LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041147.D

Aca On : 09 Nov 2020 17:41

Operator : SY/MD

Sample : L4646-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 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\SOMUTR102620WMA .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

1.494 39 48 70 rBV 2365785 2748021 1.89% 0.730%
1.604 70 82 96 rvv 13886783 17343828 11.91% 4.607%
205 247 rBV 20573250 30093317 20.66% 7.993%
2.218 262 273 295 rVB3 6336808 12792143 8.78% 3.398%
2.327 295 307 320 rVV 4874027 6887929 4.73% 1.830%

abrwNPE
=
o]
o]
©
=
O
N

2.424 320 337 344 rVV 2419003 3723684 2.56% 0.989%
2.475 344 353 375 rVV 8585102 13429110 9.22% 3.567%
533 541 rBV3 2587704 7821792 5.37% 2.078%
3.153 555 564 612 rVB 2904135 7152963 4.91% 1.900%
3.379 615 634 656 rVB 1995864 4466409 3.07% 1.186%

(@R {cNec R NNe))
w
o
a1
I
I
©
(0}

11 3.999 815 827 844 rVB 1163801 2804803 1.93% 0.745%
12 4.108 844 861 874 rBV 654253 1659086 1.14% 0.441%
13 4_356 924 938 954 rVB 857731 2036456 1.40% 0.541%
14 4_.552 982 999 1014 rVvV 3959637 9567550 6.57% 2.541%
15 5.195 1189 1199 1215 rVB 862137 1871657 1.28% 0.497%

16 5.407 1247 1265 1278 rBV2 3334837 7910702 5.43% 2.101%
17 5.481 1278 1288 1312 rVB 1227166 2991801 2.05% 0.795%
18 5.829 1359 1396 1408 rBV2 50445768 145674593 100.00% 38.693%
19 5.925 1418 1426 1441 rVB5 1507790 3474933 2.39% 0.923%
20 6.009 1442 1452 1483 rVB3 600414 1655134 1.14% 0.440%

21 6.308 1535 1545 1569 rVvB2 592528 1663335 1.14% 0.442%
22 6.774 1672 1690 1702 rBV3 853616 2045910 1.40% 0.543%
23 7.266 1830 1843 1858 rVB 836341 1671426 1.15% 0.444%
24 7.391 1858 1882 1918 rBV3 1531510 3736085 2.56% 0.992%
25 7.976 2052 2064 2075 rVB 1018089 1676683 1.15% 0.445%

26 9.574 2549 2561 2582 rVB 2056127 3285531 2.26% 0.873%
27 9.706 2585 2602 2628 rVB 18427355 31002258 21.28% 8.235%
28 10.484 2831 2844 2856 rBV 1681024 2584754 1.77% 0.687%
29 10.906 2963 2975 2989 rBV 2573770 3961622 2.72% 1.052%
30 10.999 2990 3004 3010 rBV 3621577 6448749 4.43% 1.713%

31 11.086 3021 3031 3047 rVB 1726826 2610633 1.79% 0.693%
32 11.291 3082 3095 3115 rVB 4388545 6719868 4.61% 1.785%
33 11.465 3136 3149 3160 rBV 1826335 2760874 1.90% 0.733%
34 11.893 3268 3282 3293 rBV 2982221 4641434 3.19% 1.233%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041147.D

Aca On : 09 Nov 2020 17:41

Operator : SY/MD

Sample : L4646-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .M
TRACE VOA SOMO1.0

35 12.092 3327 3344 3361 rBV 5368280 8743092 6.00% 2.322%
36 12.179 3361 3371 3392 rVB6 809149 1573527 1.08% 0.418%
37 12.565 3479 3491 3498 rBV 1044647 1545644 1.06% 0.411%

38 12.674 3514 3525 3544 rVB 958278 1643598 1.13% 0.437%
39 13.446 3754 3765 3778 rVB3 1265438 2069353 1.42% 0.550%

Sum of corrected areas: 376490287
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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\VU110920\
Vu041147.D

09 Nov 2020 17:41

SY/MD

L4646-14

25_0mL/MSVOA U/WATER

16 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .M
TRACE VOA SOM01.0

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
5e+07

4e+07

3e+07

2e+07

le+07

TIC: VU041147.D

2.00

1.60

4.55 5.41

520 [5:48

5/83

ol

Time-->

4.09.11 436/\-
A A =4
4.00 4.50 5.00 5.50

Abundance
5e+07

4e+07

3e+07

2e+07

le+07

TIC: VU041147.D

9.71

9.57

10.48
A .

JAN

.00
10-13?%1.09 11.47
VAV 8l A

11.29

12.09
11.89
2.1

Time-->

(L.

i T T
9.50 10.00 10.50 11.00

11.50

12.00

Abundance
5e+07

4e+07

3e+07

2e+07

le+07

TIC: VU041147.D

12.58.67 13.45
Ao A

0=
Time-->

T
12.50

—— 7T 7 T T T T T T T T T T T T
13.00 13.50 14.00 14.50 15.00 15.50 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041147.D

Aca On : 09 Nov 2020 17:41

Operator : SY/MD

Sample : L4646-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 14

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

1.49 8.26 ug/L 2748020 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutane 58 C4H10 000075-28-5 72
2 Isobutane 58 C4H10 000075-28-5 72
3 Isobutane 58 C4H10 000075-28-5 64
4 l1sobutane 58 C4H10 000075-28-5 53
5 Propane, 2-nitro- 89 C3H7NO2 000079-46-9 9

