LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100815\
Data File : BF082124.D

Aca On : 8 Oct 2015 13:12

Operator : UM/I1Z

Sample : 63927-03

Misc :

ALS Vial : 25 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-BF092815.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 5.040 252 254 264 rVB 632668 1105880 39.34% 4.662%
2 5.463 288 291 293 rBVY 1776583 2189043 77 .86% 9.228%
3 6.491 378 381 384 rBY 1608719 2036422 72.43% 8.584%
4 6.629 390 393 395 rBVY 2307116 2231241 79.36% 9.406%
5 6.857 411 413 422 rBV 325399 418829 14.90% 1.766%
6 7.017 425 427 430 rBVY 1894043 1677621 59.67% 7.072%
7 7.429 460 463 466 rBVY 1138563 1230881 43.78% 5.189%
8 8.057 515 518 524 rBV 21700 40765 1.45% 0.172%
9 8.149 524 526 535 rvVv 637754 590221 20.99% 2.488%
10 9.097 606 609 611 rBV 50127 52931 1.88% 0.223%

11 9.223 618 620 623 rBV 2059043 2475514 88.05% 10.435%
12 9.623 653 655 657 rBv 452284 398800 14.19% 1.681%
13 9.909 677 680 682 rBvV 522245 673761 23.97% 2.840%
14 10.309 713 715 719 rBV2 30197 58680 2.09% 0.247%
15 10.698 746 749 751 rBV 1595695 1728577 61.48% 7.287%

16 10.800 757 758 763 rVB 35484 52038 1.85% 0.219%
17 11.395 807 810 812 rBV 518035 647307 23.02% 2.729%
18 12.435 900 901 903 rBV 29421 32658 1.16% 0.138%
19 12.503 906 907 910 rVvB 50178 44910 1.60% 0.189%
20 12.789 931 932 934 rBV 21780 30702 1.09% 0.129%

21 12.983 946 949 951 rBV 2461396 2811382 100.00% 11.851%
22 13.875 1024 1027 1035 rBV 100261 207500 7.38% 0.875%
23 14.001 1035 1038 1039 rVvVv 201811 317900 11.31% 1.340%
24 14.035 1039 1041 1051 rVB 458701 694132 24.69% 2.926%
25 14.481 1076 1080 1093 rBv4 35811 163729 5.82% 0.690%

26 14.789 1104 1107 1110 rBV2 15190 30970 1.10% 0.131%
27 14.869 1110 1114 1117 rVV2 57309 98068 3.49% 0.413%
28 15.269 1145 1149 1152 rBV 69286 116548 4._.15% 0.491%
29 15.475 1164 1167 1178 rBV 358638 535193 19.04% 2.256%
30 15.738 1186 1190 1201 rVB 113407 199166 7.08% 0.840%

31 16.287 1234 1238 1245 rBV 111933 238567 8.49% 1.006%
32 16.961 1290 1297 1304 rBV 89096 229301 8.16% 0.967%
33 17.773 1361 1368 1377 rBV 54724 166752 5.93% 0.703%
34 18.778 1449 1456 1463 rBV2 30065 110841 3.94% 0.467%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100815\
Data File : BF082124.D

Aca On : 8 Oct 2015 13:12

Operator : UM/I1Z

Sample : 63927-03

Misc :

ALS Vial : 25 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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF092815.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 20.024 1555 1565 1574 rVB4 18187 85704 3.05% 0.361%

Sum of corrected areas: 23722534
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF100815\
BF082124.D
8 Oct 2015 13:12

1Z

G3927-03

- UM/

25

TIC Library :

Sample Multiplier: 1

C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance

2000000

1500000

1000000

500000

TIC: BF082124.D

5.46

5.04

6.63

7.02

6.49

7.43

6.86

8.15

8.0

0
Time-->

2.50

3.00

3.50 4.00 4.50

5.00 5.50 6.00

6.50 7.00 7.50

8.00 8.50

Abundance

2000000

1500000

1000000

500000

9.22

10.70

9.91

10.31 {980

TIC: BF082124.D

11.39

134250 12.79 &

N

12,98

14.04

14/00
13.8:

14.48 141,42\997

0
Time-->

10.00 10.50 11.00 11.50 12.00 12.50

13.00 13.50 14.00

14.50

Abundance

2000000

1500000

1000000

500000

15.48

15.27

15.74

16.29 16.96

TIC: BF082124.D

17.77 18.78

20.02

0
Time-->

15.50

16.00

16.50 17.00 17.50 18.00 18.50 19.00

19.50 20.00 20.50

21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100815\
Data File : BF082124.D

