LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111920\
Data File : VU041344.D

Aca On 19 Nov 2020 15:31

Operator : SY/MD

Sample : L4790-06 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 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\SOMUTR111620WMA .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 1.504 38 51 52 rBv 4897 8268 1.03% 0.179%
2 1.639 84 93 105 rvB2 47468 57298 7.12% 1.239%
3 1.787 130 139 145 rBVvV4 4535 8923 1.11% 0.193%
4 1.832 146 153 167 rBv2 28464 59230 7.36% 1.281%
5 1.951 185 190 209 rvB2 23003 38970 4 .84% 0.843%
6 2.398 323 329 334 rBV2 5472 9194 1.14% 0.199%
7 2.517 362 366 384 rvB4 5837 12121 1.51% 0.262%
8 2.610 385 395 408 rVB 37409 61745 7.67% 1.336%
9 2.735 420 434 453 rBV 456166 805068 100.00% 17.415%
10 4.620 1005 1020 1034 rvVvB 38657 86181 10.70% 1.864%

11 4.719 1035 1051 1065 rBV 232516 526457 65.39% 11.388%
12 5.134 1163 1180 1201 rVB2 46022 107989 13.41% 2.336%
13 5.655 1330 1342 1352 rBV2 4539 9509 1.18% 0.206%
14 5.793 1366 1385 1409 rVB2 88080 212108 26.35% 4._.588%
15 6.308 1532 1545 1559 rVB 88483 163639 20.33% 3.540%

16 6.619 1625 1642 1651 rBV9 5639 14959 1.86% 0.324%
17 6.742 1667 1680 1696 rBV2 56439 113142 14.05% 2.447%
18 7.600 1936 1947 1960 rBV3 25929 44474 5.52% 0.962%
19 7.925 2035 2048 2060 rBvV 83007 140851 17.50% 3.047%
20 7.996 2060 2070 2083 rVB 34173 56070 6.96% 1.213%
21 8.205 2125 2135 2146 rVB 17105 28153 3.50% 0.609%
22 8.664 2265 2278 2290 rBvV 142760 255521 31.74% 5.527%
23 8.806 2316 2322 2336 rVB4 5192 8255 1.03% 0.179%
24 9.430 2504 2516 2535 rVB 129283 213244 26.49% 4.613%
25 9.581 2554 2563 2575 rBV2 18392 27434 3.41% 0.593%
26 9.700 2588 2600 2610 rBV 26211 42500 5.28% 0.919%
27 10.105 2713 2726 2742 rBV2 17990 29730 3.69% 0.643%
28 10.590 2859 2877 2880 rBVS 3575 9287 1.15% 0.201%
29 10.761 2916 2930 2942 rBV2 50000 79957 9.93% 1.730%
30 11.111 3026 3039 3049 rVB6 5525 10576 1.31% 0.229%
31 11.809 3244 3256 3269 rVvV 122854 198066 24.60% 4._.284%
32 11.893 3269 3282 3294 rVB6 7713 18335 2.28% 0.397%
33 12.188 3363 3374 3387 rVB 106370 168947 20.99% 3.655%
34 12.320 3405 3415 3425 rBV3 10638 16182 2.01% 0.350%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111920\
Data File : VU041344.D

Aca On 19 Nov 2020 15:31

Operator : SY/MD

Sample : L4790-06 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 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\SOMUTR111620WMA .M
Title - TRACE VOA SOMO1.0

35 12.831 3562 3574 3580 rBV10 5093 8452 1.05% 0.183%
36 12.950 3593 3611 3619 rBV7 17206 36743 4_.56% 0.795%
37 12.995 3619 3625 3631 rVV3 13594 20101 2.50% 0.435%
38 13.037 3631 3638 3649 rVB4 21698 34930 4_.34% 0.756%
39 13.124 3656 3665 3674 rVB 22861 31925 3.97% 0.691%
40 13.420 3748 3757 3765 rBV2 27884 49682 6.17% 1.075%
41 13.577 3799 3806 3811 rBVY 15347 19996 2.48% 0.433%
42 13.613 3812 3817 3827 rVB 10000 14529 1.80% 0.314%
43 13.716 3842 3849 3855 rBV6 6957 9154 1.14% 0.198%
44 13.796 3868 3874 3881 rBV3 7963 9529 1.18% 0.206%
45 13.970 3912 3928 3930 rBV2 39820 61798 7.68% 1.337%
46 14.037 3942 3949 3956 rBV3 33897 44637 5.54% 0.966%
47 14.082 3956 3963 3970 rBV3 34709 43796 5.44% 0.947%
48 14.166 3980 3989 4009 rVB3 51111 102765 12.76% 2.223%
49 14.269 4014 4021 4036 rVBS8 14665 31557 3.92% 0.683%
50 14.436 4067 4073 4080 rBV2 24401 31150 3.87% 0.674%
51 14.561 4105 4112 4121 rBV3 15617 25294 3.14% 0.547%
52 14.790 4178 4183 4192 rVB9 10130 14643 1.82% 0.317%
53 14.928 4217 4226 4231 rBV4 22588 34834 4_.33% 0.753%
54 15.008 4243 4251 4258 rBV6 29321 42721 5.31% 0.924%
55 15.053 4260 4265 4273 rVB5 15290 20617 2.56% 0.446%
56 15.134 4284 4290 4298 rVB4 17014 25277 3.14% 0.547%
57 15.188 4299 4307 4321 rVV7 22572 55397 6.88% 1.198%
58 15.259 4323 4329 4341 rVB6 15364 24850 3.09% 0.538%
59 15.391 4362 4370 4382 rBV3 19331 35848 4.45% 0.775%
60 15.491 4395 4401 4411 rVB9 14635 25356 3.15% 0.548%
61 15.915 4524 4533 4555 rBV9 18962 54071 6.72% 1.170%
62 16.249 4628 4637 4658 rBv4 20143 47468 5.90% 1.027%
63 16.394 4673 4682 4689 rBV3 14484 23457 2.91% 0.507%

Sum of corrected areas: 4622960
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111920\
Data File : VvU041344.D

Aca On 19 Nov 2020 15:31

Operator : SY/MD

Sample = L4790-06 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111620WMA .M

