61249 1.74% 0.372%
10 3.395 624 639 659 rvVB2 60825 140096 3.97% 0.851%

11 4.472 958 974 990 rBv4 40628 100466 2.85% 0.610%
12 4.568 990 1004 1019 rBV3 31072 71515 2.03% 0.434%
13 4.678 1019 1038 1081 rBV2 224629 777359 22.04% 4.721%
14 5.099 1153 1169 1184 rBV 212491 465757 13.21% 2.829%
15 5.420 1253 1269 1279 rBV7 21826 54906 1.56% 0.333%

16 5.494 1279 1292 1313 rVB2 99498 230013 6.52% 1.397%
17 5.758 1354 1374 1379 rBV2 424967 1025695 29.08% 6.229%
18 5.806 1380 1389 1405 rVB 1749453 3526981 100.00% 21.421%
19 5.887 1406 1414 1415 rBV2 36532 43544 1.23% 0.264%
20 5.928 1420 1427 1448 rVB2 143746 347207 9.84% 2.109%

21 6.279 1522 1536 1569 rVB 344523 658977 18.68% 4.002%
22 6.719 1657 1673 1701 rBV 272276 573000 16.25% 3.480%
23 7.279 1832 1847 1863 rVB2 65928 131126 3.72% 0.796%
24 7.404 1872 1886 1899 rBV3 92921 201460 5.71% 1.224%
25 7.591 1927 1944 1956 rBV 139400 253947 7.20% 1.542%

26 7.922 2034 2047 2059 rvv 461505 793369 22.49% 4.818%
27 7.989 2059 2068 2080 rvv 35903 59086 1.68% 0.359%
28 8.079 2080 2096 2108 rVvv4 19393 45062 1.28% 0.274%
29 8.198 2120 2133 2146 rBV 92262 157518 4_.47% 0.957%
30 8.655 2258 2275 2312 rBV 865768 1594824 45.22% 9.686%

31 9.433 2504 2517 2534 rBV 467937 772109 21.89% 4._.689%
32 9.587 2553 2565 2581 rBV 205067 333973 9.47% 2.028%
33 9.710 2591 2603 2617 rVB 70044 114904 3.26% 0.698%
34 10.771 2919 2933 2950 rBV 238504 379896 10.77% 2.307%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062520\
Data File : VU039123.D

Aca On : 25 Jun 2020 17:56

Operator : SY/MD

Sample : L3110-02DL 25X

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 - 0 Peak Location: TOP

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

Method > Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA .M
Title - TRACE VOA SOMO1.0

35 10.915 2965 2978 2995 rVB 46519 82409 2.34% 0.500%
36 11.478 3143 3153 3163 rVB 34892 52847 1.50% 0.321%

37 11.822 3247 3260 3276 rBV 433483 694076 19.68% 4._.215%
38 12.105 3335 3348 3364 rBV2 72225 116244 3.30% 0.706%
39 12.201 3364 3378 3393 rBvV 483375 783750 22.22% 4._.760%
40 12.693 3520 3531 3542 rBV2 29295 46204 1.31% 0.281%

Sum of corrected areas: 16465402
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062520\
VU039123.D

25 Jun 2020 17:56

SY/MD

L3110-02DL 25X

25_0mL/MSVOA U/WATER

1 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA .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\VU062520\
Data File : VU039123.D

Aca On : 25 Jun 2020 17:56

Operator : SY/MD

Sample : L3110-02DL 25X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA .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 2

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

2.02 2.66 ug/L 350480 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 94
2 Butane. 2-methvl- 72 C5H12 000078-78-4 91
3 Butane. 2-methvl- 72 C5H12 000078-78-4 90
4 3-Buten-1-ol 72 C4H80 000627-27-0 47
5 Pentane 72 C5H12 000109-66-0 42

