LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041146.D

Aca On : 09 Nov 2020 17:18

Operator : SY/MD

Sample : L4646-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 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 1.494 40 48 71 rBvY 1239361 1342820 2.03% 0.913%
2 1.607 71 83 96 rBvY 7108367 8289625 12.53% 5.639%
3 2.002 194 206 229 rvVB 11728853 15879335 24.01% 10.802%
4 2.215 262 272 294 rVB3 2109506 4048540 6.12% 2.754%
5 2.327 295 307 320 rBVY 1299360 1848182 2.79% 1.257%
6 2.427 320 338 345 rVvVv 587905 940665 1.42% 0.640%
7 2.478 345 354 374 rVB 2576052 4017124 6.07% 2.733%
8 3.057 497 534 541 rBV3 1202874 3368537 5.09% 2.292%
9 3.154 555 564 586 rVB2 1491712 3246112 4.91% 2.208%
10 3.379 615 634 655 rVB 879167 1945295 2.94% 1.323%

11 3.999 815 827 844 rVB 477791 1140306 1.72% 0.776%
12 4_356 924 938 953 rVvB 320157 749429 1.13% 0.510%
13 4_.552 981 999 1015 rVvV 1811826 4347815 6.57% 2.958%
14 5.407 1246 1265 1277 rBV 1553099 3588890 5.43% 2.441%
15 5.478 1278 1287 1310 rVB2 444820 1070387 1.62% 0.728%

16 5.809 1355 1390 1403 rBV2 29441498 66135145 100.00% 44.991%
17 5.915 1415 1423 1439 rVB6 514801 1259407 1.90% 0.857%
18 6.774 1674 1690 1713 rVB3 353905 883812 1.34% 0.601%
19 7.391 1858 1882 1917 rBV3 466644 1134109 1.71% 0.772%
20 9.571 2549 2560 2581 rBV 669165 1052883 1.59% 0.716%

21 9.697 2585 2599 2628 rVB 4469079 7221801 10.92% 4.913%
22 10.484 2830 2844 2855 rBV 704178 1089825 1.65% 0.741%
23 10.902 2963 2974 2989 rBV 941282 1434565 2.17% 0.976%
24 10.996 2989 3003 3007 rBV 760697 1197887 1.81% 0.815%
25 11.288 3081 3094 3116 rVB 1485220 2299406 3.48% 1.564%

26 11.465 3132 3149 3160 rBV 1061045 1613140 2.44% 1.097%
27 11.890 3268 3281 3293 rBV 881333 1339331 2.03% 0.911%

28 12.089 3325 3343 3361 rBV 2272145 3709003 5.61% 2.523%
29 13.446 3753 3765 3779 rVB3 488021 804072 1.22% 0.547%

Sum of corrected areas: 146997448
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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\
Vu041146.D

09 Nov 2020 17:18

SY/MD

L4646-13

25_0mL/MSVOA U/WATER

15 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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\VU110920\
Data File : VU041146.D

Aca On : 09 Nov 2020 17:18

Operator : SY/MD

Sample : L4646-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 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 13

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

1.49 5.33 ug/L 1342820 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 Isobutane 58 C4H10 000075-28-5 42
5 Propane, 2-nitro- 89 C3H7NO2 000079-46-9 9

Abundance Scan 47 (1.491 min): VU041146.D (-40) (-) m/z 43.10 100.00%
a3
5000
39
1.40 1.50 1.60 1.70 1.80 1.90
57
Olrrrrrrrr e e s A 2058 Y m/z 41.10  50.57%
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #235: Isobutane
43
5000
27 1.40 1.50 1.60 1.70 1.80 1.90
39 m/z 42.10 33.25%
0 1215 19 30 36| 5053 57
miz--> T R S
Abundance
43
1.40 1.50 1.60 1.70 1.80 1.90
5000 m/z 39.10 23.65%
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 3.94%
5000
27 30
15
0 2 12 | A1, _ 5053 57
m/z--> 0 5 10 1'5 20 25 30 35 4'0 45 50 5'5 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 : VU041146.D

