LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VN100419\

Data File : VNO58535.D

Aca On - 4 Oct 2019 13:15

Operator : JC/SP

sample - K5169-03

Misc - 5.00mL/MSVOA N/WATER SOAEID) JET L
ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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 N\METHODS\82N092719W_.M
Title - SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

4.037 686 704 729 rBV 44562 134066 4._.05% 0.714%
7.574 1785 1804 1815 rBV 282078 706700 21.33% 3.763%
rvB 546173 1320149 39.85% 7.029%
8.011 1922 1940 1963 rBV 353068 827679 24.98% 4._.407%
8.574 2100 2115 2140 rBV 810462 1702987 51.41% 9.067%
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8.825 2180 2193 2206 rBV3 36641 79065 2.39% 0.421%
10.085 2572 2585 2607 rBV 1257523 2344696 70.78% 12.484%
10.288 2631 2648 2678 rBvV2 108589 431237 13.02% 2.296%
10.628 2741 2754 2779 rBV 1846870 3312712 100.00% 17.637%
11.406 2982 2996 3018 rVB 1145622 1995566 60.24% 10.625%

=
QO ~NO®

11 12.406 3295 3307 3318 rBV 873004 1600009 48.30% 8.519%
12 13.348 3588 3600 3619 rBV 1010126 1643023 49.60% 8.748%
13 13.892 3759 3769 3787 rVB 73602 182840 5.52% 0.973%
14 15.274 4191 4199 4212 rVB 77890 129969 3.92% 0.692%
15 16.027 4420 4433 4464 rBV 1062998 2193465 66.21% 11.678%

16 16.686 4629 4638 4654 rVB2 88227 178063 5.38% 0.948%

Sum of corrected areas: 18782226
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100419\

Data File : VN058535.D

Aca On : 4 Oct 2019 13:15

Operator : JC/SP : _
Sample : K5169-03 g
Misc - 5.00mL/MSVOA N/WATER SOAEID) JET L
ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N092719W.M
Quant Title : SW846 8260

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

Abundance TIC: VN058535.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VN100419\

Data File : VNO58535.D

Aca On - 4 Oct 2019 13:15

Operator : JC/SP

sample - K5169-03

Misc - 5.00mL/MSVOA N/WATER SOAEID) JET L
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092719W.M
Quant Title : SW846 8260

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 Isopropyl Alcohol Concentration Rank 5

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

4.04 5.08 ug/Il 134066 Pentafluorobenzene 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 86
2 Formic acid. 1-methvlethvl ester 88 C4H802 000625-55-8 40
3 Propane. 2-ethoxv- 88 C5H120 000625-54-7 40
4 Hvdrazine. ethvl- 60 C2H8N2 000624-80-6 40
5 2-Pentanol 88 C5H120 006032-29-7 9

Abundance Scan 705 (4.040 min): VN058535.D (-686) (-) m/z 45.00 100.00%
45
5000 /\¥
59 6 380 4.00 4.20 440
) 1 Y RS A m/z 43.00 25.20%

m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #297: |Isopropy! Alcohol
45
5000

3.80 4.00 4.20 4.40
m/z 40.95 10.34%

19 2 53 59
-ttt
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance
45
3.80 4.00 4.20 4.40
5000 m/z 38.95 9.59%
27
39 73
59 67 88
O T T T e e e T
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2104: Propane, 2-ethoxy-
45 3.80 4.00 4.20 4.40
m/z 42.00 5.66%
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73
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ol 2 1|33 3] 5399 88
I e o o B o L B e e
m/z--> 0 10 20 30 40 50 60 70 80 90 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VN100419\

Data File : VNO58535.D

Aca On - 4 Oct 2019 13:15

Operator : JC/SP

sample - K5169-03

Misc - 5.00mL/MSVOA N/WATER SOAEID) JET L
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092719W.M
Quant Title : SW846 8260