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\VU111920\
Data File : VvU041344.D

Aca On 19 Nov 2020 15:31

Operator : SY/MD

Sample = L4790-06 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111620WMA .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 Methanethiol Concentration Rank 4

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

1.83 1.81 ug/L 59230 1,4-Difluorobenzene 6.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methanethiol 48 CH4S 000074-93-1 90
2 Methanethiol 48 CH4S 000074-93-1 90
3 Hvdroxvlamine. O-methvl- 47 CH5NO 000067-62-9 7
4 Methane. nitroso- 45 CH3NO 000865-40-7 5
5 Hydroxylamine, O-methyl- 47 CH5NO 000067-62-9 5

Abundance Scan 152 (1.829 min): VU041344.D (-146) (-) m/z 47.05 100.00%
47
5000 S
44|50 6|4 1.60 1.80 2.00 2.20
0'W'”W”'W”'W“'W“”I””I””P'JP REAARLA AAAS ARRRI RARRERARAY m/z 48.05 91.41%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #113: Methanethiol
47
5000 R RS R R
1.60 1.80 2.00 2.20
0
14 - 4 m/z 44.95 65.12%
50
) Iy - 1
I I I I I [ [ I [ I | I I I I
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance
a7 /\
160 1.80 2.00 2.20
5000 m/z 46.00 15.58%
. 1230 33 44 50
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #108: Hydroxylamine, O-methyl- e
47 1.60 1.80 2.00 2.20
m/z 64.00 14 .46%
5000 32 /A\Af&MVJWJ/W\f\A/xﬁ/\\v\
29
17
0'W'”W”}ﬁﬂhl“”P'h““'P”W'fﬁl'W””I””P'”P“'P“W R U UL S
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111920\
Data File : VvU041344.D

Aca On 19 Nov 2020 15:31

Operator : SY/MD

Sample = L4790-06 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111620WMA .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 Dimethyl sulfide Concentration Rank 1

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

2.74 24 .60 ug/L 805068 1,4-Difluorobenzene 6.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimethvl sulfide 62 C2H6S 000075-18-3 94
2 Dimethvl sulfide 62 C2H6S 000075-18-3 94
3 Dimethvl sulfide 62 C2H6S 000075-18-3 94
4 Dimethvl sulfide 62 C2H6S 000075-18-3 91
5 Borane-methyl sulfide complex 76 C2H9BS 013292-87-0 78

Abundance Scan 435 (2.739 min): VU041344.D (-420) (-) m/z 47.05 100.00%
47 62
5000
4 240 260 280 300
58 : : : :
Obrrrerrrrprrreprrr o e PO et P || Mz 62.10  99.13%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #339: Dimethyl sulfide
47 62
5000 SRR SRS L SRR
35 2.40 2.60 2.80 3.00
27 m/z 45.00 70.97%
30 40 54 58
e LA L A A LS RARAR RAARY RN AR LARAS KRS RARS RAARA LARSA SAR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance
240 2.60 2.80 3.00
5000 m/z 46.00 44 _27%
35
15 27
o 1 12 24 32 44 50 58 g5
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #337: Dimethyl sulfide e
47 62 2.40 2.60 2.80 3.00

m/z 61.10 36.11%

5000
35
15 27
4.
o 12/ 24 | 32 150 58 |65

m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111920\
Data File : VvU041344.D

Aca On 19 Nov 2020 15:31

Operator : SY/MD

Sample = L4790-06 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111620WMA .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 Ethane, (methylthio)

- Concentration Rank 2

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

4.62 2.63 ug/L 86181 1,4-Difluorobenzene 6.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. (methvithio)- 76 C3H8S 000624-89-5 95
2 Ethane. (methvlithio)- 76 C3H8S 000624-89-5 95
3 Ethane. (methvlithio)- 76 C3H8S 000624-89-5 91
4 Trimethvlphosphine 76 C3H9P 000594-09-2 50
5 Trimethylphosphine 76 C3H9P 000594-09-2 37

Abundance Scan 1020 (4.620 min): VU041344.D (-1005) (-) m/z 61.10 100.00%
61
76
5000 48
45
a1 || 64 420 440 4.60 480 5.00
0..,....,....,....,....,....,....,....,....,....',....,..!!, e m/z 76.10 68.37%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #958: Ethane, (methylthio)-
61
48 &
5000 27 NSRS SN
45 420 4.40 4.60 4.80 5.00
35 m/z 48.00 43.75%
0

12 o4 3 ‘3841 51 98 64 69 73| 79
N NI LS L —
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
61

76 420 440 460 4.80 5.00
5000 , 48 m/z 47.00 34.23%
7
45
s 35
o 24 32 3841 | 515598 64 6973 79
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #957: Ethane, (methylthio)- e e e
61 420 440 460 4.80 5.00
76 m/z 44.95 29.69%
5000 48
35 45
a5 el 4 e 58 e eazs 7o N
T L L YL - s
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 420 440 460 480 5.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111920\
Data File : VvU041344.D

Aca On 19 Nov 2020 15:31

Operator : SY/MD

Sample = L4790-06 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111620WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 14

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

12.95 0.93 ug/L 36743 1,4-Dichlorobenzene-d4 11.81

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 47
2 Octane. 2-methvl- 128 C9H20 003221-61-2 45
3 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 43
4 Oxalic acid. allvl nonvl ester 256 C14H2404 1000309-23-7 43
5 Oxalic acid, allyl octyl ester 242 C13H2204 1000309-23-6 43

Abundance Scan 3611 (12.950 min): VU041344.D (-3593) (-) m/z 57.10 100.00%
43 g7
71
5000 85
112
98 12.60 12.80 13.00 13.20
o} m/z 43.05 91.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
43 57
71
5000
- 85 12.60 12.80 13.00 13.20
m/z 71.10 69.83%
. \‘ | P 1usay 141 155 169 183 226
R I B S L R
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance
43
12.60 12.80 13.00 13.20
5000 57 m/z 41.10 67.40%
29 71
99 113 158
O el e BT o L B o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12714: Hexane, 2,3,4-trimethyl- e e R
43 12.60 12.80 13.00 13.20
m/z 85.10 42 .68%
5000 57 71 85
29
0 .%‘!,.U..h:..‘\.,..\..,....9?.... -
m/z--> 20 40 60 8 100 120 140 160 180 200 220 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111920\
Data File : VvU041344.D

