LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041145.D

Aca On : 09 Nov 2020 16:55

Operator : SY/MD

Sample : L4646-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 14 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 rBY 1231055 1339393 2.04% 0.927%
2 1.607 71 83 96 rBvy 7117301 8138654 12.43% 5.635%
3 2.002 195 206 232 rVB 11345055 15395307 23.50% 10.660%
4 2.218 262 273 295 rVB3 1999656 3810383 5.82% 2.638%
5 2.327 296 307 320 rVV 1253032 1792714 2.74% 1.241%
6 2.427 320 338 345 rVvVv 563903 899492 1.37% 0.623%
7 2.478 345 354 374 rVB 2498330 3899978 5.95% 2.700%
8 3.057 497 534 541 rBV3 1196562 3322471 5.07% 2.301%
9 3.153 555 564 587 rVB 1489204 3249834 4 ._.96% 2.250%
10 3.378 615 634 655 rVB 874894 1931422 2.95% 1.337%

11 3.999 815 827 845 rVB 465286 1111518 1.70% 0.770%
12 4_356 924 938 954 rVB 312153 733961 1.12% 0.508%
13 4_.552 982 999 1015 rVvV 1843600 4395755 6.71% 3.044%
14 5.407 1247 1265 1277 rBV 1563749 3592652 5.48% 2.488%
15 5.478 1278 1287 1311 rVB 441706 1059367 1.62% 0.734%

16 5.809 1355 1390 1403 rBV2 29097574 65500424 100.00% 45.355%
17 5.919 1416 1424 1440 rVB4 518454 1230176 1.88% 0.852%
18 6.774 1674 1690 1713 rVB3 352945 881246 1.35% 0.610%
19 7.391 1858 1882 1916 rBV3 459644 1112811 1.70% 0.771%
20 9.571 2549 2560 2580 rBV 649945 1023669 1.56% 0.709%

21 9.697 2586 2599 2626 rVB 4252073 6942120 10.60% 4._.807%
22 10.484 2830 2844 2856 rBV 685605 1060630 1.62% 0.734%
23 10.902 2963 2974 2989 rBV 901312 1389849 2.12% 0.962%
24 10.996 2990 3003 3007 rBV 734014 1140983 1.74% 0.790%
25 11.288 3082 3094 3115 rVB 1470648 2230790 3.41% 1.545%

26 11.465 3135 3149 3160 rBV 1019675 1538765 2.35% 1.065%
27 11.889 3268 3281 3293 rBV 834751 1287373 1.97% 0.891%

28 12.089 3325 3343 3361 rBV 2193991 3626494 5.54% 2.511%
29 13.446 3753 3765 3778 rVB3 475119 780416 1.19% 0.540%

Sum of corrected areas: 144418647
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VYU110920\
Data File : VU041145.D

Aca On : 09 Nov 2020 16:55

Operator : SY/MD

Sample . L4646-12

Misc - 25.0mL/MSVOA U/WATER

ALS Vvial : 14 Sample Multiplier: 1

OQuant 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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041145.D

Aca On : 09 Nov 2020 16:55

Operator : SY/MD

Sample : L4646-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 14 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 1 (DEL) Alkane: Straight-Chai... Concentration Rank 12

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

1.49 5.44 ug/L 1339390 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 42
5 Propane, 2-nitro- 89 C3H7NO2 000079-46-9 9

Abundance Scan 47 (1.491 min): VU041145.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 A 2058 e mM/Z 41.10  51.26%
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 33.81%
0 1215 19 30 36| 5053 57
A L R s e e
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 23.74%
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_.11%

5000
27
39
15
2 12 | 1,30 _ 5053 57
O e A e e e

m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 1.401.50 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 : VU041145.D

Aca On : 09 Nov 2020 16:55

Operator : SY/MD

Sample : L4646-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 14 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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 1

