LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040240.D

Aca On : 21 Sep 2020 17:45

Operator : SY/MD

Sample : L4046-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 17 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\SOMUTRO83120WMA .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 1.604 72 82 91 rBv2 48981 73451 1.43% 0.259%
2 1.922 175 181 196 rvB2 42696 84016 1.63% 0.297%
3 2.227 266 276 292 rVB4 47327 85280 1.66% 0.301%
4 2.388 315 326 347 rVB 893366 1368863 26.64% 4.831%
5 2.581 373 386 400 rBV 81748 137840 2.68% 0.486%
6 3.099 538 547 559 rVB2 64952 127174 2.47% 0.449%
7 3.378 616 634 654 rVB2 140958 321507 6.26% 1.135%
8 3.719 724 740 761 rVB2 85308 192711 3.75% 0.680%
9 4.012 810 831 854 rBVY 1971537 5139163 100.00% 18.137%
10 4 _.552 979 999 1017 rBV2 415230 1025525 19.96% 3.619%

11 4.668 1018 1035 1075 rVB2 67122 292493 5.69% 1.032%
12 5.086 1147 1165 1221 rBV2 314272 1013475 19.72% 3.577%
13 5.404 1249 1264 1279 rBV2 53455 120918 2.35% 0.427%
14 5.742 1350 1369 1372 rBV3 165639 360922 7.02% 1.274%
15 5.790 1373 1384 1401 rVB 2083833 4194529 81.62% 14.803%

16 6.263 1517 1531 1550 rVB 178511 338985 6.60% 1.196%
17 6.703 1655 1668 1679 rBvV 112453 218142 4.24% 0.770%
18 6.774 1680 1690 1702 rVB2 52030 101560 1.98% 0.358%
19 7.574 1926 1939 1953 rVB 58162 100196 1.95% 0.354%
20 7.722 1972 1985 2003 rVB2 70940 135824 2.64% 0.479%

21 7.906 2018 2042 2053 rBvV 187377 333490 6.49% 1.177%
22 7.976 2053 2064 2077 rVB 229904 387629 7.54% 1.368%

23 8.185 2117 2129 2141 rBV2 40114 69796 1.36% 0.246%
24 8.639 2257 2270 2284 rBV 354574 653400 12.71% 2.306%
25 8.800 2308 2320 2338 rBV6 25518 63305 1.23% 0.223%

26 9.449 2499 2522 2551 rVV 2685882 4907079 95.48% 17.318%
27 9.571 2551 2560 2583 rVB4 34489 74677 1.45% 0.264%
28 9.693 2583 2598 2607 rBvV 175959 302603 5.89% 1.068%
29 9.761 2607 2619 2633 rVB2 81453 161700 3.15% 0.571%
30 10.102 2714 2725 2739 rVB3 103343 192220 3.74% 0.678%

31 10.256 2757 2773 2793 rBV3 31744 79567 1.55% 0.281%
32 10.481 2831 2843 2854 rBV 278177 438472 8.53% 1.547%
33 10.639 2876 2892 2907 rBV5 36042 108132 2.10% 0.382%
34 10.754 2919 2928 2938 rVB 118920 197770 3.85% 0.698%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040240.D

Aca On : 21 Sep 2020 17:45

Operator : SY/MD

Sample : L4046-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 17 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO83120WMA .M
TRACE VOA SOMO1.0

35 10.899 2952 2973 2993 rVB2 213483 467390 9.09% 1.650%

36 11.028 3005 3013 3024 rVB3 55753 94486 1.84% 0.333%
37 11.288 3081 3094 3102 rBV 130608 215363 4._.19% 0.760%
38 11.462 3139 3148 3166 rVB 74212 124613 2.42% 0.440%
39 11.632 3181 3201 3220 rVB 99940 262907 5.12% 0.928%
40 11.809 3243 3256 3258 rBVY 310087 441885 8.60% 1.560%

41 11.886 3272 3280 3299 rVB 164454 270564 5.26% 0.955%
42 12.008 3310 3318 3328 rVB2 48031 74112 1.44% 0.262%
43 12.089 3328 3343 3358 rVV2 465448 758289 14.76% 2.676%
44 12.185 3361 3373 3393 rVB2 269989 547941 10.66% 1.934%
45 12.465 3445 3460 3476 rBV7 37766 94000 1.83% 0.332%

46 12.561 3480 3490 3498 rBV 111685 168613 3.28% 0.595%
47 12.674 3518 3525 3541 rVB3 36332 75207 1.46% 0.265%
48 12.851 3561 3580 3602 rVvVv 276049 488539 9.51% 1.724%
49 12.963 3605 3615 3622 rVV 61840 104518 2.03% 0.369%

50 13.439 3754 3763 3777 rBV3 38886 72760 1.42% 0.257%
51 13.934 3908 3917 3924 rBV3 50318 83483 1.62% 0.295%
52 13.983 3924 3932 3944 rVB2 104214 171206 3.33% 0.604%
53 14.073 3951 3960 3972 rBV 63453 95872 1.87% 0.338%
54 14.272 4011 4022 4035 rBV9 30301 63604 1.24% 0.224%

55 15.063 4252 4268 4279 rBV2 149892 257113 5.00% 0.907%

Sum of corrected areas: 28334879
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040240.D

Aca On : 21 Sep 2020 17:45

Operator : SY/MD

Sample : L4046-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 17 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .M
TRACE VOA SOM01.0

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

Abundance TIC: vU040240.D
2500000

5.79

2000000 4.01

1500000

1000000 2.39

500000 4.55

5.09
3.38 5.7 6.26
, , 2.58 3.10 3.72 }\:ng /\\k /Ai 6.4(
. 160 192 223|| 2 0 A 5.40 A | /\6‘/

T T T T T T
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50

Abundance TIC: vU040240.D
9|45

2500000

2000000

1500000

1000000

12.09
500000 8.64

10.48 1181 2.

