LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\
Data File : BF086893.D
Aca On : 11 May 2016 10:53 Instrument :
Operator : UM/SJ EﬁAfs el

- _ lentosampleld :
3?22'6 : H2945-01 HSR-WC-43-050616
ALS Vial : 4 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-BF050916.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 2.430 28 30 36 rvB 80817 125459 2.70% 0.319%
2 4.156 179 181 186 rBvV 432433 707435 15.21% 1.800%
3 4.396 199 202 205 rBvY 30938 52416 1.13% 0.133%
4 4.853 240 242 251 rBV 833820 1297730 27.90% 3.302%
5 5.127 264 266 275 rVB 72144 106246 2.28% 0.270%

5.299 279 281 295 rBV 4269957 4585151 98.58% 11.665%
6.350 370 373 375 rBV 4037341 4359123 93.72% 11.090%
3344451 4651035 100.00% 11.833%
6.682 400 402 404 rBV 1157162 1017807 21.88% 2.589%
6.842 413 416 418 rBV 3452786 3877510 83.37% 9.865%
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11 7.253 449 452 455 rBV 2765205 3081023 66.24% 7.838%
12 7.973 512 515 517 rBV 910426 1217232 26.17% 3.097%
13 9.048 606 609 612 rBV 4241975 4467619 96.06% 11.366%
14 9.722 665 668 670 rBY 1008112 1104954 23.76% 2.811%
15 10.511 734 737 739 rBV 2304347 2508108 53.93% 6.381%

16 11.196 794 797 799 rBV 1079518 940988 20.23% 2.394%
17 12.785 933 936 938 rBV 3223429 3651000 78.50% 9.288%
18 13.825 1025 1027 1029 rBV 794047 808424 17.38% 2.057%
19 15.197 1144 1147 1153 rVB 568603 678408 14.59% 1.726%
20 16.580 1262 1268 1274 rBV5 18738 69282 1.49% 0.176%

Sum of corrected areas: 39306950
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086893.D

Aca On : 11 May 2016 10:53

Operator : UM/SJ

ﬁ?ggle i H2945-01 HSR-WC-43-050616
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF050916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF086893.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086893.D

Aca On : 11 May 2016 10:53

Operator : UM/SJ

ﬁ?ggle i H2945-01 HSR-WC-43-050616
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 n-Propyl acetate Concentration Rank 5

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

2.43 2.47 ng 125459 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 78
2 Isobutvlamine 73 C4H11IN 000078-81-9 5
3 1-Butanamine 73 C4H11IN 000109-73-9 5
4 Butane. 2-methvl- 72 C5H12 000078-78-4 4
5 1,4-Butanediol, diacetate 174 C8H1404 000628-67-1 4

Abundance Scan 30 (2.430 min): BF086893.D (-28) (-) m/z 43.10 100.00%
31
5000
61.0 TTrrr T
510 | 73.1 220 240 2.60 2.80
oY Y m/z 61.00 21.83%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4162: n-Propyl acetate
43.0
5000 TTrr T
220 240 260 2.80
61.0 m/z 42.10 9.52%
20 | 7o 103.0
S S S R IS UL UL UL SULILISS WL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
30.0
220 240 260 280
5000 m/z 73.10 9.36%
. 15.0 41.0 55.0 73.0
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #731: 1-Butanamine e
30.0 220 240 260 2.80
m/z 41.05 9.13%
5000
oL 150 | 410 560 730
m/z--> 10 20 30 40 50 60 70 8 9 100 110 220 240 260 2.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086893.D

Aca On : 11 May 2016 10:53

Operator : UM/SJ

ﬁ?ggle i H2945-01 HSR-WC-43-050616
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 2 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.16 13.90 ng 707435 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3.4-Dimethvl-2-pentene(c.t) 98 C7H14 1000118-16-5 86
3 3-Hexen-2-one 98 C6H100 000763-93-9 80
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 72
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 72

Abundance Scan 181 (4.156 min): BF086893.D (-179) (-) 55.10 100.00%
=1 83.1
43.1
5000
98.1
| 67.1 3.80 4.00 4.20 4.40
0 ”,..”,..”,...Hh..Jh.!q...q....“:..“...,”.. m/z 83.10  78.86%
m/z--> 10 20 30 40 60 70 80 90 100
Abundance #3185: 3- Penten 2-one, 4-methyl-
55.0 83.0
5000 A S A R
20,0 43.0 98.0 380 4.00 420 440
' m/z 43.10 52 .44%
0 ‘ Al Il ‘ | 67.0 75.0 | L
I S S AL SIS S U SR I W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55.0
83.0 380 4.00 420 440
5000 41.0 m/z 39.10 36.67%
27.0 98.0
15.0 69.0
S S S U S S UL SIS SUL I I B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3097: 3-Hexen-2-one I EERBEEE e o s
83.0 380 4.00 4.0 4.40
55.0 m/z 98.10 24 .58%
43.0
5000
29.0
98.0
\‘ ‘ ‘\ 1l ‘ | 690 | K
S S S L UL S UL SIS S UL B AR SRR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40

8270-BF050916.M Wed May 11 19:10:21 2016

Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086893.D

Aca On : 11 May 2016 10:53

Operator : UM/SJ

ﬁ?ggle i H2945-01 HSR-WC-43-050616
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.85 25.50 ng 1297730 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 2-Propanone. 1-(1-methvlethoxv)- 116 C6H1202 042781-12-4 9
5 Acetic acid, 2-propenyl ester 100 C5H802 000591-87-7 9