Aca On : 09 Nov 2020 17:18

Operator : SY/MD

Sample : L4646-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 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 63.04 ug/L 15879300 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 91
2 Butane. 2-methvl- 72 C5H12 000078-78-4 91
3 Butane. 2-methvl- 72 C5H12 000078-78-4 86
4 3-Buten-1-ol 72 C4H80 000627-27-0 47
5 Pentane 72 C5H12 000109-66-0 36

Abundance Scan 205 (1.999 min): VU041146.D (-194) (-) m/z 43.10 100.00%
43
57
5000 39
36 5053 || 265 6972 1.60 1.80 2.00 2.20 2.40
0““““W“P“W“W“M““vmv“w“4"W“P“J”W“M““vmv“wm' m/z 41.10 96.97%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #714: Butane, 2-methyl-
43
57
5000
1.60 1.80 2.00 2.20 2.40
29 ¥ m/z 42.10 86.23%
0 15 Zé 1| 5053/ 62 67 7?
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
43
57 1.60 1.80 2.00 2.20 2.40
5000 29 m/z 57.10 63.33%
39
o 1 ® 26 33 5053 616467 '2
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #712: Butane, 2—methy|— f\l L L L L L B
43 1.60 1.80 2.00 2.20 2.40
m/z 39.05 36.48%
57
5000 27
39
15
0 2 12 1] 0 | \ 5053 7\2
m/z--> 0 5 10 1% 20 25 30 35 40 45 55 5% 65 65 70 75 80 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 : VU041146.D

Aca On : 09 Nov 2020 17:18

Operator : SY/MD

Sample : L4646-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 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.

2.21 16.07 ug/L 4048540 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 86
2 Pentane 72 C5H12 000109-66-0 80
3 Butane. 2-methvl- 72 C5H12 000078-78-4 72
4 Pentane 72 C5H12 000109-66-0 72
5 Pentane 72 C5H12 000109-66-0 53

Abundance Scan 271 (2.211 min): VU041146.D (-262) (-) m/z 43.10 100.00%
a3
5000
39 57 S SRR SRR
72 1.80 2.00 2.20 2.40 2.60
36 5053| | 6063666
Obrrrrrrerrrrerrererererreeerereree Sy 5053 [ 60636669 | 7" a5 00 60.79%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #706: Pentane
43
5000
1.80 2.00 2.20 2.40 2.60
27 39 57 - m/z 41.10 58.98%
0 15 \30 . 5053 | 6265 69 |
miz--> A R
Abundance
43
1.80 2.00 2.20 2.40 2.60
5000 27 m/z 39.10 25.20%
39
57
0 2 1" 30 5053 2
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #714: Butane, 2-methyl-
43 1.80 2.00 2.20 2.40 2.60
57 m/z 57.10 15.23%
5000
29 39
o 15 2¢ 1l 5083 62 67 "2 A
m/z--> 0 5 10 15 20 25 30 §5 40 45 55 §5 60 65 70 75 80 180 200 220 240 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041146.D

Aca On : 09 Nov 2020 17:18

Operator : SY/MD

Sample : L4646-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 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 10

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

2.33 7.34 ug/L 1848180 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-Pentene. (2)- 70 C5H10 000627-20-3 90
3 2-Methvl-1-butene 70 C5H10 000563-46-2 90
4 Cvclopropane. 1.2-dimethvl-., cis- 70 C5H10 000930-18-7 90
5 2-Pentene 70 C5H10 000109-68-2 87

Abundance Scan 308 (2.330 min): VU041146.D (-295) (-) m/z 55.05 100.00%
55
5000
3942 70
c1 2.00 220 2.40 2.60
Olrrerrrreprerrprerrrrrrrrerprrrp S e 8 bl 0083 O | Tm/z  70.20  37.17%
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 33.82%
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 42 m/z 42.05 32.86%
70
29 39
0 1215 26 3236 51 | 606367
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

m/z 41.10 26 .86%

5000
29 3942 70
1 1215 A‘m%w 4851 | 6063 67
3 L ot H TR P —

m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041146.D

Aca On : 09 Nov 2020 17:18

Operator : SY/MD

Sample : L4646-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 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 20