Aca On 19 Nov 2020 15:31

Operator : SY/MD

Sample = L4790-06 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111620WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
13.00 0.51 ug/L 20101 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 4-methvl- 170 C12H26 002980-69-0 64
2 2.3-Dimethvldecane 170 C12H26 017312-44-6 64
3 Nonane. 5-(l-methvipropvl)- 184 C13H28 062185-54-0 53
4 n-Butvric acid 2-ethvlhexvl ester 200 C12H2402 025415-84-3 50
5 Phytol 296 C20H400 000150-86-7 47
Abundance Scan 3626 (12.999 min): VU041344.D (-3619) (-) m/z 43.05 100.00%
43 71
57
5000 85
97 126
|| 109 h 12.60 12.80 13.00 13.20 13.40
) S| - —_ m/z 71.15 89.48%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38326: Undecane, 4-methyl-
43
71
5000 29 s7
85 12.60 12.80 13.00 13.20 13.40
126 m/z 57.10 63.87%
miz--> 20 40 60 8 100 120 140 160
Abundance
43
71
57 12.60 12.80 13.00 13.20 13.40
5000 a5 m/z 41.05 62.60%
29 126
97
15 111
L I L L L DL S S|
m/z--> 20 40 60 80 100 120 140 160
Abundance #48917: Nonane, 5-(1-methylpropyl)- P e
43 57 7 12.60 12.80 13.00 13.20 13.40
m/z 85.10 42 .60%
5000 8
29 126
97
o) N S --“. ..”:. pW‘.. ﬁl 13 .-h Illﬁ% .?55,. S
m/z--> 20 40 60 80 100 120 140 160 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111920\
Data File : VvU041344.D

Aca On 19 Nov 2020 15:31

Operator : SY/MD

Sample = L4790-06 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111620WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.04 0.88 ug/L 34930 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 59
2 Hexadecane 226 C16H34 000544-76-3 53
3 Decane. 2-methvl- 156 C11H24 006975-98-0 50
4 Undecane. 3-methvl- 170 C12H26 001002-43-3 50
5 1-lodo-2-methylnonane 268 C10H211 1000101-47-9 50
Abundance Scan 3639 (13.040 min): VU041344.D (-3631) (-) m/z 43.10 100.00%
a3 57
71
5000 85
99 113 12615, 152 12.80 13.00 13.20 13.40
0’ o o SO m/z 57.10 92 .54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48844: Dodecane, 2-methyl-
43 57
5000 71
a5 12.80 13.00 13.20 13.40
29 m/z 41.10 59 .44%
B P A EE B P 2 R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57
71 1280 13.00 13.20 13.40
5000 o m/z 71.10 48.41%
29
o 99 113 127 141 155 169 183 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28432: Decane, 2-methyl-
8B 5 12.80 13.00 13.20 13.40
m/z 85.20 37 .54%
5000 71
29 85
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111920\
Data File : VvU041344.D

Aca On 19 Nov 2020 15:31

Operator : SY/MD

Sample = L4790-06 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111620WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.12 0.81 ug/L 31925 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3-methvl- 170 C12H26 001002-43-3 78
2 Undecane. 3-methvl- 170 C12H26 001002-43-3 78
3 Sulfurous acid. butvl decvl ester 278 C14H3003S 1000309-17-7 64
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 59
5 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 59
Abundance Scan 3664 (13.121 min): VU041344.D (-3656) (-) m/z 57.10 100.00%
57
5000 41 1 g
97 115 1T1 12.80 13.00 13.20 13.40
o e m/z 41.10 49.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38327: Undecane, 3-methyl-
57
43
5000 1 85 ISRV RN BN U
12.80 13.00 13.20 13.40
29 m/z 43.05 48_72%
9 141
ol 15 “ m | R 112 126 | 155 170
LI UL SURLLEL SULELERS SR LR AL BRI UARLA UL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43 12.80 13.00 13.20 13.40
5000 n m/z 71.15 47 .68%
85
29
o 99 112 126 141 155 170
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #125656: Sulfurous acid, butyl decyl ester
57 12.80 13.00 13.20 13.40
m/z 85.20 41.03%
5000 43 71 85
29
oL TN St prep
m/z--> 20 40 60 80 100 120 140 160 180 200 12.80 13.00 13.20 13.40

SOMUTR111620WMA .M Fri Nov 20 18:54:45 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111920\
Data File : VvU041344.D

Aca On 19 Nov 2020 15:31

Operator : SY/MD

Sample = L4790-06 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111620WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.42 1.25 ug/L 49682 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 80
2 Dodecane 170 C12H26 000112-40-3 76
3 Tetradecane 198 C14H30 000629-59-4 72
4 Dodecane 170 C12H26 000112-40-3 68
5 Undecane, 4,7-dimethyl- 184 C13H28 017301-32-5 64
Abundance Scan 3757 (13.420 min): VU041344.D (-3748) (-) m/z 57.05 100.00%
43 7
71
5000
85
7 100 156 170 ' 13.20 13.40 13.60 13.80
01 e e e R m/z 43.10 84 _76%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28424: Undecane
57
43
71

5000 R B EEm e n ]
13. 20 13 40 13. 60 13. 80

29 ‘ m/z 71.10 58.09%
98 156
ST 0 A AT A S
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
57
43
71 13.20 13.40 13.60 13.80
5000 m/z 41.05 54.38%
85
29
o 15 98 112 127 141 170
A B B B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59881: Tetradecane e B o e S
43 57 13.20 13.40 13.60 13.80
m/z 85.20 32.76%
71
5000 85
29
Lo L] % s s e 10
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80

SOMUTR111620WMA .M Fri Nov 20 18:54:46 2020 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111920\
Data File : VvU041344.D