Abundance Scan 211 (2.019 min): VU039123.D (-200) (-) m/z 43.10 100.00%
43
57
5000
72 Loy | 160 180 200 220 240
0 m/z 42.05 87 .82%
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance #714: Butane, 2-methyl-
43
57
5000 A e
1.60 1.80 2.00 2.20 2.40
29 m/z 41.00 86.11%
72
0 W"}?PU"P'JhP"'I”"I”"I”"I'”' [rrrrprrrrprrT
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance
43
57 1.60 1.80 2.00 2.20 2.40
5000 29 m/z 57.05 70.37%
; 15 72
e L UL S I B B WL W B B
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance #712: Butane, 2-methyl- R Ema E R me
43 1.60 1.80 2.00 2.20 2.40
m/z 38.95 29.12%
57
5000 21
15 ‘
0 'E"Llﬂ"il““l'iél"“l"'w""w"' [rrrrprrrrpTT
m/z--> 0O 20 40 60 8 100 120 140 160 180 200 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\VU062520\
Data File : VU039123.D

Aca On : 25 Jun 2020 17:56

Operator : SY/MD

Sample : L3110-02DL 25X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA .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 1

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

3.07 3.88 ug/L 511005 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 74
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 72
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 64
4 Tetrahvdrofuran 72 C4H80 000109-99-9 36
5 1,2,4,5-Tetrazine, 1,4-dihydro-3... 112 C4H8N4 037454-64-1 28

Abundance Scan 538 (3.070 min): VU039123.D (-520) (-) m/z 43.10 100.00%
43
5000
49 55 86 2.80 3.00 3.20 3.40
36 63 67 8
0 ,....,....,....,....,....,....,...I-,. PUDRVPUVIN PR - AN PR - IS m/z 42.10 88.34%
m/z-> 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-
42
5000 LR L UL UL I
71 2.80 3.00 3.20 3.40
27 39 m/z 41.00 48.08%
0 15 | 32 36‘ 45 51‘5\558 6367 | 7477
mz-> 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 71.10 24 .82%
27 39 &
0 15 30 51 9958 62 67 86
R AL KA KRR RS LA ALY LARL) RAAL) RARRNRALAY RAAR) RAALY ELRAD LAAAY LAARARAALY LAAAN LRI LA
m/z-> 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-
43 2.80 3.00 3.20 3.40
m/z 38.95 19.87%
5000
71
39
27 55 86
0 15 | 30 , 51 | 6367
G ALY RAA) RARRY ALK NALA RARRY ALAL) LARS k) ALK MLAR) ALANRRAA) LAL) MARM LA AR HRRSN S R SR IR
m/z-> 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\VU062520\
Data File : VU039123.D

Aca On : 25 Jun 2020 17:56

Operator : SY/MD

Sample : L3110-02DL 25X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA .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 7

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

3.39 1.06 ug/L 140096 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 86
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 86
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 86
4 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 74
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64

Abundance Scan 638 (3.392 min): VU039123.D (-624) (-) m/z 57.05 100.00%
7
41
5000
"l 5771 86 PRI Y
0 |||||||| ||| 'I'I""I':'!i'l'"I""I""I'I"'I""I' m/z  56.05 90.82%

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1826: Pentane, 3-methyl-
57
29 41
5000

3.00 3.20 3.40 3.60 3.80
m/z 41.00 70.25%

15

0 1 S 25 | 3337 | 454953 61 67/1 77 86
umnmuwuw“W“W“wnwuwnwnmuwnn.W“W“W”W“W“wuwuw
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
57 [
R e e I EREA
29 41 3.00 3.20 3.40 3.60 3.80
5000 m/z 43.10 25.03%
0 2 15 53 71 86
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 3.00 3.20 3.40 3.60 3.80
m/z 39.00 18.03%

41
5000 20
o 15 \ 37\“ 53|/, 6367} 86

m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.00 3.20 340 360 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062520\
Data File : VU039123.D

Aca On : 25 Jun 2020 17:56

Operator : SY/MD

Sample : L3110-02DL 25X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA .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 10

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

4._.47 0.76 ug/L 100466 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 78
2 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 78
3 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 78
4 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 64
5 Hexane, 2-methyl- 100 C7H16 000591-76-4 64

