LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102154.D

Aca On : 17 Jan 2018 17:12

Operator : SJ/JU

Sample : PB105727BL

Misc :

ALS Vial : 9 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-BF010918.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

4.940 477 485 495 rBvV 177869 286918 6.51% 0.865%
5.340 547 553 556 rBV 3630844 3947505 89.61% 11.897%
rBV 3439965 3800406 86.27% 11.453%
6.492 744 749 752 rBV 3973623 3989420 90.56% 12.023%
6.722 784 788 791 rBV 990284 817279 18.55% 2.463%
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6.875 810 814 818 rBV 3183688 3139420 71.26% 9.461%
7.287 878 884 887 rBV 2331147 2546272 57.80% 7.674%
7.998 1001 1005 1009 rBV 1183763 1110377 25.20% 3.346%
9.081 1183 1189 1192 rBV 4527904 4405385 100.00% 13.277%
9.751 1298 1303 1307 rBV 1279382 1168566 26.53% 3.522%

=
QO ~NO®

11 10.545 1433 1438 1441 rBV 2357196 2301469 52.24% 6.936%
12 11.233 1551 1555 1559 rBV 1214536 1015563 23.05% 3.061%
13 12.821 1820 1825 1828 rBV 3172240 3123872 70.91% 9.415%
14 13.863 1998 2002 2006 rBV 713331 669017 15.19% 2.016%
15 15.280 2238 2243 2247 rBV2 567498 690412 15.67% 2.081%

16 16.745 2487 2492 2499 rVB8 40049 94101 2.14% 0.284%
17 17.539 2623 2627 2635 rVB9 32138 75361 1.71% 0.227%
Sum of corrected areas: 33181343

8270-BF010918.M Thu Jan 18 12:07:56 2018 Page: 1



LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102154.D

Aca On 17 Jan 2018 17:12

Operator : SJ/JU

Sample : PB105727BL

Misc :

ALS vial : 9 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF010918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF102154.D

4000000 6.49

5.34
6.36

6.87
3000000

7.29

2000000

1000000 6.72

4.94

e L L

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF102154.D

4000000
12.82
3000000
10.55
2000000

8.00 9.75 11.23
1000000

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF102154.D

4000000
3000000
2000000

1000000
13.86 15.28

fL 16.74 17.54

O R B e e e e e e e e e e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102154.D

Aca On : 17 Jan 2018 17:12

Operator : SJ/JU

Sample : PB105727BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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.

4.94 7.02 ng 286918 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 485 (4.940 min): BF102154.D (-477) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 B SARDE R NN AR
460 4.80 5.00 5.20
e SR 80 | h/7 59.00  53.36%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I I I L
59.0 460 480 500 520
m/z 101.00 16.34%
..,...‘a:‘gll‘..o...‘,‘l...,..a.,....,....,8.3'.0..,9.3'.0.%?1..0...,.
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
460 480 500 520
5000 m/z 58.00 14.02%
41.0
50.0 73.0 86.0
mz-> 20 30 40 50 60 70 8 90 100 110
Abundance #3236: 4-Penten-2-one, 4-methyl-  BEmas e
43.0 460 4.80 5.00 5.20
m/z 41.00 9.33%
5000
20 | 0 80 0
m/z--> 20 30 40 s0 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102154.D

Aca On : 17 Jan 2018 17:12

Operator : SJ/JU

Sample : PB105727BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknown6.49 Concentration Rank 1

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

6.49 97.63 ng 3989420 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 749 (6.492 min): BF102154.D (-744) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 RSN U R
400 540 6.20 6.40 6.60 6.80
..,....,....,....,".'...,:!..,::l-.'...'..,?‘?;9,..!.,.':..,1.1.4.-.9,....,"...,.. m/z 68.10 38.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 RS AR L
6.20 6.40 6.60 6.80
310 510 ‘ m/z 134.00 33.04%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 67.0 m/z 66.00 24.70%
41.0 97.0
53.0
79.0 117.0
mﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LI L L L L L B
132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.79%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102154.D