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

2.43 3.73 ug/L 940665 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-Methvl-1-butene 70 C5H10 000563-46-2 90
3 2-Methvl-1-butene 70 C5H10 000563-46-2 87
4 Cvclopropane. 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 87
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 87

Abundance Scan 339 (2.430 min): VU041146.D (-320) (-) m/z 55.10 100.00%
55
5000 3942 70
51 2.00 220 2.40 2.60 2.80
o........,....,....,....,....,....,....,....,3.‘?:.;]...,....;:..'.- 808 e | m/z 70.10 37.03%
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 I SR R R
39 70 2.00 220 2.40 2.60 2.80
29 m/z 39.10 35.36%
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 70 m/z 42.05 34.29%
- 3942
0 15 26 51 62 67
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 24 _.85%
5000
og 3942 70
o 1 1215 24 3236, | 4851 | 6063 67
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 200 220 240 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041146.D

Aca On : 09 Nov 2020 17:18

Operator : SY/MD

Sample : L4646-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 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: Cyclic2.48 Concentration Rank 4

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

2.48 15.95 ug/L 4017120 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 91
2 2-Butene. 2-methvl- 70 C5H10 000513-35-9 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 2-Pentene 70 C5H10 000109-68-2 83

Abundance Scan 355 (2.482 min): VU041146.D (-345) (-) m/z 55.10 100.00%
56
5000
39 70
2
51 67 220 240 2.60 2.80
Obrrrrrrrrrrreprreeprrrrrerepreeepreererre S e 28 e S e peeerree | M7z 7020 40.23%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
55
5000 70 U U L R R
M 220 240 2.60 2.80
29 m/z 39.10 32.24%
. 2% 3 B Sl e 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 m/z 41.10 29 .34%
41 70
27
0 1 1215 3033 38 444851 = 6063 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- — .{\.. Al
55 220 240 2.60 2.80

m/z 42.10 22 .45%

5000 70
41

29

15 26 3# 4451|5862 67|73

O e e R e e e R AR SRR e m e

I
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 220 2.40 2.60 2.80

SOMUTR102620WMA .M Wed Nov 11 10:33:42 2020 Page: 8



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041146.D

Aca On : 09 Nov 2020 17:18

Operator : SY/MD

Sample : L4646-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 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 6

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

3.06 13.37 ug/L 3368540 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 86
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 80
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 72
4 Pentane. 2-methvl- 86 C6H14 000107-83-5 50
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 49

Abundance Scan 535 (3.060 min): VU041146.D (-497) (-) m/z 43.05 100.00%
43
5000
39 71
55 2.80 3.00 3.20 3.40
0“““WMWMWWWWWWWNWNWNL“HNWJ4NW“WJWLW“W”WLW“W“ m/z 42.05 83.52%
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 U U R L L
2.80 3.00 3.20 3.40
71 m/z 41.10 42.67%
0 15 | . 512 6267 :
FAARES AL KA SRR A ML MRS SR MAREN LA LARAN AL LARAYBERA AL ARRAL RARLABARS AR B K
m/z--> 0 5 10 1520 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 71.20 23.43%
27
39 71
0 1 o 34 51°° 61 67 77 86
SLALLALLL) W) LAY Sh) AL ALY RALA! ML) ALY RAAN LAY LAkt WA MRS LARAIRARA) Rkl MR A M A
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1830: Butane, 2,3-dimethyl- NN . N4 -
a4 2.80 3.00 3.20 3.40

m/z 39.10 21.12%

5000

71
27

55 86
15 132 3$‘ 517 6367 | 77

Olrrrrrrrprrrrprrrprre e T

m/z--> 0 5 1015 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\VU110920\
Data File : VU041146.D

Aca On : 09 Nov 2020 17:18

Operator : SY/MD

Sample : L4646-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 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: Straight-Chai... Concentration Rank 7

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

3.15 12.89 ug/L 3246110 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene 70 C5H10 000109-67-1 80
2 Cvclopentane 70 C5H10 000287-92-3 72
3 1-Pentene 70 C5H10 000109-67-1 72
4 Cvclobutane. methvl- 70 C5H10 000598-61-8 72
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 64