Aca On 19 Nov 2020 15:31

Operator : SY/MD

Sample = L4790-06 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111620WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
13.58 0.50 ug/L 19996 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 64
2 Dodecane. 6-methvl- 184 C13H28 006044-71-9 59
3 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 59
4 Decane. 2.6.8-trimethvl- 184 C13H28 062108-26-3 59
5 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 50
Abundance Scan 3807 (13.581 min): VU041344.D (-3799) (-) m/z 57.10 100.00%
5000 43 71
82 97 112 443 13.20 13.40 13.60 13.80
o el m/z 71.20 39.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48867: Undecane, 3,6-dimethyl-
57
5000 J\ R AR AU UM B
43 n 13.20 13.40 13.60 13.80
m/z 43.10 37.77%
29 85 98 113
o A ] | %% 1% 127 141 155 169 184
mz> %0 4 & 8 100 1o 1o 1o 180
Abundance
57
13.20 13.40 13.60 13.80
5000 43 m/z 41.10 35.50%
71
29 98
o 85 M2 196 140 155 169 184
mz-> 20 40 60 80 100 120 140 160 180
Abundance #48882: Undecane, 2,6—dimethy|— | LI BLELELEL LI BN B
57 13.20 13.40 13.60 13.80
m/z 55.05 25.13%
5000 43
71
0 ‘\ W ] 8 %8 113 17 141 154 169 184
m/z--> 20 & 65 80 100 120 140 160 180 13.20 13.40 13.60 13.80

SOMUTR111620WMA .M Fri Nov 20 18:54:48 2020 Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111920\
Data File : VvU041344.D

Aca On 19 Nov 2020 15:31

Operator : SY/MD

Sample = L4790-06 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111620WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.97 1.56 ug/L 61798 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.5.9-trimethvl- 184 C13H28 062108-22-9 59
2 Nonane. 3-methvl- 142 C10H22 005911-04-6 53
3 Tetradecane. 1l-chloro- 232 C14H29ClI 002425-54-9 53
4 Decane. 2.6.6-trimethvl- 184 C13H28 062108-24-1 53
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 53
Abundance Scan 3928 (13.970 min): VU041344.D (-3912) (-) m/z 57.10 100.00%
57
5000 43 71
85 98 112 126 151 13.60 13.80 14.00 14.20
o) IS N m/z 43.05 51.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48890: Decane, 2,5,9-trimethyl-
57
5000 43 AR UL RO
71 13.60 13.80 14.00 14.20
m/z 71.15 40.97%
T
e R R L R L B L B WL B W
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43 13.60 13.80 14.00 14.20
5000 1 m/z 41.10 37.00%
29
0 85 g8 112 197 14
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #87667: Tetradecane, 1-chloro- B B .
3 57 13.60 13.80 14.00 14.20
o1 m/z 55.10 23.42%
5000 71
29 105
“MHNJ\MMmemmmm 232
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.60 13.80 14.00 14.20

SOMUTR111620WMA .M Fri Nov 20 18:54:50 2020 Page: 13



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111920\
Data File : VvU041344.D

Aca On 19 Nov 2020 15:31

Operator : SY/MD

Sample = L4790-06 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111620WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 12 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.04 1.13 ug/L 44637 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 4-methvl- 184 C13H28 006117-97-1 80
2 Hexadecane 226 C16H34 000544-76-3 52
3 Hexadecane. 7.9-dimethvl- 254 C18H38 021164-95-4 50
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 50
5 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 49
Abundance Scan 3950 (14.040 min): VU041344.D (-3942) (-) m/z 43.10 100.00%
43 71
5000
I ‘| ' 13:80 14.00 1420 14.40
0..w.”.,.h-A m/z 71.15 85.61%
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance #48846: Dodecane, 4-methyl-
43 57 71
5000 85 HREURA DAL SRR S B
13.80 14.00 14.20 14.40
29 m/z 57.10 68.63%
0 M L P 155169184
m/z--> ﬁo 45 60 80 160 120 140 160 180 200 220 240
Abundance
57
43
71 HRIURA DAL SR BRI B
13.80 14.00 14.20 14.40
5000 85 m/z 55.10 52 .35%
29 99
ol 14 113127141155169183197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105903: Hexadecane, 7,9-dimethyl- s b RREmE R
57 13.80 14.00 14.20 14.40
43 | 7t m/z 70.10 49.93%
5000 85
155169
0 ‘ I 4 98 1ﬁ31ﬁ6140 | | 183197211225239 254
m/z--> 20 4'0 6|O 80 1(')0 120 140 160 180 200 220 240 13.80 14.00 14.20 14.40

SOMUTR111620WMA .M Fri Nov 20 18:54:52 2020 Page: 14



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111920\
Data File : VvU041344.D

Aca On 19 Nov 2020 15:31

Operator : SY/MD

Sample = L4790-06 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111620WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 13 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.08 1.11 ug/L 43796 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3-methvl- 170 C12H26 001002-43-3 53
2 Dodecane. 3-methvl- 184 C13H28 017312-57-1 53
3 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 52
4 Decane. l-i1odo- 268 C10H211 002050-77-3 52
5 Undecane, 3,9-dimethyl- 184 C13H28 017301-31-4 50
Abundance Scan 3962 (14.079 min): VU041344.D (-3956) (-) m/z 57.10 100.00%
4]
5000 85
128 N VN ead
113 169 13.80 14.00 14.20 14.40
N m/z 43.10 97.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38327: Undecane, 3-methyl-
57
5000 85 L B UM BUL I
4 13.80 14.00 14.20 14.40
m/z 41.10 55.37%
141
0"w%é“|"'|'“'|”"|}%?w"w"“|}79 LA SN LN BULAS SREAN RS &
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
13.80 14.00 14.20 14.40
5000 m/z 71.15 50.76%
41 85
ol 26 113 195 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #140553: 1-lodo-2-methylundecane R an B o S
57 13.80 14.00 14.20 14.40
m/z 85.15 39.91%
5000 4
85
o1l ‘ J | 113128 154169  o1g 296 N )
m/z--> 20 40 eb 80 100 150 140 1éo 180 200 220 240 260 280 13.80 14.00 14.20 14.40

SOMUTR111620WMA .M Fri Nov 20 18:54:53 2020 Page: 15



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111920\
Data File : VvU041344.D