Abundance Scan 47 (1.491 min): VU041147.D (-39) (-) m/z 43.10 100.00%
a3
5000
39‘
1.40 1.50 1.60 1.70 1.80 1.90
57
Olrrrrrrer e e A 2058 Y m/z 41.10  50.58%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #235: Isobutane
43
5000

1.40 1.50 1.60 1.70 1.80 1.90

27
39 m/z 42.10 33.12%
0 1215 19 30 36| 5053 57
B R X R EARATARE
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
43
1.40 1.50 1.60 1.70 1.80 1.90
5000 m/z 39.10 23.53%
27
39
o 1 1215 19 30 36 515457
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #237: Isobutane
43 1.40 1.50 1.60 1.70 1.80 1.90
m/z 38.10 4 _.00%
5000
27
39
15
0 2 12 | A1, _ 5053 57
A S R R e RA A RS
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 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\VU110920\
Data File : VU041147.D

Aca On : 09 Nov 2020 17:41

Operator : SY/MD

Sample : L4646-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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.

2.00 90.46 ug/L 30093300 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 81
2 Butane. 2-methvl- 72 C5H12 000078-78-4 72
3 Butane. 2-methvl- 72 C5H12 000078-78-4 64
4 Pentane 72 C5H12 000109-66-0 38
5 3-Buten-1-ol 72 C4H80 000627-27-0 38

Abundance Scan 205 (1.999 min): VU041147.D (-194) (-) m/z 43.10 100.00%
43
57
5000 39
5053 || 6265 6972 77 1.60 1.80 2.00 2.20 2.40
Obrrrrrerrpreer e e e e e e e e m/z 41.10 99.42%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #714: Butane, 2-methyl-
43
57
5000
1.60 1.80 2.00 2.20 2.40
29 ¥ m/z 42.10 85.34Y%
o 15 2¢ | 4953 | 62 67 2
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
43
57 1.60 1.80 2.00 2.20 2.40
5000 29 m/z 57.05 64.42%
39
o 1 5 26 33 4953 616568 /2
B A AR AR LALEA RAAAN LAAA KAL) KA AL RARA RERR) LARENLERE) AL KAL) LARSA NAASA RN
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #712: Butane, 2-methyl-
43 1.60 1.80 2.00 2.20 2.40
m/z 39.05 38.14%
57
5000 27
39
15
2 11 ! l 53\ 7\2
s L) LAy AN LA Rk LAASA AL ALY AL ARSI RALA) RARSA WA LA SAAAN LA 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 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041147.D

Aca On : 09 Nov 2020 17:41

Operator : SY/MD

Sample : L4646-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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.

2.22 38.45 ug/L 12792100 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. (E)- 70 C5H10 000646-04-8 50
2 Pentane 72 C5H12 000109-66-0 47
3 Cvclopropane. ethvl- 70 C5H10 001191-96-4 46
4 1-Pentene 70 C5H10 000109-67-1 43
5 2-Pentene, (E)- 70 C5H10 000646-04-8 43

Abundance Scan 274 (2.221 min): VU041147.D (-262) (-) m/z 55.10 100.00%
43 P
5000
70
1.80 2.00 2.20 2.40 2.60
37
I 1 O 2 SO TR - SN () o=y =y W U - W17
m/z--> 0 10 20 30 40 50 60 70 8 90
Abundance #558: 2-Pentene, (E)-
55
5000 42 70 180 200 220 2.40 2.60
29 m/z 42.10 68.54%
0 15 \‘ 36“ 49 ||, 63
L I S FUIL I LI IS SN IUILS UL IR
m/z--> 0 10 20 30 40 50 60 70
Abundance
43
1.80 2.00 2.20 2.40 2.60
5000 m/z 41.10 67.91%
27
) 15 57 72
o L T S UL SIS SIS UL UL I
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #577: Cyclopropane, ethyl-
42 1.80 2.00 2.20 2.40 2.60
m/z 39.10 54_.72%
55
5000
27 70
0"'I"”I'%?'I”"I'”'I"W""ﬁ%"l'”'l"”l"'W
m/z--> 0 10 20 30 40 50 60 70 8 90 1.80 2.00 2.20 2.40 2.60

SOMUTR102620WMA .M Wed Nov 11 10:34:22 2020 Page: 6



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041147.D

Aca On : 09 Nov 2020 17:41

Operator : SY/MD

Sample : L4646-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 7

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

2.33 20.71 ug/L 6887930 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. (E)- 70 C5H10 000646-04-8 93
2 2-Methvl-1-butene 70 C5H10 000563-46-2 90
3 2-Pentene. (2)- 70 C5H10 000627-20-3 90
4 Cvclopropane. 1.2-dimethvl-., trans- 70 C5H10 002402-06-4 87
5 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 87

Abundance Scan 308 (2.330 min): VU041147.D (-295) (-) m/z 55.10 100.00%
56
5000
3942 70
51 2.00 220 2.40 2.60
Olrrerrrreprrrrprrrrrrrrrrrerprrrpr G e Sy 0083 O | m/z  70.15  36.83%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #562: 2-Pentene, (E)-
5000 L L L L I
3942 0 200 220 240 2.60
29 m/z 39.05 34 .53%
o 15 26 3935 g 62 67
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
55
2.00 220 2.40 2.60
5000 m/z 42.10 33.54%
o9 3942 70
o 1 1215 26 3236 4851 6063 67
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #559: 2-Pentene, (2)-
2.00 220 2.40 2.60
m/z 41.10 26.94%
5000 42
- 39 70
o 1215 @‘%%M 51 | 606367
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.00 220 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041147.D