Abundance Scan 563 (3.150 min): VU041146.D (-555) (-) m/z 42.10 100.00%
ap
5000 55
70
e S
3 51 | 6165 || 74 79 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“W“W“W m/z 41.10 48.20%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #553: 1-Pentene
42
55
5000
27 70 2.80 3.00 3.20 3.40
m/z 55.10 43_.45%
o 15 a1 38 5l 63
LARARRES KA LRALE RRLE RARA RS RARALSEASARLREN ARE) RELS) ARLAI UALAA SARAA RARA) SALA AR MARSA ARSI AR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
42
2.80 3.00 3.20 3.40
5000 m/z 70.10 34.24%
55 70
27
o 1 15 31 38 51 60 65
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #551: 1-Pentene e e
42 2.80 3.00 3.20 3.40
m/z 39.10 32.11%
55
5000 70
29
0 15 25\ 38| 51| 6165
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 2.80 3.00 3.20 3.40

SOMUTR102620WMA .M Wed Nov 11 10:33:45 2020 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041146.D

Aca On : 09 Nov 2020 17:18

Operator : SY/MD

Sample : L4646-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 9

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

3.38 7.72 ug/L 1945300 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 90
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
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): VU041146.D (-615) (-) 57.10 100.00%
57
41
5000
37 1053|| 636771 77 86 3.00 3.20 3.40 3.60 3.80
0”m“W“W“T“T“W“W“W”T“+JW”MJ$:W“T“M“W“W“ﬁ“T“W' m/z  56.05 82.42%

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 41.10 67.19%

0 1 15 25/ 3337 | 454953 61 67/1 77 86
e
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
57
a1 3.00 320 3.40 3.60 3.80
5000 " m/z 43.10 24.99%
o 15 37 53 6367/% 86
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 A
Abundance #1827: Pentane, 3-methyl- T
57 3.00 320 3.40 3.60 3.80
m/z 39.10 19.79%
29 41
5000
2 15 ‘ 53, 1 86
Olrrrrrrrrpirreprreprerrerprerrp e e by
mz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.00 320 3.40 3.60 3.80

SOMUTR102620WMA .M Wed Nov 11 10:33:46 2020 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041146.D

Aca On : 09 Nov 2020 17:18

Operator : SY/MD

Sample : L4646-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 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 16

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

4.00 4_.53 ug/L 1140310 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-Butene. 2.3-dimethvl- 84 C6H12 000563-79-1 91
3 2-Butene. 2.3-dimethvl- 84 C6H12 000563-79-1 91
4 2-Butene. 2.3-dimethvl- 84 C6H12 000563-79-1 90
5 1-Butene, 2,3-dimethyl- 84 C6H12 000563-78-0 90

Abundance Scan 827 (3.999 min): VU041146.D (-815) (-) m/z 69.10 100.00%
41 60
5000 84
53 3.60 3.80 4.00 4.20 4.40
3 50°356 6065
Obeprrrrrrrrprrrrprrrerreprerrr b et bk ey oo bt Sk e | | M7z 41.10  87.51%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1502: 2-Butene, 2,3-dimethyl-
4
69
5000
a4 3.60 3.80 4.00 4.20 4.40
27 55 m/z 84.20 36.17%
0 15 3033 38|44 51 | 586265 | 747781
mz-> 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 a1 m/z 39.10 28.66%
27 55
0 38 51 65
A LR AL LAY RAREARALAN ARLY RAREARAAR) ALY RARES LARLA RAAL) ANE RRAMH ALY RANES LARMA MAAKI N
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1503: 2-Butene, 2,3-dimethyl-
4 69 3.60 3.80 4.00 4.20 4.40
m/z 67.10 10.06%
5000
84
27 55
o | 30 3$‘ 4 51 | 6265 | 747781
m/z--> 5 10 15 20 25 30 35 4'0 45 5'0 5'5 60 6|5 70 75 80 85 90 3.60 3.80 4.00 4.20 4.40

SOMUTR102620WMA .M Wed Nov

11 10:33:47 2020

Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041146.D

Aca On : 09 Nov 2020 17:18

Operator : SY/MD

Sample : L4646-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 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 22

