LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087545.D

Aca On : 30 May 2016 11:54

Operator : UM/SJ

Sample = H3295-02

Misc :

ALS Vial : 65 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:\HPCHEM1I\BNA F\METHODS\8270-BF052316.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.707 270 273 291 rBV 150337 546559 13.50% 1.814%
2 5.382 330 332 355 rBV 621608 1831494 45.24% 6.080%
3 5.987 383 385 397 rBV 22102 76407 1.89% 0.254%
4 7.027 474 476 483 rBV 786969 1502718 37.12% 4.988%
5 7.130 483 485 505 rVB 1725774 3566488 88.10% 11.839%
6 7.473 514 515 527 rBV 361738 854736 21.11% 2.837%
7 7.702 533 535 552 rVV 1864974 2693704 66.54% 8.942%
8 8.388 593 595 628 rBY 1359694 2490096 61.51% 8.266%
9 9.508 691 693 708 rBV2 457120 1034052 25.54% 3.433%
10 11.279 845 848 864 rBVY 3075480 4048136 100.00% 13.438%
11 12.011 909 912 918 rBV2 35340 93744 2.32% 0.311%
12 12.331 938 940 955 rBV 702148 1171317 28.93% 3.888%
13 13.165 1010 1013 1015 rVB 79281 99226 2.45% 0.329%
14 13.519 1040 1044 1046 rBvV 19461 40571 1.00% 0.135%

15 13.622 1051 1053 1075 rVvV 1286882 2420448 59.79% 8.035%

16 13.931 1078 1080 1086 rBV 67698 111381 2.75% 0.370%
17 14.662 1141 1144 1146 rBV2 29680 40736 1.01% 0.135%
18 14.742 1150 1151 1168 rBV 396148 1059248 26.17% 3.516%
19 15.725 1234 1237 1244 rBV2 55122 101762 2.51% 0.338%
20 16.823 1331 1333 1339 rBV2 30732 58933 1.46% 0.196%

21 16.926 1340 1342 1345 rVB 63024 68360 1.69% 0.227%
22 17.086 1354 1356 1366 rVB 2564011 3286684 81.19% 10.910%
23 18.354 1463 1467 1475 rBV2 42007 149566 3.69% 0.496%
24 18.469 1475 1477 1492 rVV 292305 726841 17.95% 2.413%
25 19.600 1574 1576 1580 rVB 30302 42563 1.05% 0.141%

26 20.034 1611 1614 1617 rBV 70506 111319 2.75% 0.370%
27 20.160 1623 1625 1646 rBV 188212 661250 16.33% 2.195%
28 20.434 1646 1649 1655 rVB 129833 191433 4.73% 0.635%
29 20.880 1685 1688 1697 rVB 128807 262210 6.48% 0.870%
30 21.406 1727 1734 1739 rBV2 117476 262258 6.48% 0.871%

31 22.035 1784 1789 1796 rVB 83592 220689 5.45% 0.733%

32 22.800 1850 1856 1863 rVB 51969 172822 4.27% 0.574%
33 23.726 1931 1937 1944 rBV3 31936 127050 3.14% 0.422%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087545.D

Aca On : 30 May 2016 11:54

Operator : UM/SJ

Sample = H3295-02

Misc :

ALS Vial : 65 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 30124801
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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:\HPCHEM1I\BNA F\DATA\BF052916\

BF087545.D

30 May 2016 11:54

UM/SsJ

H3295-02

65 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF087545.D

7.70
7.13

8.39

7.0
5.38

7.47

4.71

5.99

0

Time-->

2.00

T T 1
6.00 6.50 7.00

T
7.50

T T
8.00 8.50

T
9.00

T
2.50

T T
3.00 3.50

I I
4.00 4.50 5.00 5.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

9.51

TIC: BF087545.D
114.28

13.62

12.33
14.74
13.93

1317 45 14, 15.73

Y
LI B B B I S S S S E B R}

12.01

0

Time--> 9

13.50 14.00  14.50

16.50

.50 10.00  10.50

11.00 1150 12.00 12.50  13.00 15.00 15.50  16.00

Abundance
3000000

2500000

2000000

1500000

1000000

500000

19623,

TIC: BF087545.D

17.09

18.47

20.1
183

19.60 20.0

22.80

620.43 20.88
21,41 23,73

22.03
AN

Time--> 17

Ol

2250 23.00 2350 24.00

2050 21.00 2150 22.00

.00 1750 18.00

1850 19.00 19.50  20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087545.D