Abundance Scan 973 (4.469 min): VU039123.D (-958) (-) m/z 43.05 100.00%
43 57
5000
85
69 | 420 440 4.60 4.80
o...,....,....,....-,!:..5i°.-.|.:,...-.',~....7?'.-.:.,...9.8,...., m/z 57.10 90.15%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3983: Pentane, 2,4-dimethyl-
43
57
5000
420 4.40 4.60 4.80
27 85 m/z 56.05 63.47%
. 15 Iy 69 77 100
miz--> % %0 4 s e 0 80 90 100
Abundance
43
57 R A N U L
420 4.40 4.60 4.80
5000 m/z 40.95 59.36%
0 15 37 51 63 69 100
miz--> 10 20 30 40 50 60 70 8 9 100
Abundance #3988: Pentane, 2,4-dimethyl-
43 57 420 4.40 4.60 4.80
m/z 42.00 28.58%
5000 85
29
o 15 \‘ 3A 51 ||, 63 69 77 100
m/z--> 10 20 30 4'0 50 60 7'0 80 9'0 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062520\
Data File : VU039123.D

Aca On : 25 Jun 2020 17:56

Operator : SY/MD

Sample : L3110-02DL 25X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA .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: Cyclic4.57 Concentration Rank 12

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

4_.57 0.54 ug/L 71515 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 87
2 Cvclohexane 84 C6H12 000110-82-7 59
3 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 59
4 Cvclohexane 84 C6H12 000110-82-7 53
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 53

Abundance Scan 1005 (4.572 min): VU039123.D (-990) (-) m/z 56.10 100.00%
56
41
5000 69
AR e
| 51 65| 79 84 420 4.40 4.60 4.80 5.00
Olerrrrerrrrrrrrrprrreprrreprrreprrrprrre e e e e e m/z 41.05 59.12%
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 /AEF----u---- BRABENREREN
420 4.40 4.60 4.80 5.00
o8 o m/z 69.10 44 .11%
15 51 65, 77
O“M“W“W“W“W“W“W“W“W“W“W““W*W“MWW“W“W“W“W“M
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
. I
41 84 W"”Iﬁﬁ'l'”'l”"ﬁ
420 4.40 4.60 4.80 5.00
5000 . m/z 39.00 36.58%
69
o 2 5 51 ' 6165 77
SRR Ly LA L) LAl Kkt KA AN ALY ML) Kk RAR) LAY LA A ) Kkt W AL B
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1487: 1-Pentene, 2-methyl-
a1 56 420 4.40 4.60 4.80 5.00
m/z 55.10 35.30%
5000
27 69 84
o S 1l 37l 51|, 6165 | 7377
miz--> T T e dh T o e e 420 440 460 4.80 5.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062520\
Data File : VU039123.D

Aca On : 25 Jun 2020 17:56

Operator : SY/MD

Sample : L3110-02DL 25X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA .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: Straight-Chai... Concentration Rank 5

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

5.49 1.75 ug/L 230013 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
2 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
3 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
4 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 87
5 Propane, l-isocyanato- 85 C4H7NO 000110-78-1 59

Abundance Scan 1291 (5.491 min): VU039123.D (-1279) (-) m/z 56.05 100.00%
56
43
5000 -
65 85 520 5.40 5.60 5.80
0 ...,....,....,....,..?7.|-,I:.?P.'.|:,..'.~.',|..?7.,.-.'..,...??9..., m/z 43.10 73.33%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3985: Pentane, 2,3-dimethyl-
43 56
5000
29 1 520 540 5.60 5.80
m/z 41.00 70.17%
o | ‘ 37 50 63 | 77 & 100
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
43 56
520 5.40 5.60 5.80
5000 29 " m/z 57.10 65.32%
o 2 B 37 50 65 | 77 8 100
miz--> 0 10 20 30 40 50 60 70 8 9 100
Abundance #3992: Pentane, 2,3-dimethyl- R E L ERRsEETe TS S Lo
43 56 520 5.40 5.60 5.80
m/z 71.10 37.07%
5000
29 71
0 15 ) soll es| 77 % 100
miz--> 0 10 20 30 40 50 60 70 8 90 100 520 540 560 580
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062520\
Data File : VU039123.D

Aca On : 25 Jun 2020 17:56

Operator : SY/MD

Sample : L3110-02DL 25X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA .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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 3