Aca On : 8 Oct 2015 13:12

Operator : UM/I1Z

Sample : 63927-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

5.04 52.81 ng 1105880 1,4-Dichlorobenzene-d4 6.86
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 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 254 (5.040 min): BF082124.D (-252) (-) m/z 43.10 100.00%
431
59.0
5000
1011 IIII||III|IIII|IIII|III
4.80 500 5.20 5.40
83.1
Ol ..~!|,....,~....',|....,....,....,....,....,297.-9. m/z 59.05 61.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 HRRE UL AR L
4.80 500 5.20 5.40
59.0 m/z 101.10 19.30%
mo L_ma
0::::|“|H||Hi||‘|||||‘||||‘||||||||||||||||||||||||
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
480 500 520 540
5000 500 m/z 58.10 16.79%
101.0
15.0 83.0
G S L I I I WL B L S SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- e RARRE mmans e
59.0 4.80 500 5.20 5.40
m/z 41.10 9.09%
5000
41.0
101.0
0'”'?@ﬂ'wb”1W'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”' HRRE UL AR L
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100815\
Data File : BF082124.D

Aca On : 8 Oct 2015 13:12

Operator : UM/I1Z

Sample : 63927-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 2 unknown6.63 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.63 106.55 ng 2231240 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 393 (6.629 min): BF082124.D (-390) (-) m/z 132.10 100.00%
13p.1
5000 68.1
9.1 B B e L
m1m1 | 810 1150 6.20 6.40 6.60 6.80 7.00
vavf#.. o e B e T m/z 68.10 41 .56%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SN NI L L L L L L LB
6.20 6.40 6.60 6.80 7.00
0
310 510 m/z 134.00 33.11%
0 ‘ b1 H 1 . !
I I e e S AL e e e
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
BERESEEEEE e e
74.0 6.20 6.40 6.60 6.80 7.00
5000 ggo 1160 m/z 66.10 27.54%
158.0 189.0
O e T o S e o St R anct
m/z--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal R A e B
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.99%
5000 67.0
41.0 97.0
‘ ‘ 117.0
ok H SLO“‘“F ...j\..”. S
m/z--> 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100815\
Data File : BF082124.D

Aca On : 8 Oct 2015 13:12

Operator : UM/I1Z

Sample : 63927-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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-Tetracosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.88 5.98 ng 207500 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetracosanol 354 C24H500 000506-51-4 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 91
3 1-Docosene 308 C22H44 001599-67-3 90
4 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 87
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 83
Abundance Scan 1027 (13.875 min): BF082124.D (-1024) (-) m/z 57.10 100.00%
57.1
7.0
5000
1991 ' 13.60 13.80 14.00 14.20
oA m/z 43.10 81.66%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #142901: 1-Tetracosanol
43.0
5000 83.0 R SRS SUNILN SR I
13.60 13.80 14.00 14.20
m/z 55.10 74 .88%
o L1l H“ M ‘\L‘ 125.0 168.0 210.0 252.0 294.0 336.0
miz--> 0 55 160 1éo 260 2%0 360 3éo 460 4%0 '
Abundance
43.0
'13.60 13.80 14.00 1420
5000 83.0 m/z 83.10 69.68%
. 1250 16702100  267.0307.0 490.0
miz--> 0 55 160 1éo 260 2%0 360 3éo 460 4%0 '
Abundance #121981: 1-Docosene
5.0 13.60 13.80 14.00 14.20
m/z 97.05 64 .35%
97.0
5000
01240, | | h3?-9 181.0 308.0
miz--> 0 55 160 1éo 260 2%0 360 3éo 460 4%0 ' 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100815\
Data File : BF082124.D

Aca On : 8 Oct 2015 13:12

Operator : UM/I1Z

Sample : 63927-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl4.48 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.48 4.72 ng 163729 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 38
2 Carbamic acid. N-(2.3-dimethvIiph... 221 C12H15NO3 339273-79-9 35
3 Pentasiloxane. dodecamethvl- 384 C12H3604Si5 000141-63-9 27
4 Trisiloxane. 1.1.1.5.5.5-hexamet... 384 C12H3604Si5 003555-47-3 27
5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 22
Abundance Scan 1080 (14.481 min): BF082124.D (-1076) (-) m/z 55.10 100.00%
54.1
147.1 2211
5000 98.1 0811
355.0
m “||| | | | 42?-1 14.20 14.40 14.60 14.80
0 e A m/z 73.10 83.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #113835: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,...
147.0 221.0
73.0
5000
14.20 14.40 14.60 14.80
m/z 147.10 66.75%
279.0
0 28.0 . " 113'0\” | 18%'0\ ‘\
m/z--> §0 160 1%0 260 2%0 360 3%0 460
Abundance
147.0
77.0 221.0 L AR AR AR R
390 | 14.20 14.40 14.60 14.80
5000 ' m/z 221.10 64 .56%
115.0
S o U U UL L UL S
m/z--> 50 100 150 200 250 300 350 400
Abundance #152261: Pentasiloxane, dodecamethyl- A R L
73.0 147.0 281.0 14.20 14.40 14.60 14.80
m/z 67.10 44 _39%
5000 360.0
207.0
o270 | 1150 280
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&1;0 4(')0 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100815\
Data File : BF082124.D