Aca On 19 Nov 2020 15:31

Operator : SY/MD

Sample = L4790-06 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111620WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14 .17 2.59 ug/L 102765 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 3-methvl- 184 C13H28 017312-57-1 72
2 Tetradecane. 6.9-dimethvl- 226 C16H34 055045-13-1 64
3 Undecane. 2.9-dimethvl- 184 C13H28 017301-26-7 64
4 Undecane. 3-methvl- 170 C12H26 001002-43-3 53
5 Heneicosane 296 C21H44 000629-94-7 50
Abundance Scan 3990 (14.169 min): VU041344.D (-3980) (-) m/z 57.10 100.00%
g7
5000 43 71

104 - e
115126 13.80 14.00 14.20 14.40

180 m/z 43.10 51.12%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48853: Dodecane, 3-methyl-
57
43
5000 71 LA L L L L L
85 13.80 14.00 14.20 14.40
29 m/z 71.20 50.20%
99 155
0 \‘ ‘ N ‘ 113 126 I 184
R B o o B Al AR A ma e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43 I|IIII|IIII|IIII|IIII|I
13.80 14.00 14.20 14.40
m/z 41.05 47 .97%
50001 59 71
85
8 155
0 113 127 141 169 183 197 211 226
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48865: Undecane, 2,9-dimethyl- R e
57 13.80 14.00 14.20 14.40
m/z 56.10 38.70%
43
5000 71
85
29
99
0 \‘ ‘\ 1l ‘ | 113 126 141 1\\ 169 184
I L B o o I B A A AL Wi m e R o N B S M a
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.80 14.00 14.20 14.40

SOMUTR111620WMA .M Fri Nov 20 18:54:55 2020 Page: 16



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111920\
Data File : VvU041344.D

Aca On 19 Nov 2020 15:31

Operator : SY/MD

Sample = L4790-06 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111620WMA .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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.27 0.80 ug/L 31557 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 76
2 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 74
3 Benzene. 2-ethenvl-1.3.5-trimethvl- 146 C11H14 000769-25-5 72
4 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 64
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 62
Abundance Scan 4021 (14.269 min): VU041344.D (-4014) (-) m/z 131.15 100.00%
131
5000
91 115 146
39 21 65 13 104 165 14.00 14.20 14.40 14.60
o} m/z 146.10 31.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #21672: Naphthalene, 1,2,3,4-tetrahydro-1-methy!-
131
5000
146 14.00 14.20 14.40 14.60
91 118 m/z 115.00 30.88%
15 27 39 51 63 77 ‘ 104
0'“P“W”mP”“h”w”WMMP”M””P”'M“'Jh“ﬂ””ﬁ”“P”W“”P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
131
o1 14.00 14.20 14.40 14.60
5000 146 m/z 91.10 25.57%
39
I Sl 65 77 103 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #21643: Benzene, 2-ethenyl-1,3,5-trimethyl- R B
131 14.00 14.20 14.40 14.60
146 m/z 129.20 25.14%
5000 91
115
27 3 5 65 7 105 ‘ H
0 ...|.]:.5.|...‘.l....‘i‘....i‘l‘...ﬁm..Nh‘.‘l‘l....‘ll... N:‘hl:n‘:‘ln:‘:‘l: |||||‘|‘||||||||||||||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 14.00 14.20 14.40 14.60

SOMUTR111620WMA .M Fri Nov 20 18:54:57 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111920\
Data File : VvU041344.D

Aca On 19 Nov 2020 15:31

Operator : SY/MD

Sample = L4790-06 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111620WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 16 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14._.44 0.79 ug/L 31150 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 81
2 Tetradecane 198 C14H30 000629-59-4 80
3 10-MethvIlnonadecane 282 C20H42 056862-62-5 72
4 Heptadecane. 2.6.10.14-tetramethvl- 296 C21H44 018344-37-1 72
5 Dodecane 170 C12H26 000112-40-3 72
Abundance Scan 4074 (14.439 min): VU041344.D (-4067) (-) m/z 57.10 100.00%
43
71
5000

14.20 14.40 14.60 14.80

0! m/z 43.10 80.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48834: Tridecane
a3 %7
71
5000 85 LA L L L L L
14.20 14.40 14.60 14.80
29 % m/z 71.15 62.71%
R L) P 217141155160 184
...,....,....,....,....,....,.. R R e e e R S RRRREREES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43
T T
71 14.20 14.40 14.60 14.80
5000 o m/z 41.05 47.14%
29

9 113127141155169 198

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #129494: 10-Methylnonadecane N Al EREEEEET S

57 14.20 14.40 14.60 14.80
m/z 85.10 35.49%

43 71
85
5000
99 154
29
oL Loy g s | 267 .

e e e e e e R AR aRas

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.20 14.40 14.60 14.80

SOMUTR111620WMA .M Fri Nov 20 18:54:59 2020 Page: 18



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111920\
Data File : VvU041344.D

Aca On 19 Nov 2020 15:31

Operator : SY/MD

Sample = L4790-06 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111620WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 17 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
14 .56 0.64 ug/L 25294 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 3-methvl- 198 C14H30 006418-41-3 47
2 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 47
3 Oxalic acid. isobutvl pentvl ester 216 C11H2004 1000309-37-0 47
4 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 47
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 37
Abundance Scan 4112 (14.561 min): VU041344.D (-4105) (-) m/z 57.15 100.00%

5000

14.20 14.40 14.60 14.80

o} m/z 73.05 47.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59890: Tridecane, 3-methyl-
57
43 .
5000 LA L L L L LB L I
29 71 14.20 14.40 14.60 14.80
85 m/z 43.10 45.19%
0 “ “ L | 99 113 157 140 155 109 183 108
B s B i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
e A R o
71 14.20 14.40 14.60 14.80
5000 43 m/z 41.10 44 .71%
29
113
o 85 99 127 142
B e e B B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #73873: Oxalic acid, isobutyl pentyl ester RS
43 57 14.20 14.40 14.60 14.80
m/z 71.15 40.04%
5000 71
29
o U I 87 103115 131 161
w"'|"”|'"'|”"|"'w""|'”' e e A maa
m/z--> 20 60 80 100 120 140 160 180 200 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111920\
Data File : VvU041344.D

