LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062320\
Data File : VU039051.D

Aca On : 23 Jun 2020 19:39

Operator : SY/MD

Sample : L3061-17

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 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\SOMUTRO62320WMA .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 1.610 77 84 96 rvB 170409 189560 11.47% 1.681%
2 1.745 119 126 139 rVB 84104 108442 6.56% 0.962%
3 1.932 175 184 195 rBvV 139883 178382 10.80% 1.582%
4 2.591 376 389 407 rBV 271617 449694 27.22% 3.988%
5 3.620 696 709 724 rVB5 8394 20627 1.25% 0.183%
6 4.684 1018 1040 1092 rBv2 137200 641071 38.81% 5.686%
7 5.102 1154 1170 1192 rVB 229597 512623 31.03% 4 .546%
8 5.350 1234 1247 1260 rVB5 8233 19387 1.17% 0.172%
9 5.758 1352 1374 1397 rBv2 479200 1235980 74.82% 10.962%
10 6.279 1521 1536 1552 rBV 349558 650607 39.38% 5.770%

11 6.719 1658 1673 1693 rBvV 300928 581674 35.21% 5.159%
12 7.591 1930 1944 1962 rBV 146090 265775 16.09% 2.357%
13 7.739 1978 1990 2005 rVB3 13586 26940 1.63% 0.239%
14 7.919 2032 2046 2064 rBV 535802 925053 55.99% 8.204%
15 8.202 2121 2134 2154 rBV 104026 179387 10.86% 1.591%

16 8.658 2261 2276 2317 rBV 734594 1652028 100.00% 14.652%
17 9.433 2502 2517 2539 rBV 494510 833027 50.42% 7.388%
18 10.771 2921 2933 2951 rBV 243317 403185 24.41% 3.576%
19 11.465 3138 3149 3166 rVB 85358 135992 8.23% 1.206%
20 11.587 3175 3187 3203 rBV 33345 53437 3.23% 0.474%

21 11.706 3212 3224 3233 rBV2 71921 120163 7.27% 1.066%
22 11.822 3248 3260 3271 rBV 504102 799337 48.39% 7.089%
23 11.877 3271 3277 3287 rVB2 22533 31390 1.90% 0.278%
24 11.951 3287 3300 3303 rBV 50008 78363 4.74% 0.695%
25 11.983 3304 3310 3319 rVB 100370 144954 8.77% 1.286%

26 12.205 3360 3379 3396 rVvVv 537898 960869 58.16% 8.522%

27 12.343 3413 3422 3431 rBV7Y 12360 20379 1.23% 0.181%

28 12.414 3432 3444 3455 rVB4 11982 27352 1.66% 0.243%

29 12.655 3510 3519 3539 rVB3 12586 29715 1.80% 0.264%
Sum of corrected areas: 11275393
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VYU062320\
Data File : VU039051.D

Aca On : 23 Jun 2020 19:39

Operator : SY/MD

Sample : L3061-17

Misc - 25.0mL/MSVOA U/WATER

ALS Vial :© 21 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA .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\VU062320\
Data File : VU039051.D

Aca On : 23 Jun 2020 19:39

Operator : SY/MD

Sample : L3061-17

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA .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 Trimethylsilyl fluoride Concentration Rank 4

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

1.75 0.83 ug/L 108442 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trimethvilsilvl fluoride 92 C3H9FSi 000420-56-4 91
2 Trimethvisilvl fluoride 92 C3H9FSi 000420-56-4 91
3 Propane. 1.2-dichloro-2-methvl- 126 C4H8CI2 000594-37-6 39
4 Trimethvlphosphine oxide 92 C3H9O0P 000676-96-0 23
5 Propane, 2-chloro-2-nitro- 123 C3H6CINO2 000594-71-8 4

Abundance Scan 127 (1.748 min): VU039051.D (-119) (-) m/z 77.10 100.00%
V(I
5000
47 UL R N R
30 || 55 63 9 1.60 1.80 2.00
O et e e B e e e m/z 46.95 15.58%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2427: Trimethylsilyl fluoride
77
5000 UL R N R
47 1.60 1.80 2.00
m/z 49.00 9.98%
o 27 39 k\ 55 8370 | @
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
77
U R AL R
1.60 1.80 2.00
5000 m/z 78.05 7.51%
47
ol 2 15 27 39 55 63 92
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #11018: Propane, 1,2-dichloro-2-methyl-
77 1.60 1.80 2.00
m/z 63.00 4.60%
5000 a
55
27 91
U s A RS RS RARES RARRS AR RARRA RARRS AR SRS LARRS U U R N R
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062320\
Data File : VU039051.D

Aca On : 23 Jun 2020 19:39

Operator : SY/MD

Sample : L3061-17

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.47 0.85 ug/L 135992 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.2.4-trimethvl- 184 C13H28 062237-98-3 72
2 Tetradecane. 2.2-dimethvl- 226 C16H34 059222-86-5 72
3 Decane. 2.2.9-trimethvl- 184 C13H28 062238-00-0 72
4 Decane. 2.2.5-trimethvl- 184 C13H28 062237-96-1 64
5 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 64