Aca On : 8 Oct 2015 13:12

Operator : UM/I1Z

Sample : 63927-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Squalene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.87 3.66 ng 98068 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 83
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 83
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 80
4 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 72
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 59
Abundance Scan 1114 (14.869 min): BF082124.D (-1110) (-) m/z 69.10 100.00%
69.1
= J
[ | 121.1 221.1 281.1 355.1 429.1 I 14 60 14 80 15 00 15 20 i
ol b 0y o p PO T m/z 81.05 51.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69.0
5000 L N R S B
14,60 14.80 15.00 15.20
m/z 41.10 22 .49%

137.0
o Ll 4 :”Oﬁ OM I 191.0 231.0 273.0 341.0 410.0
et T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0

14.60 14.80 15. 00 15.20

5000 m/z 95.10 14 .39%
21.0
0 29.0 161.0 203.0 273.0 341.0 410.0
T B o L L B i i e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #152606: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69.0 14.60 14.80 15.00 15.20

m/z 68.10 11.68%

5000

111.0
294\ \H\J ﬁi 0 192.0 231.0 273.0 315.0 384.0

ol bl It A R L

m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF092815.M Fri Oct 09 12:14:13 2015 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100815\
Data File : BF082124.D

Aca On : 8 Oct 2015 13:12

Operator : UM/I1Z

Sample : 63927-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl5.74 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.74  7.44ng 100166  Perylene-diz 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 90
2 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 43
3 Mercaptoacetic acid. bis(trimeth... 236 C8H2002SSi2 006398-62-5 32
4 N-Benzvl-N-ethvl-p-isopropvlbenz... 281 C19H23NO 015089-22-2 25
5 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C12H3604Si5 003555-47-3 22

Abundance Scan 1190 (15.738 min): BF082124.D (-1186) (-) m/z 221.10 100.00%
730 1471 2211
5000 2811 355.1
429.1
l t 503.1 15.40 15.60 15.80 16.00
O prrrr prbr e et e e b b e TM/Z 73.05 84.97%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #173701: Cyclononasiloxane, octadecamethyl-
73.0 147.0 221.0 429.0
355.0
5000 281.0 R EEs s e
15.40 15.60 15.80 16.00
m/z 147.10 82.72%
‘ | 90 651.0
( EMMNENG MBS [SMNNIR 1 U MBI [N VRS S ol
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
147.0 221.0
73.0 15.40 15.60 15.80 16.00
5000 m/z 281.10 46.48%
279.0
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #80100: Mercaptoacetic acid, bis(trimethylsilyl)- e R AEER e
73.0 15.40 15.60 15.80 16.00
141.0 m/z 355.10 40.54%

5000

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 650 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100815\
Data File : BF082124.D

Aca On : 8 Oct 2015 13:12

Operator : UM/I1Z

Sample : 63927-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl6.29 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

16.20 8.92ng 238567  Perylene-diz 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 90
2 Mercaptoacetic acid. bis(trimeth... 236 C8H2002SSi2 006398-62-5 40
31.1.1.5.7.7.7-Heptamethvl-3.3-bi... 444 C13H4005Si6 038147-00-1 38
4 N-Benzvl-N-ethvl-p-isopropvlbenz... 281 C19H23NO 015089-22-2 30
5 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C12H3604Si5 003555-47-3 27

Abundance Scan 1238 (16.287 min): BF082124.D (-1234) (-) m/z 221.10 100.00%
73.1 147.1 221.1
5000 281.1
355.1
4291 LI L L L L L L L L
l l 503.2 16.00 16.20 16.40 16.60
ol e et e e e b e b feee e || M/ 73.100 94.04%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #173701: Cyclononasiloxane, octadecamethyl-
73.0 147.0 221.0 429.0
355.0
5000 281.0 R LEEEREEE e
16 00 16. 20 16. 40 16. 60
m/z 147.10 86.70%
‘\ 1Tl ‘ 3590 651.0
) NSNS NSNS SN NSNS AP S N
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
73.0
147.0 IIIIIIIIIIIIIIIIIIIIIII
16.00 16.20 16.40 16.60
5000 m/z 281.10 44 _50%
221.0
0 13.0
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #163622: 1,1,1,5,7,7,7-Heptamethyl-3,3-bis(trimethylsiloxy ... e AR ES R e
73.0 16 00 16. 20 16. 40 16.60
m/z 355.10 32.17%
147.0
267.0
5000 3550 4200
207.0 ) {
o NS K NN N ”.}.”...”,”.w.”.“.”,”.w.. SRNMESSSINS A M.
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 650 16 00 16. 20 16. 40 16. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100815\
Data File : BF082124.D