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

5.93 2.63 ug/L 347207 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 59
2 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 53
3 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 53
4 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 53
5 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 45

Abundance Scan 1428 (5.932 min): VU039123.D (-1420) (-) m/z 57.10 100.00%
57
5000
41
99 5.60 5.80 6.00 6.20
Ol 20 AL 89 83 AT 12 | m/z 56.10 33.85%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7650: Hexane, 2,2-dimethyl-
57
5000
41 5.60 5.80 6.00 6.20
m/z 41.00 24 . 73%
o 4 15 || ]| 80, 7179 %9 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57
560 5.80 6.00 6.20
5000 m/z 43.00 11.57%
41
29 7
0 48 83 95 113 128
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7671: Butane, 2,2,3,3-tetramethyl-
57 560 5.80 6.00 6.20
m/z 39.00 9.08%
5000
41
o2 15 | | s “ 69 83 99 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062520\
Data File : VU039123.D

Aca On : 25 Jun 2020 17:56

Operator : SY/MD

Sample : L3110-02DL 25X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA .M
TRACE VOA SOM01.0

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 8

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

7.28 0.99 ug/L 131126 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.3.4-trimethvl- 184 C13H28 049622-18-6 78
2 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 72
3 Heptane. 4-methvl- 114 C8H18 000589-53-7 72
4 Pentane. 3-ethvl- 100 C7H16 000617-78-7 72
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 72

Abundance Scan 1847 (7.279 min): VU039123.D (-1832) (-) m/z 43.10 100.00%
43 71
5000
55
83 95 7.00 7.20 7.40 7.60
0 .,....,....L':..“,.-...,~...-.',..1?2.,....,....,. m/z 71.10 81.91%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #48907: Decane, 3,3,4-trimethyl-
43 71
5000
S7 7.00 7.20 7.40 7.60
29 m/z 70.10 72.07%
85
0 \‘ \‘\ ‘\ 141} 1 99 112 129 155
miz--> 0 20 40 60 80 100 120 140 160
Abundance
43
71 7.00 7.20 7.40 7.60
5000 m/z 41.00 42 .44%
27 55
ol 2 15 83 99 114
miz--> 0O 20 40 60 80 100 120 140 160
Abundance #7631: Heptane, 4-methyl-
43 7.00 7.20 7.40 7.60
- m/z 55.00 32.42%
5000
0 15 1l | _ % 9 114
m/z--> 0 20 40 60 80 100 120 140 160 7.00 7.20 7.40 7.60

SOMUTRO62320WMA .M Mon Jun 29 13:53:30 2020 Page: 11



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Metho
Quant Title

TIC Library

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062520\

VU039123.D

25 Jun 2020 17:56

SY/MD

L3110-02DL 25X
25.0mL/MSVOA U/WATER

1 Sample Multiplier: 1

d

TRACE VOA SOM01.0

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA .M

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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 6

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

7.40 1.53 ug/L 201460 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 80
2 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 53
3 Heptane. 4-methvl- 114 C8H18 000589-53-7 53
4 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 50
5 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 50

Abundance Scan 1885 (7.401 min): VU039123.D (-1872) (-) m/z 43.05 100.00%
a3
71
5000 57
85
9 7.00 7.20 7.40 7.60 7.80
0 ...,....,....,....,....L!:.?ﬁ'.l.:.,...-.',.-..7.8,'.'.'..,..':.',....1,?.2..,.. m/z 71.10 59.11%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
57 7.00 7.20 7.40 7.60 7.80
27 85 m/z 70.10 55.78%
oL_2 15 |l 50| 64 78 “ 9 113
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
7.00 7.20 7.40 7.60 7.80
5000 m/z 57.10 47 .10%
57 71
27 85
50 99
U L AR RS RN REARS RARAS RAARS RARAN AR AL SRRRS AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7631: Heptane, 4-methyl-
43 7.00 7.20 7.40 7.60 7.80
- m/z 41.05 42 .38%
5000
o 15 i ] so ] B e 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 7.00 7.20 7.40 7.60 7.80

