LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022417\
Data File : BF093148.D

Aca On : 24 Feb 2017 16:51

Operator : SJ/MA

Sample : PB97158BL

Misc :

ALS Vial : 3 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-BF013017.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 5.001 252 255 265 rBVY 1198575 1759646 37.11% 4 _.445%
2 5.436 290 293 295 rBVY 2943476 4159743 87.74% 10.509%
3 6.476 381 384 386 rBY 3784286 4266755 90.00% 10.779%
4 6.602 392 395 397 rBVY 4039566 4085121 86.16% 10.320%
5 6.830 413 415 417 rBV 1051629 872858 18.41% 2.205%
6 6.990 426 429 431 rBVY 3270157 3198529 67.46% 8.080%
7 7.402 462 465 467 rBV 2516273 2469981 52.10% 6.240%
8 8.122 526 528 530 rBY 1333894 1171291 24.71% 2.959%
9 9.208 619 623 625 rBY 3903119 4741101 100.00% 11.977%
10 9.813 673 676 679 rBV 28351 60676 1.28% 0.153%

11 9.882 679 682 684 rVB 1085473 1297000 27.36% 3.277%
12 10.671 748 751 753 rBV 2434186 2636995 55.62% 6.662%
13 11.356 809 811 814 rBV2 1213674 1306192 27.55% 3.300%
14 12.568 911 917 922 rBV2 18598 52550 1.11% 0.133%
15 12.945 947 950 953 rBV 3236887 4622343 97.50% 11.677%

16 13.448 990 994 998 rBv4 22077 62726 1.32% 0.158%
17 13.871 1028 1031 1033 rVB 44878 61627 1.30% 0.156%
18 13.997 1040 1042 1045 rVB 1396298 1296307 27.34% 3.275%
19 14.637 1095 1098 1102 rBV3 34174 94142 1.99% 0.238%

20 14.957 1118 1126 1130 rBV 55078 236353 4._.99% 0.597%

21 15.425 1164 1167 1170 rBV 891698 1131923 23.87% 2.860%

Sum of corrected areas: 39583859
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF022417\

BF093148.D

24 Feb 2017 16:51

SJ/MA

PB97158BL

3 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF013017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
4000000

3000000

2000000

1000000

TIC: BF093148.D

6.48/60

5.44

5.00

all

6.99

7.40

6.83

0
Time-->

6.50

T
2.50

3.00

3.50

4.00

4.50

5.00

5.50

6.00

)
7.00

7.50

Abundance
4000000

3000000

2000000

1000000

0

TIC: BF093148.D
21

10.67

0.88 11.36

9.

12.57

12.95

13.45

T
Time--> 8.00

8.50

10.00 10.50 11.00 11.50 12.00

T
9.50

12.50

13.00 13.50

Abundance
4000000

3000000

2000000

14

1000000

13.8

TIC: BF093148.D

.00

15.43

14.64 14.96

0
Time-->

14.

00 14.50

15.00 15.50 16.00 16.50 17.00 17.50 18.00

18.50

19.00

8270-BF013017.

M Tue Mar 07 18:06:44 2017

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022417\
Data File : BF093148.D

Aca On : 24 Feb 2017 16:51

Operator : SJ/MA

Sample : PB97158BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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.

5.00 40.32 ng 1759650 1,4-Dichlorobenzene-d4 6.83
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-(1l-methvleth... 116 C7H160 017348-59-3 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 255 (5.001 min): BF093148.D (-252) (-) m/z 43.05 100.00%
43.0
59.1
5000
oL 460 480 500 520 5.40
ol st ee1 B | es 10 58.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SR LS UL R R
59.0 460 480 500 520 540
m/z 101.10 17.37%
31.0 ‘ 83.0 g3,01010
o+ttt e e
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520 5.40
5000 m/z 58.10 15.22%
41.0
29.0 101.0
0"|""|""|""|"'§q9"'|'"'Zﬁq'l'gqpl""l""l
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- e e
59.0 4.60 4.80 500 5.20 5.40
m/z 41.10 9.27%
5000
410 101.0
0 150 \3\]\-0 \‘ ‘ 510\\\ 690 830 A
mz> 1 %0 % 4 % 60 7o 8 90 100 110 | abo 40 500 520 S40

8270-BF013017.M Tue Mar 07 18:06:44 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022417\
Data File : BF093148.D

Aca On : 24 Feb 2017 16:51

Operator : SJ/MA

Sample : PB97158BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 unknown6.60 Concentration Rank 1

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

6.60 93.60 ng 4085120 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 395 (6.602 min): BF093148.D (-392) (-) m/z 132.10 100.00%
131
5000 68.1
%1 S 020 oh 60 B0 750
0! e L A e e m/z 68.10 41 .63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i YA S sy b
410 70 m/z 134.10  33.09%
0...|....|.... ﬁzouuuluuuuluu.|....|....|....
m/z--> 20 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 26.65%
104.0
0 270 510 %80 494
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl T R B
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.11%
74.0
5000 98.0 116.0
0|||||||||||||‘|‘|‘|||‘h|||“|||‘l“||‘u‘| |‘H||||:!-5|8|.q||||]:8|9.|0| T e
m/z--> 20 40 100 120 140 160 180 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\BF022417\
Data File : BF093148.D

Aca On : 24 Feb 2017 16:51

Operator : SJ/MA

Sample : PB97158BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Dibenzylidene 4,4"-biphenyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .96 4.18 ng 236353 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzvlidene 4.4"-biphenvlenedi... 360 C26H20N2 006311-48-4 87
2 N.N"-di-2-Naphthvl-p-phenvlenedi... 360 C26H20N2 000093-46-9 38
3 Benzaldehvde. 4-hvdroxv-3.5-dime... 360 C18H20N206 014414-32-5 38
4 1.3.2-Dioxaborolane. bis(spirol4... 360 C20H13B06 1000150-23-7 38
5 1,10-Phenanthroline, 2,9-dimethy... 360 C26H20N2 004733-39-5 35
Abundance Scan 1126 (14.957 min): BF093148.D (-1118) (-) m/z 360.20 100.00%
360.2
152.1
5000 179.2
R T 1450 14580 15,00 1520
Ot s'w-.“"yu.h., T e B e m/z 152.10 68.87%

m/z--> 50 100 150 200 250 300 350
Abundance #145063: Dibenzylidene 4,4'-biphenylenediamine
360.0

5000  RAma e AR
14. 60 14. 80 15. OO 15.20

152.0 m/z 179.20 46.32%

272.0
oL 390 770 1250 | 1800 54 ]
S ML N S P S
miz--> 50 100 150 200 250 300 350
Abundance
360.0

14.60 14.80 15.00 15.20

5000 m/z 359.20 23.84%
115.0 180.0 217.0 //\
77.0 143.0
o e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #144793: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-, [(4-hydro... B e
360.0 14. 60 14. 80 15. OO 15. 20

m/z 361.20 23.13%

5000
207.0
332.0
oL 30 6{ 0" 9501230 1640, 25702850 | | |

m/z--> 50 100 150 200 250 300 350 14. 60 14. 80 15. OO 15. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022417\
Data File : BF093148.D

Acq On : 24 Feb 2017 16:51

Operator : SJ/MA

Sample : PB97158BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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... 5.00 40.3 ng 1759650 1 6.83 872858 20.0
unknown6 .60 6.60 93.6 ng 4085120 1 6.83 872858 20.0
Dibenzylidene 4,4_... 14.96 4.2 ng 236353 6 15.43 1131920 20.0
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