Aca On 19 Nov 2020 15:31

Operator : SY/MD

Sample = L4790-06 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111620WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 18 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.93 0.88 ug/L 34834 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 6-methvl- 198 C14H30 013287-21-3 53
2 Heptadecane. 2.6.10.14-tetramethvl- 296 C21H44 018344-37-1 50
3 Heptane. 2.6-dimethvl- 128 C9H20 001072-05-5 47
4 Oxalic acid. isobutvl nonvl ester 272 C15H2804 1000309-37-4 46
5 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 43
Abundance Scan 4227 (14.931 min): VU041344.D (-4217) (-) m/z 57.10 100.00%
g7
5000 3171
| w26 1160 14180 1470 1500 1620
SN | G N S TP O S et m/z 43.10 48.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59887: Tridecane, 6-methyl-
57
5000 43 LR UL B IR IR

14.60 14.80 15.00 15.20
85 m/z 71.10 47.87%

29
oh ||| 9 12614155169
S8 S L Aa ™
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
MR el
14.60 14.80 15.00 15.20
5000 m/z 41.05 43.74%
85
o 99113 141155 183197211226 253267281296
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12692: Heptane, 2,6-dimethyl- e A RERREEESE L
43 14.60 14.80 15.00 15.20
m/z 55.10 27.61%
57
5000
29 85
T RIS
e A e P e e e e R s e e o S
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111920\
Data File : VvU041344.D

Aca On 19 Nov 2020 15:31

Operator : SY/MD

Sample = L4790-06 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111620WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 19 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.01 1.08 ug/L 42721 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 64
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 38
3 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 38
4 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 38
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 38
Abundance Scan 4252 (15.011 min): VU041344.D (-4243) (-) m/z 43.10 100.00%
43 7
57 131
118
5000 85 146
105
I ‘I ‘ 9 154 14.60 14.80 15.00 15.20 15.40
Obrprrrrprrrrprrrapre b m/z 71.15 99.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21661: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131
118
146
5000 LRI SR SRR SO B
39 91 105 14.60 14.80 15.00 15.20 15.40
i 7 ‘ 51 m/z 131.15  73.82%
0-||||‘|||||=‘|||||H‘nn ‘”” m M H‘ ””\Ihllll‘nl ||||||||| l:nln‘:‘:lnnlnnl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
118 131
146 14.60 14.80 15.00 15.20 15.40
5000 m/z 57.10 68.01%
27 39 91 105
15 51 g5 77
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21674: Naphthalene, 1,2,3,4-tetrahydro-5-methyl- IR R e e
118 131 146 14.60 14.80 15.00 15.20 15.40
m/z 41.10 55.84%
5000 105

91
27 39 51 g3 77 ‘

S S P00 PO S /O S —

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 14. 60 14. 80 15. 00 15. 20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111920\
Data File : VvU041344.D

Aca On 19 Nov 2020 15:31

Operator : SY/MD

Sample = L4790-06 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111620WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
15.05 0.52 ug/L 20617 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 64
2 Undecane. 2.9-dimethvl- 184 C13H28 017301-26-7 64
3 Hexadecane. 7-methvl- 240 C17H36 026730-20-1 59
4 Octacosane 394 C28H58 000630-02-4 59
5 Tetratetracontane 619 C44H90 007098-22-8 59
Abundance Scan 4264 (15.050 min): VU041344.D (-4260) (-) m/z 43.10 100.00%
43
71
5000
1331 1480 15.00 15.20 15.40
ol Ly, -“'-1 e || M/Z 57.10 93.67%
m/z--> 50 150 200 250 300 350
Abundance #202661: Heptacosane
57
5000 85 LB SULRLE B SULIURN B
14.80 15.00 15.20 15.40
m/z 71.10 60.74%
29 113 141
o 4] A‘H |~ 19+ 169 197 225 253 281 309 337 380
m/z--> 50 100 1éo 260 250 300 350
Abundance
57
1480 15.00 15.20 15.40
5000 m/z 41.10 49 _.50%
85
29
o 13 19 44
m/z--> " 50 100 150 200 250 300 350
Abundance #94353: Hexadecane, 7-methyl- e RARREEE B
57 14.80 15.00 15.20 15.40
m/z 85.15 35.68%
5000
85
nz .
PN I I O - R ' 7 B 21 PRI
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111920\
Data File : VvU041344.D

Aca On 19 Nov 2020 15:31

Operator : SY/MD

Sample = L4790-06 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111620WMA .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 Decane, 1,1"-oxybis- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
15.13 0.64 ug/L 25277 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 1.1"-oxvbis- 298 C20H420 002456-28-2 59
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 50
3 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 50
4 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 47
5 Hexadecane, 1-bromo- 304 C16H33Br 000112-82-3 47
Abundance Scan 4289 (15.130 min): VU041344.D (-4284) (-) m/z 57.10 100.00%
57
5000
41 85
113 o 169 14150 1500 15500 1540
Ot m/z 71.20 44 .54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143259: Decane, 1,1-oxybis-
57
41
85
5000 LR SR UL SULRR R BN
14.80 15.00 15.20 15.40
140 m/z 43.00 38.61%
ol 15 L ‘M ‘ 155171186 213 241256 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
o 14.80 15.00 15.20 1540
5000 41 m/z 41.10 35.75%
113 140 168

183 211 238 267282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #38344: Decane, 3,8-dimethyl- R A RREREEEEEESEE
57 14.80 15.00 15.20 15.40
m/z 56.10 34.04%
5000 85
4
113 1m
I SN S S A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111920\
Data File : VvU041344.D

Aca On 19 Nov 2020 15:31

Operator : SY/MD

Sample = L4790-06 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111620WMA .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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.19 1.40 ug/L 55397 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 81
2 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 013065-07-1 68
3 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 007524-63-2 64
4 1(2H)-Naphthalenone. 3.4-dihvdro... 160 C11H120 014944-23-1 58
5 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 43
Abundance Scan 4308 (15.191 min): VU041344.D (-4299) (-) m/z 118.15 100.00%
118
160
57 145
5000 71
43 105 11 108
oL 14.80 15.00 15.20 15.40 15.60
of m/z 160.20 68 .93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #30943: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-