Aca On : 09 Nov 2020 17:41

Operator : SY/MD

Sample : L4646-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 9

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

2.42 11.19 ug/L 3723680 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. (2)- 70 C5H10 000627-20-3 90
2 2-Pentene 70 C5H10 000109-68-2 87
3 2-Methvl-1-butene 70 C5H10 000563-46-2 87
4 2-Methvl-1-butene 70 C5H10 000563-46-2 87
5 1-Butene, 3-methyl- 70 C5H10 000563-45-1 86

Abundance Scan 336 (2.420 min): VU041147.D (-320) (-) m/z 55.10 100.00%
55
5000 3049 0
c1 2.00 220 2.40 2.60 2.80
Olrrerrrreprrrrreeprereprrrerrrrrerr S e 28 8083 O | Tm/z 70.15  36.31%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #559: 2-Pentene, (2)-
5000 42 [T T
39 70 2.00 220 2.40 2.60 2.80
29 m/z 39.10 35.89%
o 1215 2§‘ 3236, 51 6063 67
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
55
2.00 220 2.40 2.60 2.80
5000 4 0 m/z 42.10 34.81%
29 39
0 1215 26 3236 454851 606387 73
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #564: 2-Methyl-1-butene
55 2.00 220 2.40 2.60 2.80
m/z 41.10 25.29%
5000
o9 3942 70
o 1 1215 2$‘ 3236,,|| 4851 | 606367
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.00 220 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041147.D

Aca On : 09 Nov 2020 17:41

Operator : SY/MD

Sample : L4646-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 2

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

2.48 40.37 ug/L 13429100 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butene. 2-methvl- 70 C5H10 000513-35-9 91
2 Cvclopropane. 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 91
3 2-Butene. 2-methvl- 70 C5H10 000513-35-9 90
4 Cvclopropane. 1.2-dimethvl-., trans- 70 C5H10 002402-06-4 87
5 1-Butene, 3-methyl- 70 C5H10 000563-45-1 87

Abundance Scan 355 (2.481 min): VU041147.D (-344) (-) m/z 55.10 100.00%
56
5000
39 70
2
51 67 220 240 2.60 2.80
o........,....,....,....,....,....,....,....F’.‘?.-.,'.]..,.f‘f?;.l..'.-:..?8?3.’,..-..-,....,....,.. m/z 70.20 39.22%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #571: 2-Butene, 2-methyl-
55
5000 U U L R R
- 41 70 2.20 2.40 2.60 2.80
m/z 39.10 33.55%
o 1 1215 £o33 38 |44 4851 | 6063 67
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
55
220 240 2.60 2.80
5000 0 m/z 41.10 30.07%
41
29
0 26 32 38 51 62 67
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #567: 2-Butene, 2-methyl-
55 220 240 2.60 2.80
m/z 42.10 22 .76%
5000 70
41
29
0 15 2¢ 3# 44 51 | 5862 67|73
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 6% fo 75 80 220 240 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041147.D

Aca On : 09 Nov 2020 17:41

Operator : SY/MD

Sample : L4646-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 5

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

3.05 23.51 ug/L 7821790 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 80
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 72
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 46
4 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 43
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 38

Abundance Scan 532 (3.051 min): VU041147.D (-496) (-) m/z 43.10 100.00%
a3
5000
39 6771 S S N A -
55 2.80 3.00 3.20 3.40
| 51 63 77 86
O”N“W“W“T“T“W“W“W”TJ+'W”MJ+“W“TLJ“W“W“T“T“W' m/z 42.10 84.93%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1832: Butane, 2,3-dimethyl-
43
5000
2.80 3.00 3.20 3.40
2 71 m/z 41.10 45_15%
7 39
0 15 ‘ U 5195 6267 86
LARAEREES RELS AALREEERE) ML AARSN AL AL RARR) SERK ARAL SARAY RARLA SARAA RERAL SAEL) ARSN SRS ARG BAAS AN
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 39.05 26 .40%
27
39 71
ol 1 s 34 515° 61 67 77 86
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-
43 2.80 3.00 3.20 3.40
m/z 71.20 22 .95%
5000
71
27 39 55 86
0 15 | I, 511 6367
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

SOMUTR102620WMA .M Wed Nov 11 10:34:27 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041147.D

Aca On : 09 Nov 2020 17:41

Operator : SY/MD

Sample : L4646-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 8 (DEL) Alkane: Cyclic3.15 Concentration Rank 6

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

3.15 21.50 ug/L 7152960 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclobutane. methvl- 70 C5H10 000598-61-8 80
2 1-Pentene 70 C5H10 000109-67-1 80
3 Cvclopentane 70 C5H10 000287-92-3 72
4 1-Pentene 70 C5H10 000109-67-1 72
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 64

Abundance Scan 563 (3.150 min): VU041147.D (-555) (-) m/z 42.10 100.00%
ap
5000 55
70
3 51| g165 || 74 70 84 2.80 3.00 3.20 3.40
O“M“W“W“W“W“W"W“T“WJ+'W“MJM“W“W“L“W“W“N“W“W m/z 41.10 52.23%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #572: Cyclobutane, methyl-
42
5000
2.80 3.00 3.20 3.40
27 o5 o m/z 55.10 45.28%
o 5 0 % s g ]
SRR R LA SRALA LA BALA LARSA NRAA RN AU AL ALY NRLA AR AR AL MR AAASA ARSI SR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
42
55 2.80 3.00 3.20 3.40
5000 m/z 70.20 34 .65%
27 70
o 15 31 38 51 63
LR KL ) SN AR RS KRR LA KLY AR LAY KA M) NARAY AR WAL R L) s
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #556: Cyclopentane B ERAs T o e  RREaS o
42 2.80 3.00 3.20 3.40
m/z 39.10 34.06%
5000
55 70
27
o 1 15 .31 3$“ 51 | 60 65
m/z--> 0 5 10 15 20 2'5 3'0 35 40 45 50 55 60 65 70 75 80 85 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041147.D