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

4_36 2.98 ug/L 749429 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 94
2 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 91
3 2-Pentene. 3-methvl- 84 C6H12 000922-61-2 91
4 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 91
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91

Abundance Scan 939 (4.359 min): VU041146.D (-924) (-) m/z 69.10 100.00%
4 69
5000 55 84

4.00 4.20 4.40 4.60

1| | 61 65

37 77
Olrrrrrreprrmrersrrrrrrerprrrrerererrr e e e O o e ety | M/Z. 41.10 98 14%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1510: 2-Pentene, 3-methyl-, (2)-
41
69
5000
27 s 84 4.00 420 4.40 4.60
m/z 55.10 52.38%
15 32 51
o Ol O - . S N
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 84.20 51.34%
27 84
o 1 15 37 51 6165 7377
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1473: 2-Pentene, 3-methyl-
41 69 4.00 4.20 4.40 4.60
m/z 39.10 32.41%
5000 55 84
27
0 15 31 37| |[45 1| 6165 | 77 |
T T T T P T T P R T e e e e
m/z--> 0O 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

SOMUTR102620WMA .M Wed Nov 11 10:33:48 2020 Page: 13



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041146.D

Aca On : 09 Nov 2020 17:18

Operator : SY/MD

Sample : L4646-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 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 2

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

4_.55 17.26 ug/L 4347820 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 Cvclohexane 84 C6H12 000110-82-7 80
4 Cvclopentane. methvl- 84 C6H12 000096-37-7 78
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72

Abundance Scan 998 (4.549 min): VU041146.D (-981) (-) m/z 56.10 100.00%
56
41
5000 69
84 420 440 460 480
37 51 || 6165 | 74 79 ; ; : '
o - 11| N o1 | P2 351 L S N B m/z 41.10 57.22%
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
o8 o m/z 69.10 42 .10%
15 I 37 “ 55“\\‘ ! 65\\ . " ‘
S A Ly LA AR AN LA AL AR AR AL IRl AR SRS RALAL kol AL SR Al kel
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
41 4.20 4.40 4.60 4.80
5000 m/z 55.10 26.51%
69
21 84
o 1 15 3337 51 6165 77
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1455: Cyclohexane
56 84 420 4.40 4.60 4.80
m/z 39.10 26.47%
5000 a1
69
27
0 5 T gl S eies | 7377 |
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 420 4.40 4.60 4.80

SOMUTR102620WMA .M Wed Nov 11 10:33:50 2020 Page: 14



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041146.D

Aca On : 09 Nov 2020 17:18

Operator : SY/MD

Sample : L4646-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 19

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

5.48 4.25 ug/L 1070390 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 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 38

Abundance Scan 1288 (5.481 min): VU041146.D (-1278) (-) m/z 56.10 100.00%
43 56
5000 71
85 520 5.40 560 5.80
0 ...,....,....,....,..??LI.-.?,QI.':,.‘?“?.,'....7?-..'..,....1?9..., m/z 43.10 84.13%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3992: Pentane, 2,3-dimethyl-
43 56
5000
29 71 520 5.40 560 5.80

m/z 41.10 68.23%

15 37‘\

‘ 50| 65| 77 8 100
R e £
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
43 56
520 5.40 5.60 5.80
5000 29 m/z 57.10 68.17%
71
o 2 B 37 50 65 | 77 8 100
L LA i o e e e REREE RS
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3993: Pentane, 2,3-dimethyl-
4 56 520 5.40 5.60 5.80
m/z 71.20 40.64%
5000
29 71
0 \‘ 37| 49 || 65 [ 77 8 100
L LR o o o e e e S ERAREEE SRRy
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.20 540 5.60 5.80

SOMUTR102620WMA .M Wed Nov 11 10:33:51 2020 Page: 15



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041146.D

Aca On : 09 Nov 2020 17:18

Operator : SY/MD

Sample : L4646-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 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 unknown-01 Concentration Rank 14

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

5.92 5.00 ug/L 1259410 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexen-1-ol. (2)- 100 C6H120 000928-94-9 42
2 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 10
3 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 10
4 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 10
5 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 10