7.998 9.69 A090 ., 89 I
7.571.72 j\jtg 8.19 /\Ns.so L}g? 86 10.195 26 ]Llo.?s% fl11.03 1424148163 [575
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Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: vU040240.D

2500000
2000000
1500000
1000000

500000
12.85

15.06
. 12.%?9. 67 “&2-96 13.44 13380714 27 N

e i e W > Sy S A0 WG . W/ s
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L
17.50

T 1 T T
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040240.D

Aca On : 21 Sep 2020 17:45

Operator : SY/MD

Sample : L4046-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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: Cyclic2.23 Concentration Rank 18

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

2.23 1.26 ug/L 85280 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. 1.1-dimethvl- 70 C5H10 001630-94-0 90
2 2-Pentene. (E)- 70 C5H10 000646-04-8 90
3 Cvclopropane. 1.1-dimethvl- 70 C5H10 001630-94-0 90
4 Cvclopropane. 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 87
5 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 87

Abundance Scan 277 (2.231 min): VU040240.D (-266) (-) m/z 55.10 100.00%
55
5000 39
42 0
R R R R,

51| 6467 1.80 2.00 2.20 2.40 2.60
O AR R AR L o e e L R RARARARA RASamARaEs m/z 39.00 44 .85%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #578: Cyclopropane, 1,1-dimethyl-
55
5000 39 70
2 1.80 2.00 2.20 2.40 2.60
27 m/z 70.10 38.51%
il 1 i ol 62 67
Ot e e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
55
N e e s
1.80 2.00 2.20 2.40 2.60
5000 3942 70 m/z 42.05 31.57%
29
o 15 26 32 36 4851 62 67
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #579: Cyclopropane, 1,1-dimethyl-
55 1.80 2.00 2.20 2.40 2.60

m/z 41.10 28.67%

5000 39 70
27 5
15
| 11803336, ||| 454851 | 59 63 67
SN 1 -\ EE S STRTRTIG <l T U B

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.80 2.00 2.20 2.40 2.60

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040240.D

Aca On : 21 Sep 2020 17:45

Operator : SY/MD

Sample : L4046-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 Ethyl ether Concentration Rank 2

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

2.39 20.19 ug/L 1368860 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl ether 74 C4H100 000060-29-7 90
2 Ethvl ether 74 C4H100 000060-29-7 90
3 Ethvl ether 74 C4H100 000060-29-7 90
4 Ethvl ether 74 C4H100 000060-29-7 78
5 Ethyl ether 74 C4H100 000060-29-7 72

Abundance Scan 327 (2.391 min): VU040240.D (-315) (-) m/z 59.05 100.00%

59
45 74
5000

200 220 240 260 280

o NS ]SO - A0 R - = AN B oy 2= T3 LS 070 1
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #841: Ethyl ether
31
5000 59 L e S Elmas
45 74 2.00 2.20 2.40 2.60 2.80
15 m/z 74.05 72.24%
\ 24‘ 38‘

Abundance

O T e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
31

59 200 2.20 240 2.60 2.80
5000 25 24 m/z  43.10  24.84%
15
e S R RS R RS RS AR AR RARAS RARAN SARRSRARRI SN
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #842: Ethyl ether ‘rivy%v
31 2.00 220 2.40 2.60 2.80

m/z 41.10 14 .44%

5000
45 9
15 74
2
0 ...,....,.lk.,.. L LR S N L

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 2.00 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040240.D

Aca On : 21 Sep 2020 17:45

Operator : SY/MD

Sample : L4046-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 15

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

3.10 1.88 ug/L 127174 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 83
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 78
3 Pentane 72 C5H12 000109-66-0 47
4 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 38
5 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 36

Abundance Scan 547 (3.099 min): VU040240.D (-538) (-) m/z 43.10 100.00%
43 F
5000 71
| > 2.80 3.00 3.20 3.40
53 6367 86 . - . -
0'”“W“T“W”W“T“W“W“W”+'W”W““LW“W“¢LW“W”W“W“W m/z 42.10 53.80%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 ?
Abundance #1825: Pentane, 2-methyl-
43
5000
27 71 2.80 3.00 3.20 3.40
39 m/z 71.20 45 _49%
15
0"“'“P?”P'“I““l“”l““l““%%“l“”“'*"“P??LL'P§%§ZW“'W““I““?ﬁ”P'“P
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
280 3.00 320 340
5000 m/z 41.10 44 _99%
27 71
39 57
o 2 15 32 53 86
AL LAY LAY L) L) R ALY AN LRI LALLY ALY KAL) LARLY ALY KL KAL) LA LARA) KALR LR L
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #706: Pentane
43 2.80 3.00 3.20 3.40
m/z 39.05 24 .80%
5000
27 39 57 7
0 15 ‘ |||, 4953 | 6267 |
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\VU092120\
Data File : VU040240.D

Aca On : 21 Sep 2020 17:45

Operator : SY/MD

Sample : L4046-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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.

