LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101718\
Data File : VU027675.D

Aca On : 17 Oct 2018 13:54

Operator : MD/SY

Sample = J5463-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 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\SOMUTR101718WMA_.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

1.302 36 40 46 rBvV 14239 15490 1.99% 0.432%
1.402 46 71 78 rBv2 114320 278978 35.85% 7.776%
rvB 617697 778199 100.00% 21.691%
1.685 155 159 176 rVB 43134 58084 7.46% 1.619%
2.276 335 343 354 rVB 64292 96149 12.36% 2.680%
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6 2.466 395 402 418 rVB 14635 30814 3.96% 0.859%
7 4._.206 931 943 950 rBV 47427 114459 14.71% 3.190%
8 4.652 1070 1082 1100 rVB 47444 106480 13.68% 2.968%
9 5.337 1279 1295 1311 rVB2 99497 256047 32.90% 7.137%
10 5.887 1454 1466 1483 rVB 97638 194087 24.94% 5.410%
11 6.334 1592 1605 1621 rBV2 67301 133944 17.21% 3.733%
12 7.231 1871 1884 1904 rVB2 40507 72829 9.36% 2.030%
13 7.566 1973 1988 2004 rBvV 139422 250115 32.14% 6.971%
14 7.855 2068 2078 2093 rvVB2 24303 41070 5.28% 1.145%

15 8.321 2212 2223 2248 rBV 196116 361671 46.48% 10.081%

16 9.093 2449 2463 2485 rBvV 140766 234599 30.15% 6.539%
17 10.434 2868 2880 2897 rBV2 49032 81239 10.44% 2.264%
18 11.485 3192 3207 3231 rBV 148346 237659 30.54% 6.624%
19 11.861 3309 3324 3344 rBV 129572 211839 27.22% 5.905%
20 16.954 4896 4908 4918 rBV 22530 33981 4._.37% 0.947%

Sum of corrected areas: 3587733
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101718\
VU027675.D

17 Oct 2018 13:54

MD/SY

J5463-06

25_0mL/MSVOA U/WATER

13 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101718WMA .M
TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101718\
Data File : VU027675.D

Aca On : 17 Oct 2018 13:54

Operator : MD/SY

Sample = J5463-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101718WMA .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 1

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

1.52 20.05 ug/L 778199 1,4-Difluorobenzene 5.89
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 90
3 Propane. 1.2-dichloro-2-methvl- 126 C4H8CI2 000594-37-6 39
4 Silanediol. dimethvl- 92 C2H802Si 001066-42-8 4
5 Trimethylphosphine oxide 92 C3H90P 000676-96-0 4

Abundance Scan 108 (1.521 min): VU027675.D (-101) (-) m/z 77.10 100.00%
7
5000 J\
47 LI AL I L
63 9 140 1.60 1.80
O 30 AL 55 B 70 82 2wz 47.00  15.39%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2427: Trimethylsilyl fluoride
7w
5000 U AL I L
47 140 1.60 1.80
m/z 49.00 10.57%
o 27 39 || 55 8370 | e
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2426: Trimethylsilyl fluoride
7w
U AL I L
140 1.60 1.80
5000 m/z 78.05 7.41%
47
oL2 15 27 39 || 55 8 | 92
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #11018: Propane, 1,2-dichloro-2-methyl- e
7 140 1.60 1.80
m/z 63.00 4._.28%
5000 a1
55
27 91
15 H ‘ 4 \‘\ 6\3 ‘\ 1 1:!-1
U s A RS RS RARES RARRS AR RARRA RARRS AR SRS LARRS U IR SR IR AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101718\
Data File : VU027675.D

Aca On : 17 Oct 2018 13:54

Operator : MD/SY

Sample = J5463-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101718WMA .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 Propane, 2-ethoxy- Concentration Rank 3

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

2.47 0.79 ug/L 30814 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-ethoxv- 88 C5H120 000625-54-7 56
2 Isopropnvl Alcohol 60 C3H80 000067-63-0 56
3 Isopropnvl Alcohol 60 C3H80 000067-63-0 40
4 1sopnropnvl Alcohol 60 C3H80 000067-63-0 9
5 2,4-Pentanediol 104 C5H1202 000625-69-4 9

Abundance Scan 403 (2.469 min): VU027675.D (-395) (-) m/z 45.10 100.00%
45
5000

220 2.40 2.60 2.80

39 || 51 59 69 76 g1 95

o o 1) 1oL IO SN - M. m/z 43.00 18.45%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2113: Propane, 2-ethoxy-
45
5000 LI L L L L LB LB
73 2.20 2.40 2.60 2.80
m/z 41.05 6.98%
27
0 133 39, 22 79 88
L B o o o e LA e e B B S B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #294: |sopropy! Alcohol
45
R e EEEE R
2.20 2.40 2.60 2.80
5000 m/z 75.90 5.10%
27
19 39
0 1‘ “‘\ H\‘\ 5\9
LA BB o o o o o B B e HLJELIL I
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #297: Isopropyl Alcohol T
45 2.20 2.40 2.60 2.80
m/z 44.00 4.77%
5000
27
m/z--> 10 20 30 40 50 60 70 80 90 100 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101718\
Data File : VU027675.D

Aca On : 17 Oct 2018 13:54

Operator : MD/SY

Sample = J5463-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101718WMA .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 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.95 0.71 ug/L 33981 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-bis(l.1-dimethvlethv... 234 C16H260 004130-42-1 95
2 Phenol. 2.6-bis(l.1-dimethvlethy... 234 C16H260 004130-42-1 95
3 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 93
4 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 87
5 3,5-di-tert-Butyl-4-hydroxybenza... 234 C15H2202 001620-98-0 87
Abundance Scan 4907 (16.951 min): VU027675.D (-4896) (-) m/z 219.20 100.00%
219
5000
o1 150 = 16180 1650 17,00 1720
74 115128 145 175 191 . . . .
0 ,....,...-'.|,.-.-.'.-,....,-.'..'.-',.!".-. e Ot vl l, 28t Tm/z 234.20  21.30%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89226: Phenol, 2,6-bis(1,1-dimethylethyl)-4-ethyl-
219
5000 AR A SR SRS
234 16.60 16.80 17.00 17.20
57 m/z 57.10 17.88%
ol 27 4l J 74 88102 119133 159 175 191205 ,
miz-> 20 40 60 85 160 150 140 160 180 260 220 240 260 280
Abundance #89227: Phenol, 2,6-bis(1,1-dimethylethyl)-4-ethyl-
219
16.60 16.80 17.00 17.20
5000 m/z 220.10 16.24%
234
o7 159 1 191
oL26 4L | 74 83102 119135 > 205 ]
miz-> 20 45 60 85 160 120 110 160 1é0 260 220 240 260 280
Abundance #89106: 3,5-di-tert-Butyl-4-hydroxybenzaldehyde s
219 16.60 16.80 17.00 17.20
m/z 41.00 11.82%
5000
234
57 191
LB e ws gy e
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU101718\
Data File : VU027675.D

Acq On : 17 Oct 2018 13:54

Operator : MD/SY

Sample - J5463-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 13 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101718WMA _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__. 1.52 20.1 ug/L 778199 1 5.89 194087 5.0
Propane, 2-ethoxy- 2.47 0.8 ug/L 30814 1 5.89 194087 5.0
Phenol, 2,6-bis(1... 16.95 0.7 ug/L 33981 3 11.48 237659 5.0
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