Aca On : 09 Nov 2020 17:41

Operator : SY/MD

Sample : L4646-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .M
Quant Title : 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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 13

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

4.00 8.43 ug/L 2804800 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butene. 2.3-dimethvl- 84 C6H12 000563-79-1 91
2 2-Pentene. 4-methvl-. (2)- 84 C6H12 000691-38-3 91
3 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 90
4 2-Butene. 2.3-dimethvl- 84 C6H12 000563-79-1 90
5 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 90

Abundance Scan 827 (3.999 min): VU041147.D (-815) (-) 69.10 100.00%
41 69 i
5000
84
53 3.60 3.80 4.00 4.20 4.40
38 | 45 50796 6265 | 7477 81
O“HP“W““P“W““P“W““fLW““PJW““P“WJ'L“W““P“ﬁ““r“w' m/z 41.10 85.88%
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1504: 2-Butene, 2,3-dimethyl-
41 69
5000
84 3.60 3.80 4.00 4.20 4.40
27 55 m/z 84.20 34.60%
| 3 AN 5\1\ | 65\
A AR e A RARKA A MRS AARMY Rk AR AR NI LAAR) MMM MRS ARLA ks AL
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
41 69
3.60 3.80 4.00 4.20 4.40
5000 m/z 39.10 27 .85%
27 55 84
o 158 38 44 51 6265 77
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1511: 2-Pentene, 3-methyl-, (E)-
41 69 3.60 3.80 4.00 4.20 4.40
m/z 53.10 9.45%
5000 55
84
27
0 3# | \5\1‘\ 65\ | .
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.60 3.80 4.00 4.20 4.40

SOMUTR102620WMA .M Wed Nov 11 10:34:30 2020 Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041147.D

Aca On : 09 Nov 2020 17:41

Operator : SY/MD

Sample : L4646-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 21

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

4.11 4.99 ug/L 1659090 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 97
2 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 95
3 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 94
4 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 91
5 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 91

Abundance Scan 861 (4.108 min): VU041147.D (-844) (-) m/z 41.10 100.00%
a 60
55
5000 84
51 | 65 3.80 4.00 4.20 4.40
I P 1 - K A0 N B -y ¥ R - Y1
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1512: 2-Pentene, 3-methyl-, (E)-
4
69
5000 55
27 84 3.80 4.00 4.20 4.40
m/z 55.10 52.78%
S A
e LA Ly L) A A LAY LA AR ALY LA LA AR AR LA LAY UL A LA I
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
41
69
3.80 4.00 4.20 4.40
5000 55 m/z 84.15 51.01%
o 15 32 g7 oL e165 77
ALLALLS LAAE) L) LEL) KAL) RELANALS) RAASN EARE) KAL) LARR) KAL) LARA) 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 #1513: 2-Pentene, 3-methyl-, (2)-
4 69 3.80 4.00 4.20 4.40
m/z 39.10 35.01%
5000 . 55 84
o 1 1 a7, Yl e16s,| 7377
m/z--> 0 5 10 15 20 25 30 35 4'0 45 5'0 55 60 6|5 7'0 75 80 8|5 %0 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041147.D

Aca On : 09 Nov 2020 17:41

Operator : SY/MD

Sample : L4646-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 17

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

4_36 6.12 ug/L 2036460 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 91
2 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 91
3 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 91
4 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 91
5 2-Pentene, 3-methyl-, (2)- 84 C6H12 000922-62-3 91

Abundance Scan 939 (4.359 min): VU041147.D (-924) (-) m/z 69.10 100.00%
4 69
55 84
5000

4.00 4.20 4.40 4.60

37 | 6165 | 7377
S L1 .|..,....:!.-..,....,....,.!. 3 e | M/Z 41.10  97.04%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1511: 2-Pentene, 3-methyl-, (E)-
41 69
5000 55
84 4.00 4.20 4.40 4.60
27 m/z 84.20 52.88%
37 | ?\1‘\ 65\ ! .
O T P T P T T I T e T e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
41
69
4.00 4.20 4.40 4.60
5000 55 m/z 55.10 52.55%
27 84
15 32 37 51 65 77
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1509: 2-Pentene, 3-methyl-, (E)-
an 69 4.00 4.20 4.40 4.60
m/z 39.10 33.00%
5000 55
27 84
o 2 15 a1 37l 5L, e165 | 77
AP PP PP P PP P e P e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041147.D

Aca On : 09 Nov 2020 17:41

Operator : SY/MD

Sample : L4646-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 (DEL) Alkane: Cyclic4.55 Concentration Rank 4

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

4_.55 28.76 ug/L 9567550 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 90
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 78
4 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 72
5 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 72

Abundance Scan 998 (4.549 min): VU041147.D (-982) (-) m/z 56.10 100.00%
56
41
5000 69
i), = | 6165 | 7377 8|4 420 4.40 4.60 4.80
O'rrrrrrrrrrrrr T e e m/z 41.10 58.13%
m/z--> 0 5 10 1520 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 84 m/z 69.10 42 .11%
o 1 15 1113337, | 51“‘ 6165 77
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
a1 420 4.40 4.60 4.80
5000 69 m/z 39.10 27 .79%
28
o 15 37 51 65 77 &
SLALLLLAR) LARE) WAL AL AL LA ALR) RAALY WARE) KRLLY R AL ARA) NARRI ALK RALE) WA R ML IR
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-
56 420 4.40 4.60 4.80
m/z 55.10 26.88%
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
m/z--> 0 5 10 1520 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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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041147.D