5000
14.80 15.00 15.20 15.40 15.60

m/z 145_.20 58.57%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
118
145 160 14.80 15.00 15.20 15.40 15.60
5000 m/z 57.10 53.78%
105
27 39 5 63 77 91 128

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #30930: Naphthalene, 1,2,3,4-tetrahydro-2,6-dimethyl- B I i EME S S
14.80 15.00 15.20 15.40 15.60

160 m/z 117.05 49_74%

5000

91

15 27 39 51 e 77

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 14.80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111920\
Data File : VvU041344.D

Aca On 19 Nov 2020 15:31

Operator : SY/MD

Sample = L4790-06 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111620WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 23 Benzene, 1,3,5-trimethyl-2-_._. Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
15.26 0.63 ug/L 24850 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 76
2 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 021693-54-9 74
3 Benzene. 1.3.5-trimethvl-2-(1-me... 160 C12H16 014679-13-1 74
4 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 001076-61-5 58
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001076-61-5 53
Abundance Scan 4329 (15.259 min): VU041344.D (-4323) (-) m/z 145.20 100.00%
145
5000
115 160
91 128
39 51 65 77 104 207 15.00 15.20 15.40 15.60
o m/z 115.15 27.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30934: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
145
5000
160 15.00 15.20 15.40 15.60
115 128 m/z 160.20 26.62%
15 27 39 51 g3 77 91 |
0...‘.lu‘ﬁ‘..f..“.‘.l‘l‘.‘..“‘l..‘..lﬁ M M‘..l‘.‘...‘|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
145
15.00 15.20 15.40 15.60
5000 3 | m/z 128.10 21.09%
15 27 39 51 g5 77 91 103115
O T e e B
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #30935: Benzene, 1,3,5-trimethyl-2-(1-methyletheny!l)-
145 160 15.00 15.20 15.40 15.60
m/z 91.10 19.99%
5000
130
L ommame o ur
miz--> '"'z'o""4b""éo""s'o"'ic')d"iéd"i4'"ied"iéd"'zc')d"' 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111920\
Data File : VvU041344.D

Aca On 19 Nov 2020 15:31

Operator : SY/MD

Sample = L4790-06 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111620WMA .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 Naphthalene, 1-methyl- Concentration Rank 15

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

15.39 0.90 ug/L 35848 1,4-Dichlorobenzene-d4 11.81

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 87
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 76
3 1.4-Methanonaphthalene. 1.4-dihy... 142 C11H10 004453-90-1 76
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 76
5 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 76

Abundance Scan 4370 (15.391 min): VU041344.D (-4362) (-) m/z 142.20 100.00%
142
57
5000 43 71 115
85
99 126 207 15.00 15.20 15.40 15.60 15.80
(0} R B m/z 141.20 90.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19234: Naphthalene, 1-methyl-
142
5000
15.00 15.20 15.40 15.60 15.80
- 115 m/z 57.10 52.94%
27 39 511 | 89 102 | 126 |
e T B i e B B L o o o o e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
142
T T
15.00 15.20 15.40 15.60 15.80
5000 m/z 43.10 46.42%
115
63
oL 27 39 51 75 89 191 | 126
L B L B B e LN B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- T
141 15.00 15.20 15.40 15.60 15.80
m/z 71.10 40.90%
5000 115
63
27 %5 7 81 |1 |
e o e e L LA B e o o o B R o e REE
m/z--> 20 40 80 100 120 140 160 180 200 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111920\
Data File : VvU041344.D

Aca On 19 Nov 2020 15:31

Operator : SY/MD

Sample = L4790-06 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111620WMA .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 21
R.T. EstConc Area Relative to ISTD R.T.
15.49 0.64 ug/L 25356 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 6-methvl- 226 C16H34 010105-38-1 35
2 Dodecane. 1-fluoro- 188 C12H25F 000334-68-9 27
3 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 22
4 1-Octanol. 2-butvl- 186 C12H260 003913-02-8 22
5 Oxalic acid, allyl tridecyl ester 312 C18H3204 1000309-24-1 22
Abundance Scan 4401 (15.491 min): VU041344.D (-4395) (-) m/z 57.10 100.00%
g7
43
5000

15.20 15.40 15.60 15.80

o m/z 55.05 76.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83039: Pentadecane, 6-methyl-
57
5000 43 LA L L L L L LB
71 15.20 15.40 15.60 15.80
85 9g m/z 43.10 58.87%
o Il J || 113126 141 15 168 182 197 211 226
T T T T T T e T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
R RERE SRR e
15.20 15.40 15.60 15.80
5000 n m/z 41.10 51.52%
85 g7
o 46 111 125 140 159 188
L LA o o o o L LA I e o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38344: Decane, 3,8-dimethyl- R EREREREE RS
57 15.20 15.40 15.60 15.80
m/z 97.15 50.09%
43 71
5000 85
29 113
99 141
o ‘ " | 127 "1 155 169
B L o LI e i o o i e L B e o R N RERE SRR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111920\
Data File : VvU041344.D

Aca On 19 Nov 2020 15:31

Operator : SY/MD

Sample = L4790-06 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111620WMA .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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.91 1.36 ug/L 54071 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-. 160 C12H16 020027-77-4 93
2 Naphthalene. 1.2.3.4- tetrahvdro—... 160 C12H16 021564-91-0 90
3 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 90
4 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 001076-61-5 76
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001076-61-5 76
Abundance Scan 4531 (15.909 min): VU041344.D (-4524) (-) m/z 145.20 100.00%
145
5000
160
2 65 77 91 4 173 007 15.60 15.80 16.00 16.20
o m/z 160.20 35.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30937: Naphthalene, 1,2,3,4-tetrahydro-5,6-dimethyl-
145
5000 160
15.60 15.80 16.00 16.20
117132 m/z 128.10 21.35%
15 27 39 51 qs 7\7\ 9\1 105 ‘H HM MH‘ Ll
m/z--> 20 45 60 80 160 120 140 160 180 200
Abundance
145
15.60 15.80 16.00 16.20
5000 m/z 132.20 18.95%
160
132
15 27 39 51 65 77 91 105117
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #30934: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethy!-
145 15.60 15.80 16.00 16.20
m/z 115.10 17 .45%
5000
115 128 160
15 27 39 51 g3 77 91 4 |
0...‘.lu‘ﬁ‘..f..“.‘.l‘l‘.‘..“‘l..‘..lﬁ M M‘..l‘.‘...‘lu...|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111920\
Data File : VvU041344.D