Aca On : 30 May 2016 11:54

Operator : UM/SJ

Sample = H3295-02

Misc :

ALS Vial : 65 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.71 12.79 ng 546559 1,4-Dichlorobenzene-d4 7.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 273 (4.707 min): BF087545.D (-270) (-) m/z 43.10 100.00%
43
5000 59 L
101 AN 4680 4R0 E00
4.40 4.60 4.80 5.00
Ol S0l &l m/z B59.10 48.38%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IBEAREDESAEE SURAE R
4.40 4.60 4.80 5.00
59 m/z 58.10 12.93%
0 21 371, 53 ‘ o7 778 a1 O
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
440 4.60 480 500
5000 57 m/z 101.10 12.92%
29
101 ﬁ\\\wﬂ
37 50 78
S U SR IS SULILILS UL I S SULIL LS WAL
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: 1-Propen-2-ol, acetate E E  EaE e AR
43 4.40 4.60 4.80 5.00
m/z 41.10 9.65%
5000
58
% 27 37, 72 100
L U L S UL SIS I I SIS I B IBEAREDESAEE SURAE SRR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087545.D

Aca On : 30 May 2016 11:54

Operator : UM/SJ

Sample = H3295-02

Misc :

ALS Vial : 65 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.13 Concentration Rank 1

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

7.13 83.45 ng 3566490 1,4-Dichlorobenzene-d4 7.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 485 (7.130 min): BF087545.D (-483) (-) m/z 132.00 100.00%
132
5000 68 p\‘
‘ 75 % 6.80 7.00 7.20 7.40
104 .
o..,....,....,...!,".'.‘.‘7," Sl e 85 o s Ul Tm/z 68.10  42.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A R R
6.80 7.00 7.20 7.40
31 78 m/z 134.00 33.22%
38
0'w'“'w'“l”'“'“'M'“l”'h“'w'“'w'“l“'w'“'w'“l“"“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.80 7.00 7.20 7.40
5000 m/z 66.05 30.64%
o 15 28 39 52 @ 7 e 104
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine

132 6.80 7.00 7.20 7.40
m/z 69.10 18.66%

5000
33 44 o g7 105
60 78 ‘
|5t e | | ms |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087545.D

Aca On : 30 May 2016 11:54

Operator : UM/SJ

Sample = H3295-02

Misc :

ALS Vial : 65 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.93 2.10 ng 111381 Phenanthrene-d10 14.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 Tridecane 184 C13H28 000629-50-5 80
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 80
Abundance Scan 1080 (13.931 min): BF087545.D (-1078) (-) m/z 57.10 100.00%
43 97
85
UL BN I
99 113 197 13.60 13.80 14.00 14.20
0...,....'i|:..| ,.."..,-':‘-...',....,....14.1... e || M/z 43.05  85.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43
5000 n SR SN B R
g5 13.60 13.80 14.00 14.20
29 m/z 71.05 50.51%
0 ‘ L L w 99 113 127 141 155 169 183 197 226
m/z--> 20 Jo éo 80 100 150 140 160 180 200 220
Abundance
57
43 USRNSSR U
71 13.60 13.80 14.00 14.20
5000 g5 m/z 41.10 46.72%
29 9
oL 15 113 127 141 155 169 183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59881: Tetradecane R R mEEE
- 13.60 13.80 14.00 14.20
- m/z 85.10 30.55%
5000 g5
29
. Ll ‘ il %9 113 127 141 155 169 198
m/z--> 20 40 éo éo 100 150 140 160 180 200 220 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087545.D

Aca On : 30 May 2016 11:54

Operator : UM/SJ

Sample = H3295-02

Misc :

ALS Vial : 65 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Trichloroacetic acid, penta... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.35 4.12 ng 149566 Chrysene-di12 18.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
4 11-Tricosene 322 C23H46 052078-56-5 91
5 1-Docosene 308 C22H44 001599-67-3 90
Abundance Scan 1467 (18.354 min): BFO87545.D (-1463) (-) m/z 43.05 100.00%
a3
il i \ML
5000
125 . 18.00 18.20 18.40 18.60
O m/z 55.10 90.11%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance

5000

04
m/z-->

#197885: Trichloroacetic acid, pentadecyl ester
43

83

139155 182 210
20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

:

T T T T
18.00 18.20 18.40 18.60

Abundance

5000

04
m/z-->

43
69
97

27 125
153169 196 224

mrwmmﬂwmwwwmmm
20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

m/z 57.10 83.87%

%

18.00 18.20 18.40 18.60

Abundance

5000

#185169: Heptadecyl trifluoroacetate

125
154 182 210 238 265283

m/z-->

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

m/z 41.10 57 .96%

:

18.00 18.20 18.40 18.60

m/z 69.05 55.08%

-

T T T I
18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087545.D

Aca On : 30 May 2016 11:54

Operator : UM/SJ

Sample = H3295-02

Misc :

ALS Vial : 65 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown20.03 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
20.03 3.37 ng 111319 Perylene-d12 20.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptasiloxane. hexadecamethvl- 532 C16H4806Si17 000541-01-5 43
2 1.1.1.5.7.7.7-Heptamethvl-3.3-bi... 444 C13H4005Si6 038147-00-1 40
3 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 38
4 Mercaptoacetic acid. bis(trimeth... 236 C8H2002SSi2 006398-62-5 38
5 3-lIsopropoxy-1,1,1,7,7,7-hexamet... 576 C18H5207Si7 071579-69-6 37

Abundance Scan 1614 (20.034 min): BF087545.D (-1611) (-) m/z 73.05 100.00%
73 147 221
5000 281 J\ J\
t 49 " 10.80 20.00 20.20 20.40
41 107 191 327 401
o1 B M D o ..,.'l...l,.. ‘) |'...,'.-.h.,....,... m/z 221.10 89.04%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #237932: Heptasiloxane, hexadecamethyl-
221
73
5000 147
281 311 19.80 20.00 20.20 20.40
051 m/z 147.10 85.42%
0 45 ] 117 | 191 1] ‘ “\ h‘\ h ‘\\311‘\ L\ ‘\\371397 42\9 517
m/z--> 55 160 1éo 260 250 360 3%0 460 4éo 560
Abundance
73
147 " 10.80 20.00 20.20 20.40
5000 267 m/z 355.10 45 _.36%
355 429
45 207
L L L L L W L WL LI WL
m/z--> 50 100 150 200 250 300 350 400 450 500 A
Abundance #138908: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7, ... L
147 221 19.80 20.00 20.20 20.40
m/z 281.10 44 .32%
73
5000
191
117 279
0 45 , | gL 247 ‘\
m/z--> 5'0 1(')0 1&'30 2(')0 2&1,0 3(')0 3&1,0 4(')0 4&'30 5(')0 19. 80 20. oo 20 20 20 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087545.D

Aca On : 30 May 2016 11:54

Operator : UM/SJ

Sample = H3295-02

Misc :

ALS Vial : 65 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Cyclononasiloxane, octadeca... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.43 5.79 ng 191433 Perylene-di12 20.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 91
2 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 83
3 Heptasiloxane. hexadecamethvl- 532 C16H4806Si17 000541-01-5 78
4 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 40
5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 30
Abundance Scan 1649 (20.434 min): BF087545.D (-1646) (-) m/z 73.10 100.00%
& 147 221
5000
211 355
429 00 5040 90 /a onan
20.20 20.40 20.60 20.80
Ol 208 ..,.1...1,..t..l,t.e..‘,..L.,...???...,....,....,.. m/z 221.10  79.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethy!-
73 147 221 429
355
5000 281
20.20 20.40 20.60 20.80
m/z 147.10 79.62%
| R
Ot “"'”"'“ AR B RARN LARRS R B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
B &
20,20 20.40 20.60 20.80
5000 281 m/z 281.10 36.70%
443
o 36 189
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #237932: Heptasiloxane, hexadecamethyl- T B e
221 20.20 20.40 20.60 20.80
m/z 355.10 29.88%
73
5000 147 081
341
0 100 | 189, | || 397429 517
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087545.D