Aca On : 09 Nov 2020 17:41

Operator : SY/MD

Sample : L4646-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .M
Quant Title : 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 13 Cyclopentene, 1-methyl- Concentration Rank 18

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

5.20 5.63 ug/L 1871660 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene., 1-methvl- 82 C6H10 000693-89-0 90
2 Cvclopentene. 4-methvl- 82 C6H10 001759-81-5 90
3 Cvclopentene. 1-methvl- 82 C6H10 000693-89-0 90
4 Cvclopentene. l1l-methvl- 82 C6H10 000693-89-0 87
5 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 86

Abundance Scan 1200 (5.198 min): VU041147.D (-1189) (-) m/z 67.10 100.00%
67
5000
82
5053 4.80 5.00 520 5.40 5.60
o..,....,....,....,....,....,....f”.‘?:.'iﬂz..,....;.'.-.'.',...‘?,9?.3.,'.-.'.,...7.4,..'..|,.|...,....,... m/z 82.15  28.32%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1238: Cyclopentene, 1-methyl-
67
5000 ISR SN RN L
4.80 5.00 520 5.40 5.60
39 82 m/z 39.10 18.36%
27 53 79
0 15 | 31 ‘%245 507 58 63 | 74 7
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
67
4.80 5.00 520 5.40 5.60
5000 m/z 81.15 13.85%
39 82
21 54
o 15 24 31 36 42 48°1 576063 7074 79
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1243: Cyclopentene, 1-methyl-
67 4.80 5.00 520 5.40 5.60
m/z 41.10 12.28%
5000 82
27 ® 79
53
o 1215 24| 323642 5907566063 |, 74,
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041147.D

Aca On : 09 Nov 2020 17:41

Operator : SY/MD

Sample : L4646-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 12

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

5.48 8.99 ug/L 2991800 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 94
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 91
5 Ethane, isocyanato- 71 C3H5NO 000109-90-0 42

Abundance Scan 1288 (5.481 min): VU041147.D (-1278) (-) m/z 56.10 100.00%
43 56
5000 71 ]\/\
e e
85 5.20 5.40 5.60 5.80
o...,....,....,....,..??|il:..5,‘~’.'.|:,.‘?“?.!...??-..'..??..??9..., m/z 43.10 88.04%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3992: Pentane, 2,3-dimethyl-
43 56
5000
29 71 5.20 5.40 5.60 5.80
m/z 57.10 70.63%
o 15 “‘ 7, sl e | 77 8 100
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
43 56
5.20 5.40 5.60 5.80
5000 29 . m/z 41.10 70.41%
o 2 15 37 50 65 | 77 85 100
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3993: Pentane, 2,3-dimethyl-
3 56 5.20 5.40 5.60 5.80
m/z 71.15 41.64%
5000
29 71
0 \‘ 37| 49 || 65 ) 77 % 100 J\ 2 AN
m/z--> 0 10 20 30 40 50 60 70 8 90 100 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041147.D

Aca On : 09 Nov 2020 17:41

Operator : SY/MD

Sample : L4646-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 15 (DEL) Alkane: Straight-Chai... Concentration Rank 10

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

5.93 10.45 ug/L 3474930 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 43
2 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 43
3 1-Penten-3-o0l. 4-methvl- 100 C6H120 004798-45-2 43
4 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 37
5 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 32

Abundance Scan 1428 (5.931 min): VU041147.D (-1418) (-) m/z 57.10 100.00%
57
5000 M
67
82 99 5.60 5.80 6.00 6.20
0 ...,....,....,....,....|i:|..??.'.“..-,..J.-,.?“?.,!'...??...',....,....,. m/z 41.10 39.42%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7671: Butane, 2,2,3,3-tetramethyl-
57
5000
a1 5.60 5.80 6.00 6.20
29 m/z 56.10 37 .56%
o2 15 “\ 50 69 8 9 14
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
5.60 5.80 6.00 6.20
5000 m/z 67.10 21.36%
41
29
o2 15 48 64 71 83 9 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3893: 1-Penten-3-ol, 4-methyl-
57 5.60 5.80 6.00 6.20

m/z 39.10 19.32%

5000
41 67
27 82
0 H\ ‘\\‘ 50\\‘\ I 74 \‘ L 98
L L L B B L L L L L L LR LI NI NI I

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041147.D

Aca On : 09 Nov 2020 17:41

Operator : SY/MD

Sample : L4646-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 16 (DEL) Alkane: Cyclic6.01 Concentration Rank 22

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

6.01 4.98 ug/L 1655130 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 94
2 Cvclopentane. 1.2-dimethvl-. trans- 98 C7H14 000822-50-4 91
3 Cvclopentane. 1.2-dimethvl- 98 C7H14 002452-99-5 91
4 Cvclopentane. 1.2-dimethvl-., cis- 98 C7H14 001192-18-3 91
5 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91

