LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\
Data File : BF084585.D

Aca On : 22 Jan 2016 13:18

Operator =: SJ/1Z

Sample : PB87895BL

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-BF123115.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 4.236 185 188 195 rVvB 211838 281899 4_.53% 0.579%
2 4.921 244 248 251 rBVY 2875536 4940771 79.35% 10.142%
3 5.344 283 285 288 rBVY 3218096 3452029 55.44% 7.086%
4 5.744 318 320 323 rBV 249297 249478 4_.01% 0.512%
5 6.384 373 376 379 rBVY 3149976 3260989 52.37% 6.694%

6.510 385 387 390 rBV 3805985 3464352 55.64% 7.111%
6.739 405 407 410 rBV 1186440 1210019 19.43% 2.484%
6.899 418 421 423 rBV 4410284 3887660 62.44% 7.980%
3304577 3242715 52.08% 6.656%
8.030 517 520 522 rBV 1938647 1794743 28.83% 3.684%

=
QOO ~NO®

\l

w

=

o

N

)]

N

N

a1

\l

N

a1

©

=

os]

<

11 9.105 611 614 617 rBV 4195602 6188667 99.40% 12.704%
12 9.779 670 673 676 rBvY 1700518 1987018 31.91% 4_.079%
13 10.568 739 742 745 rBV 2569193 2740767 44.02% 5.626%
14 11.265 800 803 805 rBV 2436765 2116411 33.99% 4._.344%
15 12.682 925 927 930 rBV 87431 102018 1.64% 0.209%

16 12.854 939 942 945 rBV 5110361 6226233 100.00% 12.781%
17 13.391 988 989 991 rVB 93365 70172 1.13% 0.144%
18 13.894 1031 1033 1036 rBV 1444736 1895968 30.45% 3.892%
19 15.288 1152 1155 1158 rBV 1038932 1323795 21.26% 2.717%
20 15.540 1171 1177 1188 rVB 71836 279580 4._.49% 0.574%

Sum of corrected areas: 48715284
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\
Data File : BF084585.D

Aca On : 22 Jan 2016 13:18

Operator : SJ/1Z

Sample : PB87895BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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: BF084585.D
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6.90
4000000 6.51

5.34 6.38 7.31

3000000 4.92
2000000

6.74
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O e T L A e e e e e e B L B e e e LA A e e e e e e LN S e e e S b —
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: BF084585.D
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Abundance TIC: BF084585.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\
Data File : BF084585.D

Aca On : 22 Jan 2016 13:18

Operator : SJ/1Z

Sample : PB87895BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.24 4.66 ng 281899 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (BE)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86

Abundance Scan 188 (4.236 min): BF084585.D (-185) (-) m/z 55.10 100.00%
g5 83
5000
43 98
4.00 4.20 4.40 4.60
0 ...,....,....,..?7:|,-':..‘.‘?'.|..'.,..‘?7.,...77.,....,....~,.... m/z 83.10 95.21%
m/z--> 10 30 50 60 70 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 U U UL L I
29 98 4.00 4.20 4.40 4.60
m/z 43.10 41.33%
0 \‘\‘ 37\‘\\\ 49\ | 61 67 7 | 89 L
LI FUELEL SN FURLELEL S JURLLS SURELL SIS SURLLIL SURLL B
m/z--> 10 40 50 70 90 100
Abundance
83
% IR LR A RN L
43 4.00 4.20 4.40 4.60
5000 m/z 98.10 34.37%
29
98
37 49 62 69
G S S U SULALLS SR IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- R mam o
5 83 4.00 4.20 4.40 4.60
m/z 39.10 27 .87%
41
5000 7 o8
15 ‘ 69
0 ...,..t.,..::h.34.a;:..?%ahl.,??.hﬁ..??,ul..?%...q.... S B N
m/z--> 10 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\
Data File : BF084585.D

Aca On : 22 Jan 2016 13:18

Operator : SJ/1Z

Sample : PB87895BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

4.92 81.66 ng 4940770 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
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 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 248 (4.921 min): BF084585.D (-244) (-) m/z 43.05 100.00%
43
59
5000
1 460 480 500 520
o..w..”,.”.,”??M:.w??u,.”??”7ﬁ§?”,.”:J”..,. m/z 59.10 60.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 D SARDENRARE UL SRR