Abundance Scan 1424 (5.919 min): VU041146.D (-1415) (-) m/z 57.10 100.00%
57
5000 a1 o7
82
50 ‘ 99 5.60 5.80 6.00 6.20
0 ...,....,....,....,....|i.|...i-.'.|~..-,..~..,.7.4..-,-.|...,....',....,....,. m/z 41.10 37.90%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3825: 2-Hexen-1-ol, (2)-
57
41
5000 67
27 82 5.60 5.80 6.00 6.20
m/z 67.10 36.23%
0 “'|“'w"”|“‘jm'”|N“?RMMW'““N"HV“'V'?ﬁ'“'l”'w'
m/z--> 0O 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 56.10 30.63%
s M
o2 15 48 69 7784 99 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7651: Hexane, 2,2-dimethyl- e S ARaREEREEE L e
57 5.60 5.80 6.00 6.20
m/z 54.10 23.22%
5000
- 41
o 15 7 |l s0 e 83 9
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20

SOMUTR102620WMA .M Wed Nov 11 10:33:52 2020 Page: 16



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041146.D

Aca On : 09 Nov 2020 17:18

Operator : SY/MD

Sample : L4646-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 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 17

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

7.39 4_.50 ug/L 1134110 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 78
2 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 59
3 Heptane. 4-methvl- 114 C8H18 000589-53-7 59
4 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 53
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 53

Abundance Scan 1882 (7.391 min): VU041146.D (-1858) (-) m/z 43.05 100.00%
a3
71 /&
5000 57
85
% 700 7.20 7.40 7.60 7.80
0 ...,....,....,....,....|i.': 5°'| ,ﬁ‘.“.'.',..7.$|....,..-.'.-,...?}9...,.. m/z 71.20 57.49%
m/z--> 0 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
85 m/z 70.10 47.38%
oL_2 15 \\ . 50 | 78 “ 9 113
miz--> o 1o 2 3 4o %0 e'o 70 80 90 100 110 120
Abundance
43
7.00 7.20 7.40 7.60 7.80
5000 m/z 57.10 44 _53%
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 41.10 41 _.63%
5000
57
o s 1 oso ] B e 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 11'0 120 7.00 7.20 7.40 7.60 7.80

SOMUTR102620WMA .M Wed Nov 11 10:33:53 2020 Page: 17



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041146.D

Aca On : 09 Nov 2020 17:18

Operator : SY/MD

Sample : L4646-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 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 Benzene, propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.90 5.36 ug/L 1434570 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. proovl- 120 C9H12 000103-65-1 90
3 Benzene. proovl- 120 C9H12 000103-65-1 86
4 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 72
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 64
Abundance Scan 2973 (10.899 min): VU041146.D (-2963) (-) m/z 91.10 100.00%
g1
5000
120 'W"'W"'ﬁﬁ"W'A“I
39 105 | - 10.60 10.80 11.00 11.20
Obrrr prrrebr ettt e e 2ok m/z 120.15  21.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9407: Benzene, propyl-
91
5000
10.60 10.80 11.00 11.20
65 120 m/z 65.05 12.22%
15 0] 105
O'HVM'LA'ﬁ“”VJ'V“'V“'V“"“"“"“"“"“w'“w'“
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 10.73%
120
39 65 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9406: Benzene, propyl- B A
o 10.60 10.80 11.00 11.20
m/z 78.10 6.84%
5000
120
0 15 3\9 ) 6\5 i ‘ 195
miz-> 20 40 60 80 100 120 140 180 18 200 250 240 250 250 10.60 10.80 11.00 11.20

SOMUTR102620WMA .M Wed Nov 11 10:33:55 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041146.D

Aca On : 09 Nov 2020 17:18

Operator : SY/MD

Sample : L4646-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 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 Benzene, l-ethyl-2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.00 4_.47 ug/L 1197890 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. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 3004 (10.999 min): VU041146.D (-2989) (-) m/z 105.20 100.00%
105
5000
120
77 91
39 51 65 10.60 10.80 11.00 11.20 11.40
Ol e i 84l 98 W 13 sz 120,20 29.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 10.60 10.80 11.00 11.20 11.40
20 . oL m/z 91.05 13.24%
o 2 T St 8 e e | w3
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
10.60 10.80 11.00 11.20 11.40
5000 m/z 77.10 13.21%
120
18 27 39 51 g 65 77 91
Ol T e T T T T T e T T T T
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105 10.60 10.80 11.00 11.20 11.40
m/z 79.05 9.19%
5000
120
91
o 15 27 3 sigges 1T ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 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 : VU041146.D