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

2.00 62.57 ug/L 15395300 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 90
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): VU041145.D (-195) (-) m/z 43.10 100.00%
43
57
5000 39
5053, || 6265 6972 1.60 1.80 2.00 2.20 2.40
O'M““P“WMW““P“WMW““PMPJ4"W“PJWL“PMP“W““W“P“' m/z 41.05 96.64%
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 85.46%
15 Zé 5053, 62 67 7?
0'“““W““P“W““v“w““P“W““v“ﬁ“*'“W““P”W““P“W““P“W““
m/z--> 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 62 .85%
39
o 1 0 26 33 5053 | 616467 2
BLARALAS RRAL) LR RAAKY RAALN RAARN LARKY LSS RALLY ARRS LAAES RAAMN LARRAMAKAN AN RARAN LARM RAM
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 B
43 1.60 1.80 2.00 2.20 2.40
m/z 39.05 36.84%
57
5000 27
39
15
0 2 12‘ 1] 0 i 5053 7\2
m/z--> 0 5 10 15 20 25 30 35 40 45 éo §5 éo 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 : VU041145.D

Aca On : 09 Nov 2020 16:55

Operator : SY/MD

Sample : L4646-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 14 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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 4

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

2.22 15.49 ug/L 3810380 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 80
2 Pentane 72 C5H12 000109-66-0 72
3 Pentane 72 C5H12 000109-66-0 64
4 Pentane 72 C5H12 000109-66-0 53
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 49

Abundance Scan 274 (2.221 min): VU041145.D (-262) (-) m/z 43.10 100.00%
a3
55
5000 39
e 180 200 220 240 260
51 : : : : :
- 11 :,..f?,..!.,.55.?,?2..,?7..!.?5?,....,... m/z 42.10 70.69%
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 7 m/z 41.10 69.40%
0 15 \30 5053, | 6265 69
miz--> R SR A A g g
Abundance
43
180 200 220 240 260
5000 27 m/z 55.10 57.75%
39
57
ol 2 1" 30 5053 12
TFWFFWFFWFFWWFWFFFWFFFWFWWFFFWFWFFWWWW
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #707: Pentane
43 1.80 2.00 2.20 2.40 2.60
m/z 39.10 42 .20%
5000
27
39 57
o 2 1215 “£o ‘ 53 | 6912
m/z--> 0 5 10 1% 20 25 30 35 40 45 50 5% 60 65 70 75 80 1.80 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 : VU041145.D

Aca On : 09 Nov 2020 16:55

Operator : SY/MD

Sample : L4646-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 14 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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 10

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

2.33 7.29 ug/L 1792710 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 Cvclopropane. 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 90
3 2-Pentene. (2)- 70 C5H10 000627-20-3 90
4 2-Pentene 70 C5H10 000109-68-2 87
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 87

Abundance Scan 308 (2.330 min): VU041145.D (-296) (-) m/z 55.10 100.00%
56
5000
3942 70
51 67 2.00 220 2.40 2.60
Obrprrerprrerprrrr et e e 1 8083 e | mM/z 70.15 36 79%
m/z--> 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 I
3942 0 200 220 240 260
29 m/z 39.10 34.12%
o 15 26 333 g% 62 67
mz-> 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 0 m/z 42.10 33.62%
41
29
0 26 32 38 51 62 67
L R AR AR AR LARAS AR RAARN RRARN RARRS RLARS RARRS RRARA RARRN RARRN RALRA R
m/z--> 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 .44%
5000 42
- 39 70
0 1215 24‘ 32 36, 51, | 6063 67
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 200 220 240 260
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041145.D

Aca On : 09 Nov 2020 16:55

Operator : SY/MD

Sample : L4646-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 14 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 5 (DEL) Alkane: Cyclic2.43 Concentration Rank 20

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

2.43 3.66 ug/L 899492 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 90
2 2-Pentene. (2)- 70 C5H10 000627-20-3 90
3 2-Methvl-1-butene 70 C5H10 000563-46-2 90
4 2-Butene. 2-methvl- 70 C5H10 000513-35-9 87
5 2-Pentene 70 C5H10 000109-68-2 87

Abundance Scan 339 (2.430 min): VU041145.D (-320) (-) m/z 55.10 100.00%
55
5000 3942 70
51 67 2.00 2.20 240 2.60 2.80
Obrrrrrprrerprrerprrerprrerprrrr st b e b b 0088 ot || M7z 70.10  37. 79%
m/z--> 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 [ T T
M 2.00 2.20 240 2.60 2.80
29 m/z 39.10 35.07%
0 26\ 32 34 : ?1‘\ 62 67\ :
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
55
2.00 220 240 2.60 2.80
5000 42 m/z 42.10 34.32%
70
29 39
0 1215 26 | 32 36 51 6063 67
LR R R AR AR LARAS AR RAARNRRARN RARRS RLARS RAARS RRARA RARRN RARRN RALEA R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #563: 2-Methyl-1-butene
55 2.00 220 240 2.60 2.80
m/z 41.10 25.54%
5000
70
29 3942
0 15 26 1 51|, 62 67,
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 200 220 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 : VU041145.D