3.72 2.84 ug/L 192711 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 90
2 n-Hexane 86 C6H14 000110-54-3 87
3 n-Hexane 86 C6H14 000110-54-3 64
4 1-Pentene. 4-methvl- 84 C6H12 000691-37-2 40
5 1-Pentene, 4-methyl- 84 CG6H12 000691-37-2 40

Abundance Scan 740 (3.719 min): VU040240.D (-724) (-) m/z 57.10 100.00%
41
5000
86
37‘ 53 6771 3.40 3.60 3.80 4.00
Olrrrrrrryrrrrprrrrrrrprrr eI T b m/z 41.05 83.34%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1820: n-Hexane
43 &l
29
5000
3.40 3.60 3.80 4.00
39 86 m/z 43.05 68.63%
0"“'“Ig”l”'ﬁ'”ﬁé“'P'“I“lﬁ'“'P'wl“'W'“'P?EI'lW'“'P'“ﬂ%“I“'W'“'P'“I“'W”
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
57
a1 340 3.60 380 400
5000 m/z 56.10 61.44%
29 86
o 15 37 4953 6165 ‘1 77
BLAAED Lk LAAEN L) KLY LA KARL k) RALR) L) RALR) LAt LALRILALA) RARA) LALAD LARA) BALSN LARL) RS
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1822: n-Hexane LA L L LB L N B |
57 3.40 3.60 3.80 4.00
43 m/z 42.10 40.74%
29
5000
39
15 86
o 2 2 ‘ 23l i
miz--> 050 15 25 25 30 95 40 45 50 55 60 68 70 75 80 85 % 9 340 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040240.D

Aca On : 21 Sep 2020 17:45

Operator : SY/MD

Sample : L4046-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 Diisopropyl ether Concentration Rank 1

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

4.01 75.80 ug/L 5139160 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diisopropvl ether 102 C6H140 000108-20-3 86
2 Diisopropvl ether 102 C6H140 000108-20-3 83
3 Diisopropvl ether 102 C6H140 000108-20-3 83
4 1- Propanol 2-(1-methvlethoxv)- 118 C6H1402 003944-37-4 72
5 Ethe sec-butyl isopropyl 116 C7H160 018641-81-1 64

Abundance Scan 830 (4.009 min): VU040240.D (-810) (-) m/z 45.05 100.00%
45
5000 /\
87 S 5 O —
39 59 | 360 3.80 4.00 420 4.40
69
Ol B 8 | 192 sz 43.05 0 52.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4429: Diisopropyl ether
45
5000 SRR AR LR R
360 3.80 4.00 420 4.40
5 87 m/z 87.10 25.08%
o 15 2 39 T 69 78 102
mz> 10 % % 40 50 G0 7o e % 100 110
Abundance
45
360 380 4.00 420 4.40
5000 m/z 41.10 19.38%
87
o 15 27 39 ¥ 6 102
FN SR SRR SURLEL L SR SURLRLEL SULEL S UL SO UL I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4428: Diisopropy! ether
45 3.60 3.80 4.00 4.20 4.40
m/z 59.10 11.03%
5000
87
59
o .3 8 102
FN FULEL SRR SULELEL SR LI SURLEL SURLEL S UL SO UL I SR SRR S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 360 3.80 400 420 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040240.D

Aca On : 21 Sep 2020 17:45

Operator : SY/MD

Sample : L4046-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 (DEL) Alkane: Cyclic4.55 Concentration Rank 3

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

4_.55 15.13 ug/L 1025530 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 91
3 Cvclohexane 84 C6H12 000110-82-7 78
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): VU040240.D (-979) (-) m/z 56.10 100.00%
56
41
5000 69
84 420 440 460 480
37,/|45 51 ||, 6165, 74 79 : ; > :
o - £ 1 . o T L~ X 1 . /O N m/z 41.10 55.83%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 h
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
420 4.40 4.60 4.80
o8 o m/z 69.10 41.79%
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 39.05 28.22%
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 #1458: Cyclohexane
56 420 4.40 4.60 4.80
84 m/z 55.10 26.36%
5000 a1
69
27
0 15 [ 37, 51 65, 77 |
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 420 440 460 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040240.D

Aca On : 21 Sep 2020 17:45

Operator : SY/MD

Sample : L4046-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 Furan, tetrahydro-2,2,5,5-t... Concentration Rank 12

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

7.72 2.00 ug/L 135824 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. tetrahvdro-2.2.5.5-tetram... 128 C8H160 015045-43-9 64
2 Furan. tetrahvdro-2.2.5.5-tetram... 128 C8H160 015045-43-9 64
3 Furan. tetrahvdro-2.2.4.4-tetram... 128 C8H160 003358-28-9 53
4 4-Piperidinone. 1l-methvl- 113 C6H11NO 001445-73-4 50
5 Pyrrolidine, l-acetyl- 113 C6H11NO 004030-18-6 50

Abundance Scan 1984 (7.719 min): VU040240.D (-1972) (-) m/z 43.05 100.00%
43
5000 55 70 113 J\\
95 S A
I | 83 7.40 7.60 7.80 8.00
O o ma EA AAEAA Bt L B e e S m/z 113.10 48.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12642: Furan, tetrahydro-2,2,5,5-tetramethyl-
43
5000 55 A R L
20 113 7.40 7.60 7.80 8.00
o5 m/z 70.10 45 _50%
o sl les s | 105
mz-> 10 % % 40 80 60 70 85 9 100 110 130 130
Abundance
43
740 7.60 7.80 8.00
5000 m/z 55.10 42 .05%
% 70 113
15 27 95
83
G R RS R AR RARAS RAARS AL RS RALAS RSN RARAS RARRS LRSS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12643: Furan, tetrahydro-2,2,4,4-tetramethyl-
43 7.40 7.60 7.80 8.00
m/z 95.10 24 .40%
5000 - 113
- 70 83
0 7 36/ 62 | | 95 105 | 127 "
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040240.D