Abundance Scan 1452 (6.009 min): VU041147.D (-1442) (-) m/z 56.10 100.00%
56
70
41
5000
H % 5.60 5.80 6.00 6.20 6.40
83 - - - - -
Ol 83 M 7T 0L | sz 70,10 73.69%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3407: Cyclopentane, 1,3-dimethyl-, cis-
56 70
41
5000
27 5.60 5.80 6.00 6.20 6.40
8 m/z 55.10 66.27%
o1 P n s e 7w
miz--> 0 10 20 30 40 50 60 70 8 90 100 |
Abundance
56
a1 0 5.60 5.80 6.00 6.20 6.40
5000 m/z 41.10 61.36%
27 83 %8
35 50 63 7 | 89
o L IR AL RIS UL UL AR IR LS B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3391: Cyclopentane, 1,2-dimethyl-
56 5.60 5.80 6.00 6.20 6.40
m/z 69.10 34 .82%
41 70
5000
27 ‘ 83 98
o [ 34 [ 0,0l e3 || 77 | &
m/z--> 0 10 20 30 40 50 60 70 8 90 100 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041147.D

Aca On : 09 Nov 2020 17:41

Operator : SY/MD

Sample : L4646-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 19

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

7.27 5.02 ug/L 1671430 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 91
2 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 87
3 Heptane. 4-methvl- 114 C8H18 000589-53-7 83
4 Pentane. 3-ethvl- 100 C7H16 000617-78-7 78
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 76

Abundance Scan 1844 (7.269 min): VU041147.D (-1830) (-) m/z 43.10 100.00%
a3
71
5000
55
7.00 7.20 7.40 7.60
0 ...,....,....,....,....|i.':..,.'.:|.,‘?.3.~.,.-...,f.‘?..,.??.,...?}9...,.. m/z 71.15 75.68%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7658: Pentane, 2,3,4-trimethyl-
43
71
5000

7.00 7.20 7.40 7.60

27 55 m/z 70.15 51.73%
oL 2 15 I \“‘ |62 83 91 99 114
N R e o N R R RS EEE s e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
71 7.00 7.20 7.40 7.60
5000 m/z 41.10 34._.38%
27 55
36 63 83 97 114
O T T T T T T T
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
m/z 55.10 23.66%
71
5000
57
29
85
0 ...,.”.,.%?.,”.h“...ﬁh:.?ﬂ.tk,.”.,:.”,.H..,”.9?..”,%%?.,”
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041147.D

Aca On : 09 Nov 2020 17:41

Operator : SY/MD

Sample : L4646-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 18 (DEL) Alkane: Straight-Chai... Concentration Rank 8

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

7.39 11.23 ug/L 3736090 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 72
2 Heptane. 4-methvl- 114 C8H18 000589-53-7 59
3 Hexane. 3-methvl- 100 C7H16 000589-34-4 53
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 53
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 50

Abundance Scan 1882 (7.391 min): VU041147.D (-1858) (-) m/z 43.10 100.00%
a3
71
57
5000 a5
99 7.00 7.20 7.40 7.60 7.80
0 ...,....,....,....,....|i.':..5,‘-’.'.|:.,.6.4.'.',.-..7.8,|..'=.P.2.-.'.',...?}9...,.. m/z 71.20 56.67%
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 70.15  45.99%
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
71 7.00 7.20 7.40 7.60 7.80
5000 m/z 57.10 45 _20%
o 15 50 85 g9 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3977: Hexane, 3-methyl-
43 7.00 7.20 7.40 7.60 7.80
m/z 41.10 41.73%
5000 57 10
29
o 15 ‘ |, 0, 8 100
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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041147.D

Aca On : 09 Nov 2020 17:41

Operator : SY/MD

Sample : L4646-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 19 Benzene, propyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
10.91 4.27 ug/L 3961620 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 94
2 Benzene. propvl- 120 C9H12 000103-65-1 90
3 Benzene. propvl- 120 C9H12 000103-65-1 87
4 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 83
5 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 72
Abundance Scan 2976 (10.909 min): VU041147.D (-2963) (-) m/z 91.10 100.00%
o
5000
- 120
. 30 P | 105 | 081 1060 1080 11.00 11.20___
R I L T O B B B ST m/z 120.20 22 .06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9407: Benzene, propyl-
9
5000
10.60 10.80 11.00 11.20
65 120 m/z 65.05 12_.07%
39 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
91
10.60 10.80 11.00 11.20
5000 m/z 92.10 10.45%
120
39 65 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9406: Benzene, propyl-
il 10.60 10.80 11.00 11.20
m/z 78.05 6.77%
5000
120
0 15 3\9 ) 6\5 i ‘ 195
miz> 20 40 60 80 100 120 140 160 180 200 250 240 260 280 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041147.D

Aca On : 09 Nov 2020 17:41

Operator : SY/MD

Sample : L4646-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 20 Benzene, l-ethyl-2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.00 6.95 ug/L 6448750 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3004 (10.999 min): VU041147.D (-2990) (-) m/z 105.20 100.00%
105
5000
120
77 91
39 51 65 10.60 10.80 11.00 11.20 11.40
Ob e e oe L B4 98 L) WS Th/77120.20  29.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 10.60 10.80 11.00 11.20 11.40
20 . o1 m/z 91.10 13.56%
27 51
o N N I . NN SNN N = T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
10.60 10.80 11.00 11.20 11.40
5000 m/z 77.10 13.28%
120
15 2 3 51 g6 o9
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105 10.60 10.80 11.00 11.20 11.40
m/z 79.10 9.36%
5000
120
o 12 % stges TS|
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 10.60 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041147.D