Aca On : 09 Nov 2020 16:55

Operator : SY/MD

Sample : L4646-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 14 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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 3

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

2.48 15.85 ug/L 3899980 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 2-Pentene, (E)- 70 C5H10 000646-04-8 86

Abundance Scan 355 (2.481 min): VU041145.D (-345) (-) m/z 55.10 100.00%
56
5000 70
39
2
51 67 220 240 2.60 2.80
Obrrrrrrrrrrrereprrreprrrrprreprereperr S B 8983 e W7z 70.15 40.93%
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
5 41 70 2.20 2.40 2.60 2.80
! m/z 39.10 32.70%
o 1 1215 “£033 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 29.85%
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- — .{\.. P
55 220 240 2.60 2.80

m/z 42.10 23.18%

5000 70
41

29

15 26 3# 4451|5862 67|73

b e e e e e R L R RREES B

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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041145.D

Aca On : 09 Nov 2020 16:55

Operator : SY/MD

Sample : L4646-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 14 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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 6

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

3.06 13.50 ug/L 3322470 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 Pentane. 2-methvl- 86 C6H14 000107-83-5 50
4 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 49
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 47

Abundance Scan 535 (3.060 min): VU041145.D (-497) (-) m/z 43.05 100.00%
a3
5000
39 71
55 2.80 3.00 3.20 3.40
0““mwmwmwmwmwmwmwmwm4“HMWJJMWMH*HLWMWMW“WNW“ m/z 42.05 84.47%
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1832: Butane, 2,3-dimethyl-
43
5000 U A R L L
2.80 3.00 3.20 3.40
2 71 m/z 41.10 43.22%
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 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 23.67%
27
39 71
0 1 o 34 51°° 61 67 77 86
BALLAAL) L) LR M AL ML ALY AR AL KAL) MR BALLS MALAERALSY WLAA) LA ALY AR AR S
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1825: Pentane, 2-methyl- R EEREASR T .{\,. —
43 2.80 3.00 3.20 3.40

m/z 39.05 21.67%

5000

27 71

39 -
15

2 | 31 53 | 6367, 86

Ot T T T T T T T T T e

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041145.D

Aca On : 09 Nov 2020 16:55

Operator : SY/MD

Sample : L4646-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 14 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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 7

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

3.15 13.21 ug/L 3249830 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 64
4 Cvclobutane. methvl- 70 C5H10 000598-61-8 45
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 45

Abundance Scan 563 (3.150 min): VU041145.D (-555) (-) m/z 42.10 100.00%
ap
5000 55
70
T S
3 51| 6165 4, 84 2.80 3.00 3.20 3.40
O“M“W“W“W“W“W“W“T“WJ+'W“MJW“W“W“L“W“W“W“W“W m/z 41.10 47.18%
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 44 _28%
o 15 a1 38 5l 63
LARARRES KA LRARE RRRLE AARA RS ARSI SRRSE LR ARE) RERE) SELAI ARSI ARELY LARAI SURL AR BARS M 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 70.20 33.92%
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
55 m/z 39.10 31.92%
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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041145.D

Aca On : 09 Nov 2020 16:55

Operator : SY/MD

Sample : L4646-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 14 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 9

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

3.38 7.85 ug/L 1931420 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
4 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 78
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64

Abundance Scan 634 (3.378 min): VU041145.D (-615) (-) 57.05 100.00%
57
41
5000
053|| e36771 77 86 3.00 3.20 3.40 3.60 3.80
0““mwmwmwmwmwmwmwmwM4mewMAmewmwhwmwmw“wmw“ m/z 56.10 83.03%

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 66 .36%

15

0 1 5 25| 3337 | 454953 | 61 6771 77 86
e T e e T e R TR phrer e 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 24.64%
o 15 37 53 6367t 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 e
57 3.00 320 3.40 3.60 3.80
m/z 39.05 19.32%
29 41
5000
2 15 ‘ 53, 1 86
Olrrrrrrsrpirrrprrrprerrrrrprery e e e e e
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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041145.D