Aca On : 21 Sep 2020 17:45

Operator : SY/MD

Sample : L4046-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 3-Pentanol, 2,3,4-trimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.64 1.22 ug/L 108132 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanol. 2.3.4-trimethvl- 130 C8H180 003054-92-0 59
2 2-Propenoic acid. 2-methvl-. 1-m... 128 C7H1202 004655-34-9 47
3 2-0-Methvl-d-xvlose 164 C6H1205 1000130-01-3 45
4 3-Pentanol. 2.3.4-trimethvl- 130 C8H180 003054-92-0 45
5 2,3,4-Trimethyl-5-hexen-3-ol 142 C9H180 028638-29-1 40
Abundance Scan 2892 (10.639 min): VU040240.D (-2876) (-) m/z 87.10 100.00%
87
41 69
5000
h| li ﬂ7 112 o6 10.40 10.60 10.80 11.00
0..,....,....,...:1!...,-.'..'.,....,....--..',..-..,....,.'-.-..,....,....,....,.... m/z 41.00 55.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13753: 3-Pentanol, 2,3,4-trimethyl-
87
5000 69 LB LN LN SR U
41 10.40 10.60 10.80 11.00
m/z 69.10 55.23%
15 \m \‘ bl 97 115
G R R R N AN RARRN AN AR ALLAN LA LARAN LALRS LA RARAN SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
69
41
10.40 10.60 10.80 11.00
5000 87 m/z 43.05 50.61%
59
ol 15 2t 95 113 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #33893: 2-O-Methyl-d-xylose
87 10.40 10.60 10.80 11.00
m/z 55.10 26.61%
5000 “
43 59
115
o n SI‘NM g, W0 TP ap4133 147
m/z--> 10 20 30 40 56 60 75 80 95 100 110 120 130 140 150 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040240.D

Aca On : 21 Sep 2020 17:45

Operator : SY/MD

Sample : L4046-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 Benzene, propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.90 5.29 ug/L 467390 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 60
2 Benzene. propvl- 120 C9H12 000103-65-1 60
3 Benzene. propvl- 120 C9H12 000103-65-1 53
4 Ethanol. 2-T'(phenvimethvDaminol- 151 C9H13NO 000104-63-2 47
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 47
Abundance Scan 2973 (10.899 min): VU040240.D (-2952) (-) m/z 91.10 100.00%
o
5000
43 57 71 120 A
05 10.60 10.80 11.00 11.20
I W ﬁl,|,,,193, S —L m/z 120.20 20.55%
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 57.10 13.08%
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 65.10 12.07%
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 71.10 11.20%
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\VU092120\
Data File : VU040240.D

Aca On : 21 Sep 2020 17:45

Operator : SY/MD

Sample : L4046-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 unknown-01 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
11.03 1.07 ug/L 94486 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.6(1H)-Pvrimidinedione. 3.4.5.6... 127 C4H5N302 004425-67-6 43
2 Ethanone. 1l-cvclopropvl- 84 C5H80 000765-43-5 27
3 Furan. 2.3-dihvdro-3-methvl- 84 C5H80 001708-27-6 27
4 2.5-Pvrrolidinedione. l-ethvl- 127 C6HONO2 002314-78-5 25
5 2-Thiophenecarboxaldehyde, oxime 127 C5H5NOS 029683-84-9 25
Abundance Scan 3014 (11.031 min): VU040240.D (-3005) (-) m/z 43.05 100.00%
43 69 127
84 109
5000
55
‘ |‘ ‘ 98 141 10.80 11.00 11.20 11.40
Obrrprrrr e e L e et e e m/z 127.15 86.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11707: 4,6(1H)-Pyrimidinedione, 3,4,5,6-tetrahydro-2-imino-
43
5000 LRI SULRLE B SULBULE IS
69 o 127 1080 11,00 1120 11.40
57 99 m/z 69.10 81.21%
0 33‘\\ Ll 77 ‘ 111
JAR INRRA NI RIS LA LA LS IR IR RN SRS LSS BN RSN SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43 69
10.80 11.00 11.20 11.40
5000 84 m/z 109.15 60.45%
) 27 55 .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1444: Furan, 2,3-dihydro-3-methyl-
69 10.80 11.00 11.20 11.40
a1 m/z 84.15 55.17%
84
5000
27 55 J\
0..“.ﬁﬁnjm.”uw”.ﬁm.“.”L.”,N”,”.w”.w.“q.”.““.“.”, e mamana e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.80 11.00 11.20 11.40

SOMUTRO83120WMA .M Tue Sep 22 16:41:55 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040240.D

Aca On : 21 Sep 2020 17:45

Operator : SY/MD

Sample : L4046-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Benzene, l-ethyl-2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.29 2.44 ug/L 215363 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. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 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, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3095 (11.291 min): VU040240.D (—3081)d)(—) m/z 105.20 100.00%
105
5000
120
39 51. 65 9|1 % 11.00 11.20 11.40 11.60
Ol st e et S el m/Zz 120.20  29.45%
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
m/z 91.10 13.13%
27 ﬁg o1 5 65 1? 84 gﬁ 97 || 113
O i e R o T
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
e
11.00 11.20 11.40 11.60
5000 m/z 77.10 12.76%
120
27 3 slgges T g, Mg,
O R T s S s = LIS
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105 11.00 11.20 11.40 11.60

m/z 79.10 9.56%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.00 11.20 11.40 11.60

SOMUTRO83120WMA .M Tue Sep 22 16:41:57 2020 Page: 14



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040240.D

Aca On : 21 Sep 2020 17:45

Operator : SY/MD

Sample : L4046-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 Mesitylene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.46 1.41 ug/L 124613 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitvlene 120 C9H12 000108-67-8 95
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 3147 (11.459 min): VU040240.D (-3139) (-) m/z 105.10 100.00%
105
5000 120
39 51 4 65 7|7 o5 L 11.20 11.40 11.60 11.80
N 1T O /SO R m/z 120.15 42 .85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9402: Mesitylene
105
120
5000
11.20 11.40 11.60 11.80
m/z 77.05 13.42%
27 3 Slgges 19
O ARARA RS ARA s RAas RAnAs Ra s R ns s RRARA RARAS RARSS RASSS LA RS
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 91.10 11.48%
27 4 S5lgges 1 91
G R A RS RS RRAS AN RARAS RARRA AR SRS SEARS RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9410: Benzene, 1,2,4-trimethyl-