Abundance Scan 3151 (11.471 min): VU039051.D (-3138) (-) m/z 57.05 100.00%
57
5000
41
al 85 o9 112 155 11.20 11.40 11.60 11.80
L S N S m/z 56.10 44 _41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48896: Decane, 2,2,4-trimethyl-
57
5000
11.20 11.40 11.60 11.80
m/z 41.00 25.59%
29 41 71
0 T 85 99 113 126 169
m/z--> 20 40 60 80 100 120 140 160 180 200 '
Abundance
57
11.20 11.40 11.60 11.80
5000 m/z 42.95 23.47%
43 n
o 29 85 99 113 127 141 155 168 211
m/z--> 20 40 60 80 100 120 140 160 180 200 '
Abundance #48902: Decane, 2,2,9-trimethyl-
57 11.20 11.40 11.60 11.80
m/z 71.10 14 .53%
5000
43
o 29 1| 7& 85 99 113 126 169
m/z--> 20 40 60 80 100 120 140 160 180 200 ' 11.20 11.40 11.60 11.80

SOMUTRO062320WMA .M Wed Jun 24 10:45:56 2020

Page: 4



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062320\
Data File : VU039051.D

Aca On : 23 Jun 2020 19:39

Operator : SY/MD

Sample : L3061-17

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA .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 1-Octanol, 2-butyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.71 0.75 ug/L 120163 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol. 2-butvl- 186 C12H260 003913-02-8 64
2 Hexadecane 226 C16H34 000544-76-3 53
3 Tridecane. 6-methvl- 198 C14H30 013287-21-3 53
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 50
5 Oxalic acid, 2-ethylhexyl hexyl ... 286 C16H3004 1000309-38-9 50
Abundance Scan 3225 (11.709 min): VU039051.D (-3212) (-) m/z 57.05 100.00%
57
71
5000 43 g5
| “ 99 111 127 11.40 11.60 11.80 12.00
b bl el e e m/Zz 71.05  56.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50324: 1-Octanol, 2-butyl-
43 57
5000
71 11.40 11.60 11.80 12.00
29 m/z 43.00 41.33%
o WW‘WMWWmmmm
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance
57
43
n 11.40 11.60 11.80 12.00
5000 85 m/z 85.10 35.59%
29 99
ol 14 113 127 141 155 169 183 197 226
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #59895: Tridecane, 6-methyl-
57 11.40 11.60 11.80 12.00
m/z 41.00 33.96%
43
5000 71
29 8 98 156
ol 15 1 ‘L L] us ) a0 154 169 183 108
m/z--> 20 40 60 éo 100 120 140 160 180 200 220 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062320\
Data File : VU039051.D

Aca On : 23 Jun 2020 19:39

Operator : SY/MD

Sample : L3061-17

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA .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 2
R.T. EstConc Area Relative to ISTD R.T.
11.98 0.91 ug/L 144954 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 59
2 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 53
3 Octane. 2.5.6-trimethvl- 156 C11H24 062016-14-2 53
4 Heptane. 2.2.4-trimethvl- 142 C10H22 014720-74-2 50
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 50
Abundance Scan 3309 (11.980 min): VU039051.D (-3304) (-) m/z 57.10 100.00%
57
5000
43 71
85 113 11.60 11.80 12.00 12.20
99 155 168
0"I""I""I""II:"'I"|'II'"'Ill""I"l"I""I""I'I"'I""I""I""I""I""I"" m/z 56.10 34.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #12738: Pentane, 2,2,3,4-tetramethyl-
57
43
5000
11.60 11.80 12.00 12.20
71 85 m/z 43.05  29.60%
Ollglg“ll‘l‘l‘l‘l‘ 97113||||||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
57
43 11.60 11.80 12.00 12.20
5000 m/z 71.10 26.51%
71 g5

29

0 9 113 127 141 156
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140150160 170
Abundance #28443: Octane, 2,5,6-trimethyl-

57 11.60 11.80 12.00 12.20
m/z 41.05 24 .89%
5000 43
29 70 85 99
o | RSV R 156
T T T T e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 11.60 11.80 12.00 12.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU062320\
Data File : VU039051.D

Acq On : 23 Jun 2020 19:39

Operator : SY/MD

Sample - L3061-17

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA .M
TRACE VOA SOMO01.0

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Trimethylsilyl fl__. 1.75 0.8 ug/L 108442 1 6.28 650607 5.0
(DEL) Alkane: Str... 11.47 0.8 ug/L 135992 3 11.82 799337 5.0
1-Octanol, 2-butyl- 11.71 0.8 ug/L 120163 3 11.82 799337 5.0
(DEL) Alkane: Str... 11.98 0.9 ug/L 144954 3 11.82 799337 5.0
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