Aca On : 09 Nov 2020 16:55

Operator : SY/MD

Sample : L4646-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 14 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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 17

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

4.00 4_.52 ug/L 1111520 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 90
4 2-Pentene. 4-methvl-. (2)- 84 C6H12 000691-38-3 87
5 2-Pentene, 3-methyl-, (2)- 84 C6H12 000922-62-3 87

Abundance Scan 827 (3.999 min): VU041145.D (-815) (-) m/z 69.10 100.00%
41 69
5000
84
53 3.60 3.80 4.00 4.20 4.40
3 50°56 265
Obrrreprerrprrreprrerrrrre e et e ot b el e tht e || M7z 41.10  85.12%
m/iz--> 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
5000
84 3.60 3.80 4.00 4.20 4.40
o7 55 m/z 84.20 34.87%
0 30 34“44 51 | 6265, | 7477 81
e L R R e e o 7 e o 3w
Abundance
41 69
3.60 3.80 4.00 4.20 4.40
5000 o m/z 39.10 27.53%
27 55
o 38 51 65
T T T e e e e e e e
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1497: 2-Butene, 2,3-dimethyl-
41 69 3.60 3.80 4.00 4.20 4.40
m/z 67.10 9.87%
5000
84
27
. 15 247 38|44 51°0 6265 79
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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041145.D

Aca On : 09 Nov 2020 16:55

Operator : SY/MD

Sample : L4646-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 14 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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 22

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

4_36 2.98 ug/L 733961 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 95
2 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 94
3 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 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): VU041145.D (-924) (-) m/z 69.10 100.00%
4 69
55 84
5000

4.00 4.20 4.40 4.60

51
37], L, | 6165 77

Olrrrrrreprrmrersprrrererprrrrerrerrra Ak O ettty | M/Z. 41.10 98 62%
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)-
41
69
5000 55
27 84 4.00 4.20 4.40 4.60
m/z 84.20 52 .95%
15 51
0 | ! ‘3\2 37 ‘\ 1L 65‘ | 77
T T P T P T T T [ T e T
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 52.50%
o 15 32 g7 oL e65 77
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)-
a1 69 4.00 4.20 4.40 4.60
m/z 39.10 31.81%
55
5000 7 84
o 1 15 | 37.ll, S| e165, | 7377
R LA e L L e kAadasaan sty
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 : VU041145.D

Aca On : 09 Nov 2020 16:55

Operator : SY/MD

Sample : L4646-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 14 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 12 (DEL) Alkane: Cyclic4.55 Concentration Rank 2

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

4_.55 17.87 ug/L 4395760 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 94
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 78
4 Cvclohexane 84 C6H12 000110-82-7 78
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72

Abundance Scan 998 (4.549 min): VU041145.D (-982) (-) m/z 56.10 100.00%
96
41
5000 69
I e R e
84 420 4.40 4.60 4.80
37| 6165 | 74 79
0““mwmwmHMWMHMWMWNHM4LWMHJH“wmwﬂwmwmwmhmwmw' m/z 41.10 56.31%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
420 4.40 4.60 4.80
28 o m/z 69.10 41.31%
15 I 5wl ‘ ! 65\\ 7 ‘
0“M“W“W“w“W“w“W“W“W“W“W“W“|“W“W“T“W“W“W“W“W
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
41 420 4.40 4.60 4.80
5000 m/z 39.05 26.83%
69
27 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 #1491: Cyclopentane, methyl-
56 420 4.40 4.60 4.80
m/z 55.10 26.47%
5000 41
69
7 84
0 15 | 131 37 ‘\ 51“ 6165 | 7377
miz--> A g g 420 4.40 460 4.80

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



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041145.D

Aca On : 09 Nov 2020 16:55

Operator : SY/MD

Sample : L4646-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 14 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 (DEL) Alkane: Straight-Chai... Concentration Rank 19

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

5.48 4_.31 ug/L 1059370 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): VU041145.D (-1278) (-) m/z 56.10 100.00%