11.20 11.40 11.60 11.80
m/z 119.10 9.72%

5000

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

SOMUTRO83120WMA .M Tue Sep 22 16:41:59 2020 Page: 15



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040240.D

Aca On : 21 Sep 2020 17:45

Operator : SY/MD

Sample : L4046-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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-02 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.63 2.97 ug/L 262907 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Oxabicvclol2.2.11heptane. 1-me... 154 C10H180 000470-67-7 46
2 7-Oxabicvclol2.2_11heptane. 1-me... 154 C10H180 000470-67-7 43
3 7-Oxabicvclol2.2_11heptane. 1-me... 154 C10H180 000470-67-7 42
4 Ethanone. 1-(3-ethvilcvclobutvl)- 126 C8H140 056335-71-8 42
5 3-0Octen-2-one, (E)- 126 C8H140 018402-82-9 38
Abundance Scan 3200 (11.629 min): VU040240.D (-3181) (-) m/z 73.10 100.00%
43 8
105
5000
g 9 121
Ll ”| 6#|‘ |||| | | 19 | | 134 154 11.40 11.60 11.80 12.00
o R 11101 LTI RO R P e m/z 55.10 93.84%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26947: 7-Oxabicyclo[2.2.1]heptane, 1-methyl-4-(1-methylet...
43
111
71
5000 %5 RN BRI UL UGN B
11.40 11.60 11.80 12.00
27 ‘ 81 125 154 m/z 43.05 81.48%
96 139
N . 7 1 N Y o Y N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43
" 11 11140 11,60 11.80 12,00
5000 55 m/z 41.00 68.77%
27 125
) 8l g3 139 154
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26954: 7-Oxabicyclo[2.2.1]heptane, 1-methyl-4-(1-methylet... s B R R B Eamas e
43 11.40 11.60 11.80 12.00
m/z 105.10 54.08%
71
5000 55 e
81 125
“ 93 139
0'w“w'“w”'wmw|“MV'“H”'HMH'JW“'W““l““V'“V“'w'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040240.D

Aca On : 21 Sep 2020 17:45

Operator : SY/MD

Sample : L4046-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 Benzene, 1,2,3-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.89 3.06 ug/L 270564 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 95
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
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 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 3281 (11.889 min): vu04024:b0.D (-3272) (-) m/z 105.10 100.00%
105
5000 120
39 51 g 91 139 11.60 11.80 12.00 12.20
Obrrprrrrprrrerrrrktirr et bl e o4 | M7z 120.15  41.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000 "'I""I""I"A"I""
11.60 11.80 12.00 12.20
7 m/z 77.05 13.24%
39 91
0 III':I'-'S'I''2"'7I'""I""'5I‘:'I-"'I'('3?'I"'M‘I""I""'I"'l'l""l""'I""I""I""III
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105
11.60 11.80 12.00 12.20
5000 120 m/z 91.05 10.52%

15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9427: Benzene, 1-ethyl-2-methyl-
105 11.60 11.80 12.00 12.20
m/z 119.15 9.52%
5000
o1 120
39 51 65 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040240.D

Aca On : 21 Sep 2020 17:45

Operator : SY/MD

Sample : L4046-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 unknown-03 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
12.01 0.84 ug/L 74112 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibutoxvmethane 160 C9H2002 002568-90-3 45
2 Propane. 1-(chloromethoxv)-2-met... 122 C5H11CIO 034180-11-5 38
3 Morpholine 87 C4H9NO 000110-91-8 38
4 N-Thio-valero-morpholine 187 CO9H17NOS 002832-99-7 28
5 4-Heptanol, 2,4-dimethyl- 144 C9H200 019549-77-0 23
Abundance Scan 3319 (12.012 min): VU040240.D (-3310) (-) m/z 57.10 100.00%
57
87
5000
41
103 119 134 11.60 11.80 12.00 12.20 12.40
Obrrrprrrrrrrreprr bl o e e || M7z 87.10  62.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #31402: Dibutoxymethane
57
5000 87
29 11.60 11.80 12.00 12.20 12.40
41 m/z 41.05 26.67%
ol 15 H‘ ‘L‘ LT3 103 117 131 159
m/z--> 15 25 §o Jo 50 65 75 éo 50 100 110 150 130 150 1%0 1éo
Abundance
57
a7 11/60 11.80 12.00 12.20 12.40
5000 m/z 56.05 9.89Y%
41
29 73
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 e
Abundance #1861: Morpholine Al ERE e B S S
57 11.60 11.80 12.00 12.20 12.40
m/z 119.10 9.32%
87
5000 29
42
0 15 | ‘ ulll 68 .
m/z--> 15 25 §o Jo §0 60 70 éo 50 100 110 150 130 150 1%0 1éo 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040240.D

Aca On : 21 Sep 2020 17:45

Operator : SY/MD

Sample : L4046-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.09 8.58 ug/L 758289 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 89
2 Indane 118 C9H10 000496-11-7 76
3 Indane 118 C9H10 000496-11-7 76
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 70
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 70
Abundance Scan 3343 (12.089 min): VU040240.D (-3328) (-) m/z 117.20 100.00%
117
5000
39 51 63 77 9|1 105 134 I ;I.;I.I8IOI I].IZIOIOI I].I2|2IOI IZI.I2|4IOI -
o.”“.”“.““.”H””p”Jnihﬂ%Jhﬁﬁm“?ﬁme”JL?%i.hw”. m/z 118.20 55.48%
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 115.10  35.64%

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 m/z 91.10 20.59%
39 53 91
51
13 ¥ 65 77 g4 103119

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8950: Indane

11.80 12.00 12.20 12.40
m/z 119.20 19.89%

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\VU092120\
Data File : VU040240.D