Aca On : 09 Nov 2020 17:41

Operator : SY/MD

Sample : L4646-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 21 Benzene, 1,2,3-trimethyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
11.09 2.81 ug/L 2610630 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Mesitvlene 120 C9H12 000108-67-8 97
3 Mesitvlene 120 C9H12 000108-67-8 95
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
5 Mesitylene 120 C9H12 000108-67-8 94
Abundance Scan 3032 (11.089 min): VU041147.D (-3021) (-) m/z 105.20 100.00%
105
5000 120
77 91 PP RN FUNLE
39 =& 65 10.80 11.00 11.20 11.40
O e e 2 b 84 ] 98 L) L1821 75950 50 46.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
10.80 11.00 11.20 11.40
77 m/z 77.10 13.86%
0 15 27 3\9\ 5\1 58 §5 L, 9\1 98 || il
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130
Abundance
105
120 10.80 11.00 11.20 11.40
5000 m/z 119.20 12.32%
. 27 39 Blgges 1 91
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9400: Mesitylene
105 10.80 11.00 11.20 11.40
120 m/z 91.10 11.50%
5000
39
27 51 o 91
ot S e B L B s L e N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041147.D

Aca On : 09 Nov 2020 17:41

Operator : SY/MD

Sample : L4646-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 22 Mesitylene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.29 7.24 ug/L 6719870 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
2 Mesitvlene 120 C9H12 000108-67-8 91
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 3095 (11.291 min): VU041147.D (-3082) (-) m/z 105.15 100.00%
105
5000
120
77 9
39 51 65 11.00 11.20 11.40 11.60
Ol gt MR 342 77 120.20 0 29.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.00 11.20 11.40 11.60
m/z 77.05 13.49%
27 39 51 65 7 91
0“|““V'LV'JP“'W““v“w'“Mgﬂwh'wmtl“hr““v'“v'“v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
120
11.00 11.20 11.40 11.60
5000 m/z 91.10 13.16%

15 27 39 51 65 w9
0!

memmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9426: Benzene, 1-ethyl-3-methyl-
1

11.00 11.20 11.40 11.60
m/z 79.10 10.30%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041147.D

Aca On : 09 Nov 2020 17:41

Operator : SY/MD

Sample : L4646-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 23 Benzene, 1,2,4-trimethyl- Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
11.47 2.97 ug/L 2760870 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 93

Abundance Scan 3151 (11.471 min): VU041147.D (-3136) (-) m/z 105.20 100.00%
105
5000 120

11.20 11.40 11.60 11.80

7 91
39 51
5065 | 84 | 98 | 113 ]

O L o L o o RARARE N R Ry e m/z 120.20 43.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
5000
120 11.20 11.40 11.60 11.80
77 o1 m/z 77.05 13.23%
39
ot L e e e u3l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
120 11.20 11.40 11.60 11.80
5000 m/z 119.15 11.88%
7
oL 15 27 39 51 58 65 o o
B o o o o o o S S REEEEEa )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9421: Benzene, 1,2,4-trimethyl-
105 11.20 11.40 11.60 11.80
0
120 m/z 91.10 11.27%
5000
oL 15 27 39 51 53 65 m 84 9} 98 ||
T T T T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.20 11.40 11.60 11.80

SOMUTR102620WMA .M Wed Nov 11 10:34:47 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041147.D

Aca On : 09 Nov 2020 17:41

Operator : SY/MD

Sample : L4646-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 24 unknown-01 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.89 5.00 ug/L 4641430 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 93
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3281 (11.889 min):vu041147.D(-326d§;) ) m/z 105.15 100.00%
105
5000 120
7 91
39 51 65 11.60 11.80 12.00 12.20
Obrrrrrr bS8 ol B4 98 L 3L 127 L o950 50 39 80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
5000 L S BRI SUULIN IR
120 1160 11.80 12.00 12.20
o 77 o1 m/z 77.10 13.55%
oL 15 27 7 Slsg® g g 13
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
120 11.60 11.80 12.00 12.20
5000 m/z 91.05 11.18%
oL 15 27 % 51565 g
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9427: Benzene, 1-ethyl-2-methyl-
11.60 11.80 12.00 12.20
m/z 119.20 9.44%
5000
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041147.D

Aca On : 09 Nov 2020 17:41

Operator : SY/MD

Sample : L4646-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 25 Indane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.09 9.42 ug/L 8743090 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 81
2 Benzene. 2-propenvl- 118 C9H10 000300-57-2 76
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 76
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 62
Abundance Scan 3343 (12.089 min): VU041147.D (-3327) (-) m/z 117.20 100.00%
117
5000
39 51 63 0 ms‘ '11.80 12.00 12,20 1240
7 134 : : : :
Ol e b P 841 98 1 L 127750 7z 118.20  54.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8951: Indane

ll.l80 12.I00 12.20 12.40
m/z 115.20  33.53%

5000

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
DDA 5 N ——
11.80 12.00 12.20 12.40
5000 o m/z 91.05 19.89%
39 51 58 65 8 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8966: Benzene, cyclopropyl-

11.80 12.00 12.20 12.40
m/z 119.20 12.46%

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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041147.D

Aca On : 09 Nov 2020 17:41

Operator : SY/MD

Sample : L4646-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 26 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
12.56 1.67 ug/L 1545640 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 95
3 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 p-Cymene 134 C10H14 000099-87-6 95

Abundance Scan 3490 (12.561 min): VU041147.D (-3479) (-) m/z 119.15 100.00%
119
5000
o1 134
39 51 65 [/ | 105 148 12.20 12.40 12.60 12.80
Obrrr prrrrprrrr e et el | m/z 134.20  27.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-

5000
12.20 12.40 12.60 12.80

m/z 91.10 18.56%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
12.20 12.40 12.60 12.80
5000 m/z 120.20 10.32%

134

15 27 39 5 65 77 91 105

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14879: Benzene, 2-ethyl-1,3-dimethyl-

12.20 12.40 12.60 12.80
m/z 77.10 10.13%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041147.D