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 Benzeneethanamine, N-[(pent... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.89  5.56 ug/l 182840  1,4-Dichlorobenzene-d4  13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzeneethanamine. N-T(pentafluo... 475 C21H26F5N02Si2 055429-85-1 59
2 Benzoic acid. 4-I(trimethvisilvl... 282 C13H2203Si2 002078-13-9 38
3 Benzoic acid. 2-T(trimethvisilvl... 282 C13H2203Si2 003789-85-3 38

4 11H-Dibenzolb.elll.41diazepin-11... 267 C16H17N30 013450-73-2 27
5 Cyclopropene, 3,3-diphenyl-1-tri... 264 C18H20Si 173595-34-1 22
Abundance Scan 3768 (13.889 min): VN058535.D (-3759) (-) m/z 73.00 100.00%
73
5000 67

13.60 13.80 14.00 14.20

4559 | g7 108 133 162 179193207223237251 | 281

L At st v |2 m/z 267.00 35.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #231876: Benzeneethanamine, N-[(pentafluorophenyl)methylen...
73
5000
267 13.60 13.80 14.00 14.20
a4 m/z 268.00 8.90%
0 59 || 91105119135151 17919420923 250 |
T T T T T T T e T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
267
193 13.60 13.80 14.00 14.20
5000 223 m/z 74.00 8.69%

45 126 282
29 | 59 91105 149163179 | 207 | 537253

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128748: Benzoic acid, 2-[(trimethylsilyl)oxy]-, trimethyl...

73 13.60 13.80 14.00 14.20

m/z 269.00 6.12%
5000
267
45 149
oL1529 | 59 \ L 105119 \ 175 193209 233249 | 281 s

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 60 13. 80 14.00 14. 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VN100419\
Data File : VNO58535.D

Aca On - 4 Oct 2019 13:15

Operator : JC/SP

sample - K5169-03

Misc - 5.00mL/MSVOA N/WATER SOAEID) JET L
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092719W.M
Quant Title : SW846 8260

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 unknownl6.69 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

16.69  5.42 ug/l 178063  1,4-Dichlorobenzene-d4  13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Mercaptoacetic acid. bis(trimeth... 236 C8H2002SSi2 006398-62-5 32
2 Propanedioic acid. l(trimethvlsi... 336 C12H2805Si3 038165-93-4 25
3 Ethanedioic acid. bis(trimethvls... 234 C8H1804Si2 018294-04-7 25
4 2-Hexenedioic acid. bis(trimethv... 288 C12H2404Si2 055494-10-5 17
5 Malonic acid, bis(2-trimethylsil... 304 C13H2804Si2 090744-45-9 17

Abundance Scan 4639 (16.689 min): VN058535.D (-4629) (-) 73.00 100.00%
s
5000 _,/\¢-~“.__,__V_VJ/\\\~«
147 281
207 16. 40 16 60
45 249
Ol prrrrprrrr b g et b e Ot bttt || M/ 147.05 33.07%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #91067: Mercaptoacetic acid, bis(trimethylsilyl)-
s
147
5000 LN B R I B A B B B
16. 40 16 60
5 221 m/z 281.10 29.60%
193
o138 ) . J 104 169 1| 2
e e e e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
73
16. 40 16 60
5000 m/z 207 .00 8.66%
147
45 102
o 28 130 177 204221 248265 2% 321
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #89411: Ethanedioic acid, bis(trimethylsilyl) ester ——
3 16.40 16.60
m/z 74.00 8.28%
147
5000
45
190
o I~ PN O S e S it ol
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16. 40 16 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100419\

Data File : VNO58535.D

Acq On : 4 Oct 2019 13:15

Operator : JC/SP

Sample : K5169-03

Misc - 5.00mL/MSVOA_N/WATER MW19D 100110
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N092719W.M
Quant Title : SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Isopropyl Alcohol 4.04 5.1 ug/Il 134066 1 7.65 1320150 50.0
Benzeneethanamine... 13.89 5.6 ug/Il 182840 4 13.35 1643020 50.0
unknownl16 .69 16.69 5.4 ug/Il 178063 4 13.35 1643020 50.0
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