Aca On : 21 Sep 2020 17:45

Operator : SY/MD

Sample : L4046-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 unknown-04 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
12.47 1.06 ug/L 94000 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 25
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 25
3 Benzene. l1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 25
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 25
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 25
Abundance Scan 3462 (12.471 min): VU040240.D (-3445) (-) m/z 94.10 100.00%
4
5000
41 83 119
59 LI SULLN UL SN I
| s jg | | 103 134 12.20 12.40 12.60 12.80
Obrprrrrprrrr e e el Tm/z 119.20 30.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119

5000
12.20 12.40 12.60 12.80

m/z 41.00 30.36%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
12.20 12.40 12.60 12.80
5000 m/z 83.10 27.24%
91 134
77 105
o 15 27 % 51 gg 65 98 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14886: Benzene, 1-ethyl-2,3-dimethyl-
119 12.20 12.40 12.60 12.80

m/z 39.05 22 .82%

5000

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040240.D

Aca On : 21 Sep 2020 17:45

Operator : SY/MD

Sample : L4046-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 19 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.56 1.91 ug/L 168613 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 96
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
3 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 o-Cymene 134 C10H14 000527-84-4 95

Abundance Scan 3490 (12.561 min): VU040240.D (-3480) (- m/z 119.15 100.00%
119
5000
o1 134
39 51 65 7 105 12.20 12.40 12.60 12.80
o..,....,....,....',-....i'.'..5.8,.-.'..,...':-,....,|...9.8,.':'..,..'.':,'..1.2.7,..-..,.. m/z 134.20 27.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119
5000
o1 134 12.20 12.40 12.60 12.80
0
o 5 77 105 m/z 91.05 18.81%
oL 15 27 °% ' 88 " | | 98, || 127
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
12.20 12.40 12.60 12.80
5000 m/z 77.10 10.64%
01 134
7 105
ol 15 27 39 51 5g 65 98 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14879: Benzene, 2-ethyl-1,3-dimethyl-
119 12.20 12.40 12.60 12.80
m/z 120.20 10.28%
5000
91 134
65 !/ 105
0 15 27 3\9 5‘\1‘ 58 Ll Il “ Ayl H ‘ .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040240.D

Aca On : 21 Sep 2020 17:45

Operator : SY/MD

Sample : L4046-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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, 1l-methyl-2-(2-prop... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
12.67 0.85 ug/L 75207 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 87
2 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 87
3 1-Phenvl-1-butene 132 C10H12 000824-90-8 87
4 Indan., 1-methvl- 132 C10H12 000767-58-8 87
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 86

Abundance Scan 3524 (12.671 min): VU040240.D (-3518) (-) m/z 117.15 100.00%

117

-

5000
132
91
39 50 57 65 77 102 ‘ 12.40 12.60 12.80 13.00
Ol prrrrprrrrprre e b e el e el el e | m/Z 11510 34.56%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14091: Benzene, 1-methyl-2-(2-propenyl)-

1

]

5000
12.40 12.60 12.80 13.00

m/z 132.15 30.69%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance

117
12.40 12.60 12.80 13.00
5000 132 m/z 91.05 18.30%
91
15 27 39 51 63 77 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14034: 1-Phenyl-1-butene

12.40 12.60 12.80 13.00
m/z 118.10  11.95%

5000

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\VU092120\
Data File : VU040240.D

Aca On : 21 Sep 2020 17:45

Operator : SY/MD

Sample : L4046-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 3-Octanol, 3,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.85 5.53 ug/L 488539 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octanol. 3.6-dimethvl- 158 C10H220 000151-19-9 53
2 3-0Octanol. 3.7-dimethvl- 158 C10H220 000078-69-3 47
3 3-Octene. 2.6-dimethvl- 140 C10H20 006874-28-8 46
4 3-Octanol. 3.7-dimethvl- 158 C10H220 000078-69-3 43
5 1-Octyn-3-ol 126 C8H140 000818-72-4 37
Abundance Scan 3580 (12.851 min): VU040240.D (-3561) (-) m/z 73.10 100.00%
<}
55
5000 M
83 11, ., 129 140 12.60 12.80 13.00 13.20
ol 6 o0 119 m/z 55.10 62.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29642: 3-Octanol, 3,6-dimethyl-
73
5000
o9 43 55 12.60 12.80 13.00 13.20
m/z 69.10 44 . 77%
| | 129
0...“%?w.nkf”.ﬂmﬂ.w..h,.”.hn..“....?ﬁ .”.ﬂ”........”}ﬁ%.“..q..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
73
55 12.60 12.80 13.00 13.20
5000 - 43 m/z 70.10 42 .00%
83 111
o 18 65 95 1217 M0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17986: 3-Octene, 2,6-dimethyl-
55 69 12.60 12.80 13.00 13.20
41 m/z 41.10 39.21%
5000 29
83 140
0 |||||||||||l‘l|llll‘il‘lll|l‘lll|lll‘l|‘||||||Hll|llgll7|lll:!-|]‘-|]|-ll|:!-|2|5||lllllllll|ll|||||| —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040240.D

Aca On : 21 Sep 2020 17:45

Operator : SY/MD

Sample : L4046-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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, 1,2,4,5-tetramethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.96 1.18 ug/L 104518 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94
Abundance Scan 3614 (12.960 min): VU040240.D (-3605) (-) m/z 119.10 100.00%
119
134
5000
91
39 51 65 77 ga | 10311 12.60 12.80 13.00 13.20
R ¥ Y RPMRDON 10208 O 11| R m/z 134.20  52.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
12.60 12.80 13.00 13.20
91 m/z 91.05 17.07%
o2 2 GBS & 7 103 ] 127,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
134 12.60 12.80 13.00 13.20
5000 m/z 120.10 11.61%
91
ol 15 27 % s 65 77 105 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119 12.60 12.80 13.00 13.20
m/z 133.20 11.15%
5000 134
91
ol 15 & 5t & T 105 a7
mz> 10 20 30 40 0 60 70 80 90 100 110 130 130 140 | | 1260 1280 13,00 1320
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040240.D