Aca On : 8 Oct 2015 13:12

Operator : UM/I1Z

Sample : 63927-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl6.96 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

16.96 8.57 ng 229301  Perylene-diz 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 87
2 2-Amino-2-oxo-acetic acid. N-I3.... 221 C12H15N0O3 024451-17-0 47
3 Mercaptoacetic acid. bis(trimeth... 236 C8H2002SSi2 006398-62-5 38
4 2-(27 .47 .47 .67 .6".8".8"-Heptamet... 652 C16H48010Si9 145344-72-5 32

5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 30
Abundance Scan 1297 (16.961 min): BF082124.D (-1290) (-) m/z 221.10 100.00%
221.1
730 1471
5000 2811 3551
429.1 B R R R e e
l l 503.2 16.60 16.80 17.00 17.20
Ol prrrepbersp i e e e b e e e || MZZ 14710 76 79%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #173701: Cyclononasiloxane, octadecamethyl-
73.0 147.0 221.0 429.0
355.0
5000 281.0 L B e i e
16.60 16.80 17.00 17.20
‘ m/z 73.05 70.99%
|

T ‘ 430 651.0
O e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
221.0

16,60 16,80 17.00 17.20
5000 147.0 m/z 281.10 41 _75%

77.0
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance : i i is(tri i

#80100: Mercaptoacetic acid, bis(trimethylsilyl)- B LA B I S R e

73.0 16 60 16. 80 17. 00 17. 20
147.0 m/z 355.10 37.61%
5000 /\
0 R o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100815\
Data File : BF082124.D

Aca On : 8 Oct 2015 13:12

Operator : UM/I1Z

Sample : 63927-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown20.02 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

20,02 3.20ng 85704  Perylene-di2 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si14 004342-25-0 50
2 3-1sopropoxv-1.1.1.7.7.7-hexamet... 576 C18H5207Si7 071579-69-6 32

3 4H-Pvridoll.2-alpvrimidine-3-car... 221 C11H15N302 064399-29-7 27
4 N-Benzvl-N-ethvl-p-isopropvlbenz... 281 C19H23NO 015089-22-2 27
5 1,3-Benzodioxole, 5-[3-acetamino... 221 C12H15NO03 1000124-33-0 27
Abundance Scan 1565 (20.024 min): BF082124.D (-1555) (-) m/z 221.10 100.00%

221.1
147.1
73.1
5000 281.1 355.1

429.1 LRI B BULILILN SULBUSN B
| | mmmmmmmm
) e e — m/z 147.10 78.55%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #113835: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,...
147.0 221.0
73.0
5000 o e

19. 80 20. OO 20. 20 20. 40
m/z 73.10 68.74%
\

‘ 279.0
Oggql'“'l'“hk"“nh S SR S SR S B S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance

73.0

1980 2000 20.20 20.40
5000 m/z 281.10 36.73%

147.0
221.0 281.0
o 327.0 415.0 519.0561.0
B T B B e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #69926: 4H-Pyrido[1,2-a]pyrimidine-3-carboxamide, 1,6,7,8-...
221.0

19. 80 20. 00 20. 20 20. 40
m/z 355.10 36.31%

5000
109.0 162.0
66q N [ 1] H w L

m/z--> 50 100 150 200 250 300 350 400 450 500 550 19. 80 20. OO 20. 20 20. 40

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100815\
Data File : BF082124.D

Acq On : 8 Oct 2015 13:12

Operator : UM/1Z

Sample : G3927-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.04 52.8 ng 1105880 1 6.86 418829 20.0
unknown6 .63 6.63 106.6 ng 2231240 1 6.86 418829 20.0
1-Tetracosanol 13.88 6.0 ng 207500 5 14.04 694132 20.0
unknownl14 .48 14.48 4.7 ng 163729 5 14.04 694132 20.0
Squalene 14.87 3.7 ng 98068 6 15.48 535193 20.0
unknownl5.74 15.74 7.4 ng 199166 6 15.48 535193 20.0
unknownl16 .29 16.29 8.9 ng 238567 6 15.48 535193 20.0
unknownl16 .96 16.96 8.6 ng 229301 6 15.48 535193 20.0
unknown20.02 20.02 3.2 ng 85704 6 15.48 535193 20.0
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