Aca On : 09 Nov 2020 17:41

Operator : SY/MD

Sample : L4646-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 27 Benzene, l-ethenyl-3-ethyl- Concentration Rank 27

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

12.67 1.77 ug/L 1643600 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 91
2 Benzene. (2-methyl-1-propenvl)- 132 C10H12 000768-49-0 91
3 Indan. 1-methvl- 132 C10H12 000767-58-8 90
4 Benzene. (2-methvilcvclopropvIl)- 132 C10H12 1000327-39-0 87
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 86
Abundance Scan 3524 (12.671 min): VU041147.D (-3514) (-) m/z 117.15 100.00%

117
5000
132 N N
51 63 77 O 12,40 12.60 12,80 13.00
39 ) ) )

o 102110])), 12 m/z 115.15  33.20%

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

Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117
5000 132
12.40 12.60 12.80 13.00
o1 m/z 132.20 26.75%
39 51 83 77
0..P%?.P.%?P..JP...N”.u,MM.,”.H,”.u,”..}ﬂ%.,“ll,”.:ﬂm..,”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117 132
T T
12.40 12.60 12.80 13.00
5000 m/z 91.10 15.28%
91
39 65
o 15 27 ol 58 v og 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14031: Indan, 1-methyl-
117 12.40 12.60 12.80 13.00
m/z 118.15 10.30%
5000
132
91
39 51 65
P N A o T S 1 [
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041147.D

Aca On : 09 Nov 2020 17:41

Operator : SY/MD

Sample : L4646-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 28 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
13.45 2.23 ug/L 2069350 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 95
2 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 93
3 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 92
4 Benzene. (l1-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 87
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 87
Abundance Scan 3766 (13.449 min): VU041147.D (-3754) (-) m/z 117.15 100.00%
117
5000
132
0 51 e 77 ‘ " 13.20 13.40 13.60 13.80
103 : : : :
o..,....,....,....',....i'.n...,.'."..,...'.-,?ﬁ‘..-,'....,:-..1.}9.!.'|,.1?ﬁ',|.-.'..,... m/z 132.20 34.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117

5000

13.20 13.40 13.60 13.80
m/z 115.15  28.98%

01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
13.20 13.40 13.60 13.80
5000 132 m/z 119.20 20.62%
91
0 15 27 39 51 65 7 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14086: Benzene, 2-ethenyl-1,4-dimethyl- R e AN Ramms
117 13.20 13.40 13.60 13.80

m/z 131.20 17.93%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110920\
Data File : VU041147.D

Acq On : 09 Nov 2020 17:41

Operator : SY/MD

Sample - L4646-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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... 1.49 8.3 ug/L 2748020 1 6.26 1663340 5.0
(DEL) Alkane: Str... 2.00 90.5 ug/L 30093300 1 6.26 1663340 5.0
(DEL) Alkane: Str... 2.22 38.5 ug/L 12792100 1 6.26 1663340 5.0
(DEL) Alkane: Str... 2.33 20.7 ug/L 6887930 1 6.26 1663340 5.0
(DEL) Alkane: Str... 2.42 11.2 ug/L 3723680 1 6.26 1663340 5.0
(DEL) Alkane: Str... 2.48 40.4 ug/L 13429100 1 6.26 1663340 5.0
(DEL) Alkane: Str... 3.05 23.5 ug/L 7821790 1 6.26 1663340 5.0
(DEL) Alkane: Cyc... 3.15 21.5 ug/L 7152960 1 6.26 1663340 5.0
(DEL) Alkane: Str... 4.00 8.4 ug/L 2804800 1 6.26 1663340 5.0
(DEL) Alkane: Str... 4.11 5.0 ug/L 1659090 1 6.26 1663340 5.0
(DEL) Alkane: Str... 4.36 6.1 ug/L 2036460 1 6.26 1663340 5.0
(DEL) Alkane: Cyc... 4.55 28.8 ug/L 9567550 1 6.26 1663340 5.0
Cyclopentene, 1-m... 5.20 5.6 ug/L 1871660 1 6.26 1663340 5.0
(DEL) Alkane: Str... 5.48 9.0 ug/L 2991800 1 6.26 1663340 5.0
(DEL) Alkane: Str... 5.93 10.4 ug/L 3474930 1 6.26 1663340 5.0
(DEL) Alkane: Cyc... 6.01 5.0 ug/L 1655130 1 6.26 1663340 5.0
(DEL) Alkane: Str... 7.27 5.0 ug/L 1671430 1 6.26 1663340 5.0
(DEL) Alkane: Str... 7.39 11.2 ug/L 3736090 1 6.26 1663340 5.0
Benzene, propyl- 10.91 4.3 ug/L 3961620 3 11.81 4641430 5.0
Benzene, l-ethyl-_... 11.00 7.0 ug/L 6448750 3 11.81 4641430 5.0
Benzene, 1,2,3-tr... 11.09 2.8 ug/L 2610630 3 11.81 4641430 5.0
Mesitylene 11.29 7.2 ug/L 6719870 3 11.81 4641430 5.0
Benzene, 1,2,4-tr... 11.47 3.0 ug/L 2760870 3 11.81 4641430 5.0
unknown-01 11.89 5.0 ug/L 4641430 3 11.81 4641430 5.0
Indane 12.09 9.4 ug/L 8743090 3 11.81 4641430 5.0
Benzene, 4-ethyl-_... 12.56 1.7 ug/L 1545640 3 11.81 4641430 5.0
Benzene, l-etheny... 12.67 1.8 ug/L 1643600 3 11.81 4641430 5.0
Benzene, 2-etheny... 13.45 2.2 ug/L 2069350 3 11.81 4641430 5.0
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