Aca On : 30 May 2016 11:54

Operator : UM/SJ

Sample = H3295-02

Misc :

ALS Vial : 65 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heptasiloxane, hexadecamethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
2141 7.93ng 262258  Perylene-di2 20.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Heptasiloxane. hexadecamethvl- 532 C16H4806Si7  000541-01-5 90
2 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 80

3 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 78
4 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 53
5 Dithioerythritol, 0,0",S,S"-tetr... 442 C16H4202S2Si4 1000079-30-7 38

Abundance Scan 1734 (21.406 min): BF087545.D (-1727) (-) m/z 73.10 100.00%
B 17 221
5000
281 355
429 21,00 21.20 21.40 21.60 21.80
105 l 1 | 503 To L ln LS LLU el
ol b e e b e m/z 221.10 85.68%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #237932: Heptasiloxane, hexadecamethyl-
221
73
5000 147 R S e
281 341 21. 00 21. 20 21. 40 21. 60 21. 80
m/z 147.10 83.05%
M 0 LA A= A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
B &
RN e AR
21.00 21.20 21.40 21.60 21.80
5000 81 o m/z 281.10 37.72%
443
o 36 189
T AT A A e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethyl- e A B,
73 147 221 429 21.00 21.20 21.40 21.60 21.80
m/z 355.20 31.77%
355
5000 281
475
o.H.P.H,H.W.”.y.” A.J.”J..”‘m.wlﬁu,”...”.“.ﬁ?a S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.20 21.40 21. 60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087545.D

Aca On : 30 May 2016 11:54

Operator : UM/SJ

Sample = H3295-02

Misc :

ALS Vial : 65 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3,6-Dioxa-2,4,5,7-tetrasila... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

'23.73  3.84ng 127050 Perylene-diz 20.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 50
2 Mercaptoacetic acid. bis(trimeth... 236 C8H2002SSi2 006398-62-5 38
3 3-Isopropoxv-1.1.1.7.7.7-hexamet... 576 C18H5207Si7 071579-69-6 37

4 N-Benzvl-N-ethvl-p-isopropvlbenz... 281 C19H23NO 015089-22-2 27
5 Trisiloxane, octamethyl- 236 C8H2402S1i3 000107-51-7 22
Abundance Scan 1937 (23.726 min): BF087545.D (-1931) (-) m/z 221.10 100.00%
73 2: 1
147
5000
281 355
5 119 191t | 4T9 23.40 23.60 23.80 24.00
0 “..ﬁhU”wJ!.“..q. ”,i..“..W.L.,”.w..”,”..“.. m/z 73.10 83.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #138908: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,...
147 221
73
5000 LA L L L LB L |
23.40 23.60 23.80 24.00
uz | ™ 276 m/z 147.10  79.40%
N N S T N R -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
147 IIIIIIIIIIIIIIIIIIIIIII
23.40 23.60 23.80 24.00
5000 m/z 281.10 40.94%
221
ol 13 43 104 | 177
R S R A B R A R mat
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #240263: 3-Isopropoxy-1,1,1,7,7,7-hexamethyl-3,5,5-tris(tr... B e
73 23.40 23.60 23.80 24.00
m/z 355.20 35.94%
5000
147
43
221 281
. 327L 415 519 561
T T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.40 23.60 23.80 24.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052916\
Data File : BF087545.D

Acq On : 30 May 2016 11:54

Operator : UM/SJ

Sample - H3295-02

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.71 12.8 ng 546559 1 7.48 854736 20.0
unknown7 .13 7.13 83.5 ng 3566490 1 7.48 854736 20.0
Hexadecane 13.93 2.1 ng 111381 4 14.75 1059250 20.0
Trichloroacetic a... 18.35 4.1 ng 149566 5 18.47 726841 20.0
unknown20.03 20.03 3.4 ng 111319 6 20.16 661250 20.0
Cyclononasiloxane... 20.43 5.8 ng 191433 6 20.16 661250 20.0
Heptasiloxane, he... 21.41 7.9 ng 262258 6 20.16 661250 20.0
3,6-Dioxa-2,4,5,7... 23.73 3.8 ng 127050 6 20.16 661250 20.0
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