Aca On : 21 Sep 2020 17:45

Operator : SY/MD

Sample : L4046-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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, 1l-ethyl-2,3-dimethyl- Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
13.44 0.82 ug/L 72760 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 76
2 o-Cvmene 134 C10H14 000527-84-4 76
3 o-Cvmene 134 C10H14 000527-84-4 76
4 o-Cvmene 134 C10H14 000527-84-4 70
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 70

Abundance Scan 3763 (13.439 min): VU040240.D (-3754) (- m/z 119.15 100.00%
119
5000 134
59 91
89 517 77 10311 13.20 13.40 13.60 13.80
o} m/z 134.10 39.03%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14874: Benzene, 1-ethyl-2,3-dimethyl-
119
5000 LB SULRLN UL B SURR
134 13.20 13.40 13.60 13.80
o o1 105 m/z 117.10 32.23%
27 7
"'I?I "I']'-?'I""'I'""I""'?:'I‘-"'I'3?'I"'PI""I""'I"*M'I"‘ml""l'""I"'
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
13.20 13.40 13.60 13.80
5000 m/z 91.05 20.68%
134
91
o 15 27 41 51 65 77 103
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14806: o-Cymene B e A
119 13.20 13.40 13.60 13.80
m/z 59.10 19.34%
5000 o1
134
65 77
0 15 27 3‘9\ 5\1 ! \‘\‘ Il 1y 1‘%\3 ‘\‘ ‘ L
m/z--> 0 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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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040240.D

Aca On : 21 Sep 2020 17:45

Operator : SY/MD

Sample : L4046-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
13.93 0.94 ug/L 83483 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Undecene. (E)- 154 C11H22 000764-97-6 46
2 2.2-Dimethvl-3-heptene trans 126 C9H18 019550-75-5 46
3 4-Undecene. (EBE)- 154 C11H22 000693-62-9 43
4 1-Decene. 5-methvl- 154 C11H22 054244-79-0 43
5 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 41
Abundance Scan 3916 (13.931 min): VU040240.D (-3908) (-) m/z 55.10 100.00%
55 69
5000
13.60 13.80 14.00 14.20
o} m/z 69.10 87 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27037: 5-Undecene, (E)-
55
41 69
5000 UL IR SRR IR
13.60 13.80 14.00 14.20
29 83 97 154 m/z 40.95 67.78%
. ..“.‘,.H. M ,HIM\,, M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69
& | ga 13.60 13.80 14.00 14.20
5000 a1 m/z 83.10 62.01%
126
15 29 97 111
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #27039: 4-Undecene, (E)-
55 13.60 13.80 14.00 14.20
41 m/z 110.15 50.46%
69
5000
29 83 154
97
0 ..1.5,.‘;‘. .H... A ese |
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040240.D

Aca On : 21 Sep 2020 17:45

Operator : SY/MD

Sample : L4046-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.98 1.94 ug/L 171206 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexene. 2.3-dimethvl- 112 C8H16 007145-20-2 38
2 3-Hexene. 2.3-dimethvl- 112 C8H16 007145-23-5 38
3 2-Pentene. 3-ethvl-2-methvl- 112 C8H16 019780-67-7 38
4 3-Ethvl-4-methvl-2-pentene 112 C8H16 019780-68-8 38
5 2-Octene, 2,3,7-trimethyl- 154 C11H22 033933-75-4 30
Abundance Scan 3931 (13.979 min): VU040240.D (-3924) (-) m/z 55.10 100.00%
55 83
41
5000
13.60 13.80 14.00 14.20
o} m/z 83.10 86.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6724: 2-Hexene, 2,3-dimethyl-
55 83
5000 41
13.60 13.80 14.00 14.20
12 m/z 41.05 72.85%
27 ‘ ‘ o7
0 .:.I-Lullu‘.‘..w..‘.“|.U..|....‘|....|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55
o | e e 13160 13,80 14100 1420
5000 m/z 110.15 47 .10%
112
27 97
15
S S S I I WL L L B L I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6768: 2-Pentene, 3-ethyl-2-methyl-
55 13.60 13.80 14.00 14.20
m/z 69.10 43.71%
83
5000
41
0"'I”"I”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'
m/z--> 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040240.D

Aca On : 21 Sep 2020 17:45

Operator : SY/MD

Sample : L4046-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 Azulene Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
14 .07 1.08 ug/L 95872 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 91
3 Naphthalene 128 C10H8 000091-20-3 91
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3959 (14.069 min): VU040240.D (-3951) (-) m/z 128.10 100.00%
b8
5000
UL SRR BRI SURIUR U
39 51 63 74 102 13.80 14.00 14.20 14.40
ol s 27 sz 127.05 12.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11942: Naphthalene
128
5000
13.80 14.00 14.20 14.40
m/z 102.10 9.76%
. 5163 75 g7 %113 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
128
13.80 14.00 14.20 14.40
5000 m/z 129.10 9.27%
51 102
15 28 39 03 75 g 113
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11939: Naphthalene
128 13.80 14.00 14.20 14.40
m/z 50.95 7.77%
5000
o 27 39 S 64 77 g9 102143 |
m/z--> 20 40 60 80 100 120 140 160 180 200 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040240.D