Aca On 19 Nov 2020 15:31

Operator : SY/MD

Sample = L4790-06 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111620WMA .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 Naphthalene, 2,6-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.25 1.20 ug/L 47468 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 97
2 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 97
3 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 96
4 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 96
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
Abundance Scan 4637 (16.249 min): VU041344.D (-4628) (-) m/z 156.20 100.00%
186
141
5000
o 192 207 ' 16.00 16,20 16.40 16.60
0 m/z 141.15 74_.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28472: Naphthalene, 2,6-dimethyl-
156
141
5000
16.00 16.20 16.40 16.60
o 63 77 115 128 m/z 155.20 37.87%
: |1|5| |2‘|7| |3‘|9| Iw\l : I“l ""‘H‘l I8|9| |1|0|2| I‘I | |“l‘| I‘I‘I \H\‘I A W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156
' 16.00 16,20 16.40 16.60
5000 141 m/z 128.10 21.04%
o7 39 51 63 /7 g0 10p 115 128
O TR o e oo B e e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28483: Naphthalene, 2,7-dimethyl-
156 16.00 16.20 16.40 16.60
m/z 77.10 16.80%
141
5000
27 45 8 T g 102 P )
0||||‘|||H|||‘| lﬁu‘l‘uuuu ——t |‘|‘|| ||‘|‘ —— —_T ——T T
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111920\
Data File : VvU041344.D

Aca On 19 Nov 2020 15:31

Operator : SY/MD

Sample = L4790-06 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111620WMA .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 Naphthalene, 1,7-dimethyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
16.39 0.59 ug/L 23457 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 95
2 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 95
3 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 94
4 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 94
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 94
Abundance Scan 4681 (16.391 min): VU041344.D (-4673) (-) m/z 156.20 100.00%
141 186
5000
115 128
39 51 63 7 91400 174 007 16.00 16.20 16.40 16.60 16.80
0 R e L m/z 141.20 90.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28472: Naphthalene, 2,6-dimethyl-
156
141
5000
16.00 16.20 16.40 16.60 16.80
o 63 77 115 128 m/z 155.20 38.32%
: |1|5| |2‘|7| |3‘|9| Iw\l : I“l ""‘H‘l I8|9I |1|0|2| I‘I | |“l‘| I‘I‘I \H\‘I A W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
141 196
16.00 16.20 16.40 16.60 16.80
5000 m/z 115.20 29.83%
115
128
15 27 39 51 8 g9 10
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #28493: Naphthalene, 1,7-dimethyl-
156 16.00 16.20 16.40 16.60 16.80
141 m/z 128.20 28.27%
5000
115
oL 2830516 77890 P18 | ]
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111920\
Data File : VU041344.D

Acq On 19 Nov 2020 15:31

Operator : SY/MD

Sample : L4790-06 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111620WMA .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]
Methanethiol 1.83 1.8 ug/L 59230 1 6.31 163639 5.0
Dimethyl sulfide 2.74 24 .6 ug/L 805068 1 6.31 163639 5.0
Ethane, (methylth... 4.62 2.6 ug/L 86181 1 6.31 163639 5.0
(DEL) Alkane: Str... 12.95 0.9 ug/L 36743 3 11.81 198066 5.0
(DEL) Alkane: Str... 13.00 0.5 ug/L 20101 3 11.81 198066 5.0
(DEL) Alkane: Str... 13.04 0.9 ug/L 34930 3 11.81 198066 5.0
(DEL) Alkane: Str... 13.12 0.8 ug/L 31925 3 11.81 198066 5.0
(DEL) Alkane: Str... 13.42 1.3 ug/L 49682 3 11.81 198066 5.0
(DEL) Alkane: Str... 13.58 0.5 ug/L 19996 3 11.81 198066 5.0
(DEL) Alkane: Str... 13.97 1.6 ug/L 61798 3 11.81 198066 5.0
(DEL) Alkane: Str... 14.04 1.1 ug/L 44637 3 11.81 198066 5.0
(DEL) Alkane: Str... 14.08 1.1 ug/L 43796 3 11.81 198066 5.0
(DEL) Alkane: Str... 14.17 2.6 ug/L 102765 3 11.81 198066 5.0
Naphthalene, 1,2,... 14.27 0.8 ug/L 31557 3 11.81 198066 5.0
(DEL) Alkane: Str... 14.44 0.8 ug/L 31150 3 11.81 198066 5.0
(DEL) Alkane: Str... 14.56 0.6 ug/L 25294 3 11.81 198066 5.0
(DEL) Alkane: Str... 14.93 0.9 ug/L 34834 3 11.81 198066 5.0
Naphthalene, 1,2,... 15.01 1.1 ug/L 42721 3 11.81 198066 5.0
(DEL) Alkane: Str... 15.05 0.5 ug/L 20617 3 11.81 198066 5.0
Decane, 1,1"-oxybis- 15.13 0.6 ug/L 25277 3 11.81 198066 5.0
Naphthalene, 1,2,... 15.19 1.4 ug/L 55397 3 11.81 198066 5.0
Benzene, 1,3,5-tr... 15.26 0.6 ug/L 24850 3 11.81 198066 5.0
Naphthalene, 1-me... 15.39 0.9 ug/L 35848 3 11.81 198066 5.0
(DEL) Alkane: Str... 15.49 0.6 ug/L 25356 3 11.81 198066 5.0
Naphthalene, 1,2,... 15.91 1.4 ug/L 54071 3 11.81 198066 5.0
Naphthalene, 2,6-... 16.25 1.2 ug/L 47468 3 11.81 198066 5.0
Naphthalene, 1,7-... 16.39 0.6 ug/L 23457 3 11.81 198066 5.0

SOMUTR111620WMA_M Fri Nov 20 18:55:20 2020 Page: 31