Aca On : 09 Nov 2020 17:18

Operator : SY/MD

Sample : L4646-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 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 Benzene, l-ethyl-4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.29 8.58 ug/L 2299410 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 Benzene. 1l-ethvl-2-methvl- 120 C9H12 000611-14-3 91
3 Benzene. 1-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3095 (11.291 min):VUO41146.D(—3081)d)(—) m/z 105.15 100.00%
105
5000
120
77 91
39 851 65 11.00 11.20 11.40 11.60
O et 84 L 9B L 3L 77 7120.20 29 60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.00 11.20 11.40 11.60
29 . o1 m/z 77.10 13.41%
o 2 T S8 e es | 13
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
11.00 11.20 11.40 11.60
5000 m/z 91.10 12.92%
120
a5 21 3 51565 o9l
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9430: Benzene, 1-ethyl-4-methyl-
105 11.00 11.20 11.40 11.60
m/z 79.10 10.11%
5000
120
oL 15 27 30 Slsges g Sl eg | w3
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 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 : VU041146.D

Aca On : 09 Nov 2020 17:18

Operator : SY/MD

Sample : L4646-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 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, 1,2,3-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.47 6.02 ug/L 1613140 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 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, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
Abundance Scan 3151 (11.472 min): VU041146.D (-3132) (-) m/z 105.20 100.00%
105
5000 120
7 91
39 51 65 11.20 11.40 11.60 11.80
Ok o el 85 98 L LB Th777120.20  42.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
11.20 11.40 11.60 11.80
77 m/z 77.10 13.42%
I LR ? Ssges Mo |
mz-> 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 119.20 11.69%
27 39 5155 (/9L
e R R R R RS IR RS AR ALY SRS SRS ARRE B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9421: Benzene, 1,2,4-trimethyl-

11.20 11.40 11.60 11.80
m/z 91.10 11.25%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041146.D

Aca On : 09 Nov 2020 17:18

Operator : SY/MD

Sample : L4646-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 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, 1,2,4-trimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.89 5.00 ug/L 1339330 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. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3281 (11.890 min): VU041146.D (-3268) (-) m/z 105.20 100.00%
105
5000 120
7 91
39 51 g3 11.60 11.80 12.00 12.20
Ob e et 0 84 L 98 W 1B h777120.20  40.33%
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 L BN SUULIN IR
120 11,60 11.80 12.00 12.20
o 77 o1 m/z 77.10 13.72%
ol 15 2 T 5588 g g8 | 113
m/z--> 10 20 30 Jo 50 60 70 80 90 100 110 120 130
Abundance
105
120 11.60 11.80 12.00 12.20
5000 m/z 91.10 11.17%
o 15 27 39 5lsg65 | gq 9 gg
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9418: Benzene, 1,2,3-trimethyl-
105 11.60 11.80 12.00 12.20
m/z 119.20 9.78%
120
5000
o 15 z ® Steges 11 g ||
m/z--> 0 20 30 40 50 60 70 80 90 100 110 150 130 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 : VU041146.D

Aca On : 09 Nov 2020 17:18

Operator : SY/MD

Sample : L4646-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 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, cyclopropyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.09 13.85 ug/L 3709000 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. cvclopropvl- 118 C9H10 000873-49-4 81
2 Benzene. 2-propenvl- 118 C9H10 000300-57-2 81
3 Indane 118 C9H10 000496-11-7 81
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
5 Indane 118 C9H10 000496-11-7 64
Abundance Scan 3343 (12.089 min): VU041146.D (-3325) (-) m/z 117.20 100.00%
117
5000
39 51 63 s 11,80 12.00 12,20 12.40
77 134 : : : -
Ol et e bt Pt SAAL 98 LT WL 127 Tm/z 118.20 54.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8966: Benzene, cyclopropyl-

ll.l80 12.I00 12.20 12.40
m/z 115.20  33.43%

5000

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
11.80 12.00 12.20 12.40
5000 o m/z 91.10 19.20%
39 51 58 65 8 103