Aca On : 21 Sep 2020 17:45

Operator : SY/MD

Sample : L4046-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 unknown-05 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
14.27 0.72 ug/L 63604 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophen-2(3H)-one. 3-di... 176 C8H4N20S 054518-09-1 11
2 (n-Butvlthio)acetonitrile 129 C6H11NS 071037-08-6 10
3 (S)-3.4-Dimethvipentanol 116 C7H160 1000143-83-9 10
4 Thiirane. methvl- 74 C3H6S 001072-43-1 10
5 Formic acid, butyl ester 102 C5H1002 000592-84-7 10
Abundance Scan 4021 (14.269 min): VU040240.D (-4011) (-) m/z 74.00 100.00%

5000

N

14.00 14.20 14.40 14.60
o’ m/z 55.10 86.73%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42971: Benzo[b]thiophen-2(3H)-one, 3-diazo-
120
176

5000 e
148 14.00 14.20 14.40 14.60

5 m/z 41.00 80.00%

i \\ \‘ I 136
0....,....,..“..,‘”. .“.,‘....,.... T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
56

41 TT T rrr [ rrrrrrrrprorrT
14.00 14.20 14.40 14.60
5000 m/z 56.10 71.59%
27
73 129
15 86 96 114
O T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8372: (S)-3,4-Dimethylpentanol
1 56 14.00 14.20 14.40 14.60
m/z 120.10 69.35%
69
5000
m/z--> 20 60 100 120 140 160 180 14.00 14.20 14.40 14.60

SOMUTRO83120WMA .M Tue Sep 22 16:42:23 2020 Page: 29



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040240.D

Aca On : 21 Sep 2020 17:45

Operator : SY/MD

Sample : L4046-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 (DEL) Alkane: Cyclicl5.06 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.06 2.91 ug/L 257113 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (2-methvlpropvl)- 140 C10H20 001678-98-4 49
2 Cvclopropane. 1.1.2-trimethvl-3-_... 140 C10H20 041977-43-9 43
3 2-Undecene. 2-methvl- 168 Cl12H24 056888-88-1 42
4 2.3-Dimethvl-2-octene 140 C10H20 019781-18-1 35
5 Cyclohexane, (2-methylpropyl)- 140 C10H20 001678-98-4 30
Abundance Scan 4267 (15.060 min): VU040240.D (-4252) (-) m/z 55.10 100.00%
5000
14.80 15.00 15.20 15.40
0! m/z 41.05 66.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18021: Cyclohexane, (2-methylpropyl)-
55
83
41
5000
97 14.80 15.00 15.20 15.40
27 67 ‘ 140 m/z 83.10 62.56%
0 .}?,.t‘..bk..”‘,.un O T -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 83
69 14.80 15.00 15.20 15.40
5000 m/z 69.10 61.90%
41 97
140
e L S SN SIS B WL S B WL WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36788: 2-Undecene, 2-methyl-
69 14.80 15.00 15.20 15.40
56 m/z 140.20 45 _.37%
5000 41
29 83
0 T 97 111 125 140 153 1%
m/z--> 20 40 60 80 100 120 140 160 180 200 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092120\
Data File : VU040240.D

Acq On : 21 Sep 2020 17:45

Operator : SY/MD

Sample - L4046-16

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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: Cyc... 2.23 1.3 ug/L 85280 1 6.26 338985 5.0
Ethyl ether 2.39 20.2 ug/L 1368860 1 6.26 338985 5.0
(DEL) Alkane: Str... 3.10 1.9 ug/L 127174 1 6.26 338985 5.0
(DEL) Alkane: Str... 3.72 2.8 ug/L 192711 1 6.26 338985 5.0
Diisopropyl ether 4.01 75.8 ug/L 5139160 1 6.26 338985 5.0
(DEL) Alkane: Cyc... 4.55 15.1 ug/L 1025530 1 6.26 338985 5.0
Furan, tetrahydro... 7.72 2.0 ug/L 135824 1 6.26 338985 5.0
3-Pentanol, 2,3,4... 10.64 1.2 ug/L 108132 3 11.81 441885 5.0
Benzene, propyl- 10.90 5.3 ug/L 467390 3 11.81 441885 5.0
unknown-01 11.03 1.1 ug/L 94486 3 11.81 441885 5.0
Benzene, l-ethyl-_.. 11.29 2.4 ug/L 215363 3 11.81 441885 5.0
Mesitylene 11.46 1.4 ug/L 124613 3 11.81 441885 5.0
unknown-02 11.63 3.0 ug/L 262907 3 11.81 441885 5.0
Benzene, 1,2,3-tr... 11.89 3.1 ug/L 270564 3 11.81 441885 5.0
unknown-03 12.01 0.8 ug/L 74112 3 11.81 441885 5.0
Indane 12.09 8.6 ug/L 758289 3 11.81 441885 5.0
unknown-04 12 .47 1.1 ug/L 94000 3 11.81 441885 5.0
Benzene, 2-ethyl-_.. 12.56 1.9 ug/L 168613 3 11.81 441885 5.0
Benzene, l-methyl... 12.67 0.8 ug/L 75207 3 11.81 441885 5.0
3-Octanol, 3,6-di... 12.85 5.5 ug/L 488539 3 11.81 441885 5.0
Benzene, 1,2,4,5-... 12.96 1.2 ug/L 104518 3 11.81 441885 5.0
Benzene, l-ethyl-... 13.44 0.8 ug/L 72760 3 11.81 441885 5.0
(DEL) Alkane: Str... 13.93 0.9 ug/L 83483 3 11.81 441885 5.0
(DEL) Alkane: Str... 13.98 1.9 ug/L 171206 3 11.81 441885 5.0
Azulene 14.07 1.1 ug/L 95872 3 11.81 441885 5.0
unknown-05 14.27 0.7 ug/L 63604 3 11.81 441885 5.0
(DEL) Alkane: Cyc... 15.06 2.9 ug/L 257113 3 11.81 441885 5.0
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