Aca On : 17 Jan 2018 17:12

Operator : SJ/JU

Sample : PB105727BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknownl6.74 Concentration Rank 4

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

16.74 2.73 ng 94101 Perylene-di12 15.28

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 43
2 Heptasiloxane. hexadecamethvl- 532 C16H4806Si7 000541-01-5 42
3 Mercaptoacetic acid. bis(trimeth... 236 C8H2002SSi2 006398-62-5 37
4 2-Amino-2-oxo-acetic acid. N-T3.... 221 C12H15NO03 024451-17-0 32
5 2-((BE)-([3-(2-Dimethylanilino)-1... 356 C23H20N202 073428-83-8 22

m/z 221.10 100.00%

Abundance Scan 2491 (16.739 min): BF102154.D (-2487) (-)

73.0 221.1
147.1

5000 356 1
281.1 429.1

16.40 16.60 16.80 17.00
m/z 73.00 93.78%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #138908: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,...
147.0 221.0
73.0
5000 LA I L L L L L |
16.40 16.60 16.80 17.00
m/z 57.00 83.64%
279.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
221.0
R e R R
73.0 16.40 16.60 16.80 17.00
5000 147.0 m/z 147.05 75.81%
281.0
341.0

429.0 517.0

m/z--> (I) 5IO l(I)O 15I0 2(")0 25I0 3CI)O 3é0 4(I)O 45I0 5(I)O
Abundance #91067: Mercaptoacetic acid, bis(trimethylsilyl)- R e EEAER R
16.40 16.60 16.80 17.00
147.0 m/z 43.00  70.84%

5000
221.0
29. A1 | 1

IIIIIIIIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII Trrrrr|yrrrryrrrrprrorr

| T T T I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102154.D

Aca On : 17 Jan 2018 17:12

Operator : SJ/JU

Sample : PB105727BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknownl7.54 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.54 2.18 ng 75361 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6-Dioxa-2.4.5.7- tetraS|Iaoctan--- 294 C10H3002Si14 004342-25-0 25
2 1.3.4-0Oxadiazol-2-amine. 5-(3.4-... 221 C10H11N303 1000362-71-7 18
3 Tr iS|onane octamethvl- 236 C8H2402S13 000107-51-7 14
4 Tetrazole. 1-(2-fluorophenvl)-5-... 342 C18H19FN4S 1000272-52-4 14
5 5—Fluoro—4—chIoro—2—aminopyrimidine 147 CAH3CIFN3 001683-75-6 10
Abundance Scan 2627 (17.539 min): BF102154.D (-2623) (-) m/z 147.05 100.00%
147.1 221.1
5000 73.0
0 107. 17.20 17.40 17.60 17.80
m/z 221.10 91.89%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #138908: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,...
147.0 221.0
73.0
5000 L DR BRI UL SULRE
17.20 17.40 17.60 17.80
m/z 355.10 50.97%
279.0
280 | 1130 | 18%0‘ | |
m/z--> 6 §o 160 150 260 250 360 3%0 460
Abundance
221.0
165.0
17.20 17.40 17.60 17.80
5000 m/z 73.05 43 .89%
44.0 77.0
119.0
miz-> 0 50 100 150 200 250 300 350 400
Abundance #91072: Trisiloxane, octamethyl- R ABma RS
221.0 17.20 17.40 17.60 17.80
m/z 341.10 33.84%
5000 73.0
147.0
150 | | 113.0) L
m/z--> 6 §o 160 1éo 260 250 360 3%0 460 17.20 17.40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_F\DATA\BF011718\
Data File : BF102154.D

Acq On : 17 Jan 2018 17:12

Operator : SJ/JU

Sample : PB105727BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_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... 4.94 7.0 ng 286918 1 6.72 817279 20.0
unknown6 .49 6.49 97.6 ng 3989420 1 6.72 817279 20.0
unknownl6.74 16.74 2.7 ng 94101 6 15.28 690412 20.0
unknownl7 .54 17.54 2.2 ng 75361 6 15.28 690412 20.0
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