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 119.15 11.62%

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 : VU041146.D

Aca On : 09 Nov 2020 17:18

Operator : SY/MD

Sample : L4646-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
13.45 3.00 ug/L 804072 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 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 94
3 Benzene. 1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 93
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 87
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 87
Abundance Scan 3766 (13.449 min): VU041146.D (-3753) (-) m/z 117.20 100.00%
117
5000
132
91 AT
39 51 63 77 103 ‘ | | 13.20 13.40 13.60 13.80
bl et e | m/Z 132.20 34 45%
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
132
5000 U SUNURN S SO SR
o1 13.20 13.40 13.60 13.80
m/z 115.20 30.43%
2 39 Sﬁ 65 77 ‘ 105
0"P”'P'ml””h“'4N“W”w'PPMP'“H“?ﬁ““W'”h'”MPh”P'
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 22 .60%

7 39 51 65 91
58 T g4 103110 || 125

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14055: Benzene, 1-ethenyl-4-ethyl- R e AN RamEs
117 13.20 13.40 13.60 13.80

m/z 131.20 18.18%
5000 132
91
o5 27 3 Sl 6 17 | 108 N

I B B B L R R

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 13.20 13.40 13.60 13.80

SOMUTR102620WMA .M Wed Nov 11 10:34:02 2020
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110920\
Data File : VU041146.D

Acq On : 09 Nov 2020 17:18

Operator : SY/MD

Sample - L4646-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 15 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 5.3 ug/L 1342820 1 6.26 1259410 5.0
(DEL) Alkane: Str... 2.00 63.0 ug/L 15879300 1 6.26 1259410 5.0
(DEL) Alkane: Str... 2.21 16.1 ug/L 4048540 1 6.26 1259410 5.0
(DEL) Alkane: Str... 2.33 7.3 ug/L 1848180 1 6.26 1259410 5.0
(DEL) Alkane: Str... 2.43 3.7 ug/L 940665 1 6.26 1259410 5.0
(DEL) Alkane: Cyc... 2.48 15.9 ug/L 4017120 1 6.26 1259410 5.0
(DEL) Alkane: Str... 3.06 13.4 ug/L 3368540 1 6.26 1259410 5.0
(DEL) Alkane: Str... 3.15 12.9 ug/L 3246110 1 6.26 1259410 5.0
(DEL) Alkane: Str... 3.38 7.7 ug/L 1945300 1 6.26 1259410 5.0
(DEL) Alkane: Str... 4_00 4.5 ug/L 1140310 1 6.26 1259410 5.0
(DEL) Alkane: Str... 4_36 3.0 ug/L 749429 1 6.26 1259410 5.0
(DEL) Alkane: Cyc... 4 .55 17.3 ug/L 4347820 1 6.26 1259410 5.0
(DEL) Alkane: Str... 5.48 4.3 ug/L 1070390 1 6.26 1259410 5.0
unknown-01 5.92 5.0 ug/L 1259410 1 6.26 1259410 5.0
(DEL) Alkane: Str... 7.39 4.5 ug/L 1134110 1 6.26 1259410 5.0
Benzene, propyl- 10.90 5.4 ug/L 1434570 3 11.81 1339330 5.0
Benzene, 1-ethyl-... 11.00 4.5 ug/L 1197890 3 11.81 1339330 5.0
Benzene, 1l-ethyl-... 11.29 8.6 ug/L 2299410 3 11.81 1339330 5.0
Benzene, 1,2,3-tr... 11.47 6.0 ug/L 1613140 3 11.81 1339330 5.0
Benzene, 1,2,4-tr... 11.89 5.0 ug/L 1339330 3 11.81 1339330 5.0
Benzene, cyclopro... 12.09 13.9 ug/L 3709000 3 11.81 1339330 5.0
Benzene, 2-etheny... 13.45 3.0 ug/L 804072 3 11.81 1339330 5.0
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