43 56
5000 7

85 5.0 540 560 5.80
0 ...,....,....,....,..??,I..?P.l.':,.‘??.!...??....,...??9..., m/z 43.10 85.84%
miz--> 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 68 .83%

15 ‘ 37‘ 77 85 100

50 || 65 ‘
0 ,,,,,, R R e e EARREEE R
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
43 56
5.20 5.40 5.60 5.80
5000 29 m/z 41.10 67.85%
71
o 2 B 37 50 65 | 77 8 100
T T T T T T T T T T T T
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3993: Pentane, 2,3-dimethyl-
3 56 5.20 5.40 5.60 5.80
m/z 71.15 39.81%
5000
29 71
o \‘ 37| 49 || 65 77 8 100
T T T T R e e T e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.20 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 : VU041145.D

Aca On : 09 Nov 2020 16:55

Operator : SY/MD

Sample : L4646-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 14 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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 14

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

5.92 5.00 ug/L 1230180 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 32
2 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 32
3 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 25
4 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 25
5 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 25

Abundance Scan 1424 (5.919 min): VU041145.D (-1416) (-) m/z 57.10 100.00%
57
5000
41 67
82
99 5.60 5.80 6.00 6.20
0 ...,....,....,....,....|i:|...5?.']'!.',..'..,.7.‘1'..','!...,....',....,....,. m/z 41.10 38.29%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7649: Hexane, 2,2-dimethyl-
57
5000
5.60 5.80 6.00 6.20
20 4 m/z 67.10 34.77%
o2 15 1 ‘M 48 | 69 7788 9P 114
m/z--> 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 56.10 31.13%
41
29
0 4 15 50 71 79 % 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7651: Hexane, 2,2-dimethyl- T ARaREEREEE S L
57 5.60 5.80 6.00 6.20
m/z 54.10 22 .63%
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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041145.D

Aca On : 09 Nov 2020 16:55

Operator : SY/MD

Sample : L4646-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 14 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 15 (DEL) Alkane: Straight-Chai... Concentration Rank 16

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

7.39 4_.52 ug/L 1112810 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 Heptane. 4-methvl- 114 C8H18 000589-53-7 59
3 Hexane. 3-methvl- 100 C7H16 000589-34-4 59
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 53
5 Octane, 4-methyl- 128 C9H20 002216-34-4 53

Abundance Scan 1882 (7.391 min): VU041145.D (-1858) (-) m/z 43.05 100.00%
a3
71
5000 57 g5
A R LN R
96 7.00 7.20 7.40 7.60 7.80
0 ...,....,....,....,....|i.':..5,‘-’.'.|:.,?ﬂl.l,:.lﬂlu.,..'.'.',...1.1,9...,.. m/z 71.15 56.80%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
57 7.00 7.20 7.40 7.60 7.80
27 85 m/z 70.10 47.01%
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 43 .35%
0 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 41.05 41.76%
5000 57 10
29
o 15 ‘ 50 8 100
mz-> 0 10 20 30 40 50 60 70 80 90 100 110 120 | | 7.00 7.20 7.40 7.60 7.80

SOMUTR102620WMA .M Wed Nov 11 10:33:14 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041145.D

Aca On : 09 Nov 2020 16:55

Operator : SY/MD

Sample : L4646-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 14 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 16 Benzene, propyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.90 5.40 ug/L 1389850 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 87
4 1.2-Ethanediamine. N.N"-bis(phen... 240 C16H20N2 000140-28-3 64
5 2,3,5-Trioxabicyclo[2.1.0]pentan... 254 C16H1403 056247-48-4 50
Abundance Scan 2973 (10.899 min): VU041145.D (-2963) (-) m/z 91.10 100.00%
o
5000
120 'w'“'w'“qh'w'A“l
65
39 105 | 281 10.60 10.80 11.00 11.20
Obrrrprrrr ket porb e e || m/z 120.20  21.65%
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 65.10 11.95%
39 ] 105
0'}ﬁ“”d'ﬂ'ﬁ'Jl”lW'”W'”'P'”I”"”"'”"'”"”I”'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 10.75%
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 e R
o 10.60 10.80 11.00 11.20
m/z 78.10 6.84%
5000
120
0 15 3\9 ) 6\5 . ‘ 195
miz-> 20 40 80 80 100 120 140 160 10 200 220 240 260 260 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 : VU041145.D