SOMUTRO62320WMA .M Mon Jun 29 13:53:32 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062520\
Data File : VU039123.D

Aca On : 25 Jun 2020 17:56

Operator : SY/MD

Sample : L3110-02DL 25X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA .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 11 Benzene, propyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.92 0.59 ug/L 82409 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 81
2 Benzene. propvl- 120 C9H12 000103-65-1 81
3 Benzene. propvl- 120 C9H12 000103-65-1 72
4 1-Benzvlamino-2-benzvloxvethane 241 C16H19NO 038336-06-0 64
5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 64
Abundance Scan 2979 (10.919 min): VU039123.D (-2965) (-) m/z 91.10 100.00%
o
5000
65 i 10160 10580 11,00 1120
39 105 281 : : : :
Ol b ,!, e g || M7z 120.20 20 76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9408: Benzene, propyl-
9
5000
10.60 10.80 11.00 11.20
120 m/z 92.10 10.93%
% s
) S ””\ S
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280
Abundance
91
10.60 10.80 11.00 11.20
5000 m/z 65.00 10.18%
65 120
oL15 39 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9406: Benzene, propyl-
i 10.60 10.80 11.00 11.20
m/z 78.10 6.22%
5000
120
0 15 3\9 L 6\5 | ‘ 195
miz> 20 40 60 80 100 150 140 160 180 200 250 240 260 280 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062520\
Data File : VU039123.D

Aca On : 25 Jun 2020 17:56

Operator : SY/MD

Sample : L3110-02DL 25X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA .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 12 Benzene, l-ethenyl-4-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.11 0.84 ug/L 116244 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-4-methvl- 118 C9H10 000622-97-9 64
2 Benzene. l1l-propenvl- 118 C9H10 000637-50-3 55
3 Indane 118 C9H10 000496-11-7 55
4 Benzene. 1l-propenvl- 118 C9H10 000637-50-3 50
5 Indane 118 C9H10 000496-11-7 50
Abundance Scan 3350 (12.111 min): VU039123.D (-3335) (-) m/z 117.10 100.00%
117
105
5000
134 A AU A A
39 5 6|3 | | 11.80 12.00 12.20 12.40
0..,....,....,....',-.:..|':-..'.,!.'..,....“,....',....,:'!!.,... brrrrtberee || M7z 105.10  54.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8970: Benzene, 1-ethenyl-4-methyl-
117

5000
11.80 12.00 12.20 12.40

m/z 118.10 49.12%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
R R R L s
11.80 12.00 12.20 12.40
5000 m/z 119.10 47 .21%
91
39 51
15 27 63 77 103
84 110

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8951: Indane

11.80 12.00 12.20 12.40

m/z 115.10 42 _.30%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.80 12.00 12.20 12.40

SOMUTRO62320WMA .M Mon Jun 29 13:53:35 2020
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU062520\
Data File : VU039123.D

Acq On : 25 Jun 2020 17:56

Operator : SY/MD

Sample : L3110-02DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA .M
TRACE VOA SOMO1.0

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... 2.02 2.7 ug/L 350480 1 6.28 658977 5.0
(DEL) Alkane: Str... 3.07 3.9 ug/L 511005 1 6.28 658977 5.0
(DEL) Alkane: Str... 3.39 1.1 ug/L 140096 1 6.28 658977 5.0
(DEL) Alkane: Str... 4.47 0.8 ug/L 100466 1 6.28 658977 5.0
(DEL) Alkane: Cyc... 4_57 0.5 ug/L 71515 1 6.28 658977 5.0
(DEL) Alkane: Str... 5.49 1.8 ug/L 230013 1 6.28 658977 5.0
(DEL) Alkane: Str... 5.93 2.6 ug/L 347207 1 6.28 658977 5.0
(DEL) Alkane: Str... 7.28 1.0 ug/L 131126 1 6.28 658977 5.0
(DEL) Alkane: Str... 7.40 1.5 ug/L 201460 1 6.28 658977 5.0
Benzene, propyl- 10.92 0.6 ug/L 82409 3 11.82 694076 5.0
Benzene, l-etheny... 12.11 0.8 ug/L 116244 3 11.82 694076 5.0
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