Abundance Scan 242 (4.853 min): BF086893.D (-240) (-) m/z 43.05 100.00%
43.0
5000 59.1 j\
1011 b a0 5o 550
Ot 8 TL L ngp 59.10  47.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
000 590 ik abo 5bo 550
m/z 58.05 13.60%

no | soo 0
O e e e e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0

460 4.80 5.00 5.20

5000 m/z 101.10 12.19%
15.0 72.0 100.0
o L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3955: 2,3-Butanedione, monooxime R Eaa s e R,
43.0 4.60 4.80 5.00 5.20

m/z 41.05 9.18%

5000
101.0
15.0 | 600 840

e

m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086893.D

Aca On : 11 May 2016 10:53

Operator : UM/SJ

ﬁ?ggle i H2945-01 HSR-WC-43-050616
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 unknown5.13 Concentration Rank 6

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

5.13 2.09 ng 106246 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclobutvlamine 71 C4HON 002516-34-9 9
2 Dimethoxane 174 C8H1404 000828-00-2 9
3 Propane. 1-(l1-methvlethoxv)- 102 C6H140 000627-08-7 9
4 Acetone 58 C3H60 000067-64-1 7
5 3-Pyrrolidinol 87 C4H9NO 040499-83-0 7

Abundance Scan 266 (5.127 min): BF086893.D (-264) (-) m/z 43.10 100.00%
431
5000 [\
58.1 e e N
| 87.1 115.0 480 500 520 540
o — m/z 42.05 22.98%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #594: Cyclobutylamine
43.0

5000 e e T
4.80 5.00 5.20 5.40

m/z 58.10 21.30%

0140 280 | 560 720
T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43.0
_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—l_l_l_l_l—r

4.80 5.00 5.20 5.40

5000 m/z 45.05 17.46%
71.0 87.0
R B e e B B B B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4392: Propane, 1-(1-methylethoxy)- L m m
43.0 4.80 5.00 5.20 5.40

m/z 87.10 14 .72%

5000

87.0
27.0 59.0 73.0 ‘

Ll \ 102.0

L M- s

|
m/z--> 20 40 60 80 100 120 140 160 180 4.80 5.00 5.20 5.40

8270-BF050916.M Wed May 11 19:10:22 2016 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086893.D

Aca On : 11 May 2016 10:53

Operator : UM/SJ

ﬁ?ggle i H2945-01 HSR-WC-43-050616
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 unknown6.46 Concentration Rank 1

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

6.46 91.39 ng 4651040 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 383 (6.465 min): BF086893.D (-380) (-) m/z 132.10 100.00%
13p.1
5000 68.1
96.1 B AR L R
40.1 g4 6.20 6.40 6.60 6.80
O‘M.'ﬁ‘}-?. TR m/z 68.10 38.10%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 B AR L R
6.20 6.40 6.60 6.80
310 510 m/z 134.10 33.91%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80
5000 m/z 66.05 26 .50%
51.0 70.0 86.0
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! EEREEm e e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.81%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086893.D

Aca On : 11 May 2016 10:53

Operator : UM/SJ

ﬁ?ggle i H2945-01 HSR-WC-43-050616
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 7 unknownl6.58 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.58 2.04 ng 69282 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 37
2 Pentasiloxane. dodecamethvl- 384 C12H3604Si5 000141-63-9 22
3 Nickel. bis(N.N.N"-trimethvl-o-p... 356 C18H26N4Ni 1000153-51-1 18
4 Piperidine. 1-(5-trifluoromethvl... 295 C15H16F3N3 1000268-74-7 10
5 Isothiourea, l-cyano-3-(4-methox... 221 C10H11N30S 075565-12-7 9
Abundance Scan 1268 (16.580 min): BF086893.D (-1262) (-) m/z 221.10 100.00%
73.1 1471 221.1
5000 281.1 355.2
429.2
ao b }|| | 16.20 16.40 16.60 16.80
S R 1 I | .,.... e "m/z 73.10 97.55%
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 LR SRR SRR AR R
16. 20 16 40 16 60 16.80
m/z 147.10 82.52%
279.0
0280 | 1150 | 18% 9 |
m/z--> éo 160 1éo 200 250 360 3éo 460
Abundance
73.0 147.0 281.0
16,20 16.40 16.60 16.80
m/z 355.20 44 _19%
5000 260.0 z 0
207.0
027:0 115.0 249.0
m/z--> éo 160 1éo 260 250 300 3%0 460 A
Abundance #143330: Nickel, bis(N,N,N-trimethyl-o-phenylenediamine-N... s
) 16.20 16.40 16.60 16.80
m/z 281.10 39.83%
206.0
2000 P J\NMN\/\A/\M
o 250.0 3240 |
m/z--> 50 100 150 200 2%0 360 3éo 460 1620 1640 1660 1680 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF051016\

Data File : BF086893.D

Acq On : 11 May 2016 10:53

Operator : UM/SJ

3?22'6 i H2945-01 HSR-WC-43-050616
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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]
n-Propyl acetate 2.43 2.5 ng 125459 1 6.68 1017810 20.0
3-Penten-2-one, 4. .. 4.16 13.9 ng 707435 1 6.68 1017810 20.0
2-Pentanone, 4-hy... 4.85 25.5 ng 1297730 1 6.68 1017810 20.0
unknown5.13 5.13 2.1 ng 106246 1 6.68 1017810 20.0
unknown6 .46 6.46 91.4 ng 4651040 1 6.68 1017810 20.0
unknownl16.58 16.58 2.0 ng 69282 6 15.20 678408 20.0
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