Aca On : 09 Nov 2020 16:55

Operator : SY/MD

Sample : L4646-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 14 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 17 Benzene, l-ethyl-2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.00 4.43 ug/L 1140980 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): VU041145.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
Ol ek 84l S8 13 sz 120.20  30.02%
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 77.05 13.44%
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 91.05 13.33%
120
) 18 27 39 51 g 65 77 91
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 79.10 9.17%
5000
120
s 2z 3 sieges TS
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 : VU041145.D

Aca On : 09 Nov 2020 16:55

Operator : SY/MD

Sample : L4646-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 14 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 18 Benzene, l-ethyl-4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.29 8.66 ug/L 2230790 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. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3095 (11.291 min): VU041145.D (-3082) (-) m/z 105.15 100.00%
105
5000
120
77 91
39 81 65 11.00 11.20 11.40 11.60
Ok oSy el 84 98 L AL Th777120.20  29.61%
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
20 . o1 m/z 77.10 13.17%
o 20 T St se® e e | 13
mz> 10 2 3 40 50 60 70 80 90 100 110 130
Abundance
105
11.00 11.20 11.40 11.60
5000 m/z 91.10 13.03%
120
ol 15 27 39 51 5965 !/ o %
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105 11.00 11.20 11.40 11.60
m/z 79.10 9.98%
120
5000
ol 15 27 3 5l 5965 Tes T os i |
m/z--> 0 20 30 40 50 60 70 80 90 100 110 150 ' 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 : VU041145.D

Aca On : 09 Nov 2020 16:55

Operator : SY/MD

Sample : L4646-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 14 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 19 Benzene, 1,2,3-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.47 5.98 ug/L 1538770 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 95
3 Mesitvlene 120 C9H12 000108-67-8 95
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
Abundance Scan 3151 (11.471 min): VU041145.D (-3135) (-) m/z 105.20 100.00%
105
5000 120
7 91
39 51 65 11.20 11.40 11.60 11.80
Ol eyl el e B L BB 0777 100.20 44 28%
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 13.36%
o 15 27 3 Sleges T Slgg |
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%
15 27 % sl s 65 | o
S R A N RS AR AR RARRA RRARR RARSS RS RAARSERRAE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9402: Mesitylene
105 11.20 11.40 11.60 11.80
m/z 91.05 11.45%
120
5000
0 27 3\9\ 5\1 5§ §5 7\?\ 9\1 L il
m/z--> 0 20 30 40 50 60 70 8 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 : VU041145.D

Aca On : 09 Nov 2020 16:55

Operator : SY/MD

Sample : L4646-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 14 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 20 Benzene, 1,2,4-trimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.89 5.00 ug/L 1287370 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 94
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
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):VUO41145.D(—326$) ) m/z 105.20 100.00%
105
5000 120
39 65 a 11.60 11.80 12.00 12.20
o..,....,....,....',-....,-'....8,.'.'..,...|.',.8.4..,...9.8,.'..'.,1.1.?’.-.',-....,... m/z 120.20 40.19%
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 BN SULRIN I
120 11,60 11.80 12.00 12.20
o 77 o1 m/z 77.10 13.66%
ol 15 2 T S 5g 8 g og | 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 10.94%
oL 15 2 ¥ slegges | g
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9410: Benzene, 1,2,4-trimethyl-
105 11.60 11.80 12.00 12.20
m/z 119.20 9.53%
5000 120
28 77 91
oot L N e e sy
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 : VU041145.D

Aca On : 09 Nov 2020 16:55

Operator : SY/MD

Sample : L4646-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 14 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 21 Benzene, 2-propenyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.09 14.08 ug/L 3626490 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-propenvl- 118 C9H10 000300-57-2 81
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 81
3 Indane 118 C9H10 000496-11-7 81
4 Indane 118 C9H10 000496-11-7 68
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 68
Abundance Scan 3343 (12.089 min): VU041145.D (-3325) (-) m/z 117.20 100.00%
117
5000
39 5 63 s 11,80 12.00 12,20 12.40
7 134 : : : -
Olrprrrrprrrr e e e Ot S L 98 W 12050 Tm/z 118.20  54.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8961: Benzene, 2-propenyl-
117
5000 o1 UL SO SN SRR B
11.80 12.00 12.20 12.40
39 65 m/z 115.20 33.50%
51 58 78 103
0“|”'w'“'v'”h“'WM”lHU“lﬁ”“'“'N'“lm'w'J”w'“l“'w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
B R A R AR
11.80 12.00 12.20 12.40
5000 o1 m/z 91.10 19.28%
39 51 63
)1 27 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8951: Indane
117 11.80 12.00 12.20 12.40
m/z 119.20 11.38%
5000

91
15 z7 81 O 7 | 10819
RN

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 : VU041145.D

Aca On : 09 Nov 2020 16:55

Operator : SY/MD

Sample : L4646-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 14 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 22 Benzene, l-ethenyl-4-ethyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
13.45 3.03 ug/L 780416 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 93
2 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 92
3 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 90
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 87
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87
Abundance Scan 3766 (13.449 min): VU041145.D (-3753) (-) m/z 117.15 100.00%
117
5000
132
39 51 65 77 | ‘ L ' 13.20 13.40 13.60 13.80
) S R O S N G | T m/z 132.20 35.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117
5000 L SRR S SN I
132 1320 13.40 13.60 13.80
o1 m/z 115.15 28.91%
o5 27 3 Sl & 71 | 10
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
132 13.20 13.40 13.60 13.80
5000 m/z 119.20 20.81%
91
51 77
65
o 41 | sg ga  980°
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl- RN R e e
117 13.20 13.40 13.60 13.80
132 m/z 131.20 18.27%
5000
91
39
27 105
0"P%?I”'W'”'P'”I”'W'”W'”'P'“I”?ﬁ”'ﬁ'”'P'”I“'W“
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 : VU041145.D

Acq On : 09 Nov 2020 16:55

Operator : SY/MD

Sample - L4646-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA _M
Quant Title : 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 5.4 ug/L 1339390 1 6.26 1230180 5.0
(DEL) Alkane: Str... 2.00 62.6 ug/L 15395300 1 6.26 1230180 5.0
(DEL) Alkane: Str... 2.22 15.5 ug/L 3810380 1 6.26 1230180 5.0
(DEL) Alkane: Str... 2.33 7.3 ug/L 1792710 1 6.26 1230180 5.0
(DEL) Alkane: Cyc... 2.43 3.7 ug/L 899492 1 6.26 1230180 5.0
(DEL) Alkane: Str... 2.48 15.9 ug/L 3899980 1 6.26 1230180 5.0
(DEL) Alkane: Str... 3.06 13.5 ug/L 3322470 1 6.26 1230180 5.0
(DEL) Alkane: Str... 3.15 13.2 ug/L 3249830 1 6.26 1230180 5.0
(DEL) Alkane: Str... 3.38 7.8 ug/L 1931420 1 6.26 1230180 5.0
(DEL) Alkane: Str... 4.00 4.5 ug/L 1111520 1 6.26 1230180 5.0
(DEL) Alkane: Str... 4.36 3.0 ug/L 733961 1 6.26 1230180 5.0
(DEL) Alkane: Cyc... 4.55 17.9 ug/L 4395760 1 6.26 1230180 5.0
(DEL) Alkane: Str... 5.48 4.3 ug/L 1059370 1 6.26 1230180 5.0
(DEL) Alkane: Str... 5.92 5.0 ug/L 1230180 1 6.26 1230180 5.0
(DEL) Alkane: Str... 7.39 4.5 ug/L 1112810 1 6.26 1230180 5.0
Benzene, propyl- 10.90 5.4 ug/L 1389850 3 11.81 1287370 5.0
Benzene, l-ethyl-_.. 11.00 4.4 ug/L 1140980 3 11.81 1287370 5.0
Benzene, l-ethyl-_.. 11.29 8.7 ug/L 2230790 3 11.81 1287370 5.0
Benzene, 1,2,3-tr... 11.47 6.0 ug/L 1538770 3 11.81 1287370 5.0
Benzene, 1,2,4-tr... 11.89 5.0 ug/L 1287370 3 11.81 1287370 5.0
Benzene, 2-propenyl- 12.09 14.1 ug/L 3626490 3 11.81 1287370 5.0
Benzene, l-etheny... 13.45 3.0 ug/L 780416 3 11.81 1287370 5.0
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