460 4.80 5.00 5.20
59 m/z 101.10 18.97%

101
0 ?\7\\ 37\ N 53‘ ‘ 67 7”7 83 91 : ‘
L B B o il A e e R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
e e  ma
57 4.60 4.80 5.00 520
5000 m/z 58.10 15.53%
29 101
o 15 37 51 73 83 95
I L B A I B e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- S R A T
59 4.60 4.80 5.00 5.20
m/z 41.10 9.42%
5000
41
N N PR~ 1 PR - N -1 ....J....,. e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\
Data File : BF084585.D

Aca On : 22 Jan 2016 13:18

Operator : SJ/1Z

Sample : PB87895BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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-methoxy-4-me... Concentration Rank 6

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

5.74 4.12 ng 249478 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 90
2 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 25
3 3.6-Heptanedione 128 C7H1202 001703-51-1 23
4 N.N"-Bis(2-methvl-2-nitrosopenta... 258 C12H22N204 094514-30-4 10
5 N-FormyIlmorpholine 115 C5H9NO2 004394-85-8 10

Abundance Scan 320 (5.744 min): BF084585.D (-318) (-) m/z 43.10 100.00%
43 73
5000
55 e 100 115 ’5.40 560 580 6.00
Obrrr e b o e e || M7z 73.10 86 45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 A R R LS
540 5.60 5.80 6.00
m/z 41.10 10.74%
0 15 \2\9 37\ ‘\‘ 5\? 67 ! 83 1(\)0 1
mes O % % b W s b w o 100 10 10
Abundance
30 43 73
540 5.60 5.80 6.00
5000 58 m/z 115.10 10.43%
15
24 52
e R R R AN IR RN AR RS LS RARRS RRRRN SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #11787: 3,6-Heptanedione e
43 540 5.60 5.80 6.00
m/z 39.10 7.02%
57 99
5000 29
71
0 | Ll mh 85 .
R IR IR IULS IUL IO UL UL UL I B B B AR RN LU LS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\
Data File : BF084585.D

Aca On : 22 Jan 2016 13:18

Operator : SJ/1Z

Sample : PB87895BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 4 unknown6.51 Concentration Rank 3

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

6.51 57.26 ng 3464350 1,4-Dichlorobenzene-d4 6.74
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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 387 (6.510 min): BF084585.D (-385) (-) m/z 132.00 100.00%
5000 68
40 54 % J 620 6.40 6.60 6.80
7 . . . .
ol Jrer [ sus Y m/z 68.10 45.57%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A AR R LRSS LA
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 33.10%
0 ‘ b1 H 1 . !
L L N L UL L SIS SRR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 680
5000 m/z 66.10 29.99%
33 aa o 105
o 60 80 115
LN S SN I UURLELEL UL UL UURL L UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R B
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 19.85%
5000 og M°
o -‘-“‘. 89 .‘Fﬂpf‘-“. 18189 S\ I
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\BF012216\
Data File : BF084585.D

Aca On : 22 Jan 2016 13:18

Operator : SJ/1Z

Sample : PB87895BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Dibenzylidene 4,4"-biphenyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.54 4.22 ng 279580 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzvlidene 4.4"-biphenvlenedi... 360 C26H20N2 006311-48-4 90
2 1.10-Phenanthroline. 2.9-dimethyv... 360 C26H20N2 004733-39-5 52
3 Androst-4-ene-3.17-dione. 12-hvd... 360 C21H32N203 069688-31-9 50
4 Benzaldehvde. 4-hvdroxv-3.5-dime... 360 C18H20N206 014414-32-5 50
5 N,N"-di-2-Naphthyl-p-phenylenedi... 360 C26H20N2 000093-46-9 49
Abundance Scan 1177 (15.540 min): BF084585.D (-1171) (-) ; m/z 360.20 100.00%
360
5000 150 )/\\\_‘
T 250 550 0 %0 10a0
51 77 103 127 207 228 281 : : : :
o} S o Y AP RN Sl MY e M B m/z 152.10 35.72%
m/z--> 50 100 150 200 250 300 350
Abundance #145066: Dibenzylidene 4,4'-biphenylenediamine
360
AN
2000 152 15.20 15.40 15.60 15.80
47 77 179 m/z 361.20 26 .55%
ol lad BB h\ 202 228 %4
m/z--> 50 100 150 200 250 300 350
Abundance
360
15.20 15.40 15.60 15.80
5000 m/z 359.20 24 .62%
28 51 78 100129151 80 214 240258 284 317 342
m/z--> 50 100 150 200 250 300 350
Abundance #144914: Androst-4-ene-3,17-dione, 12-hydroxy-, bis(O-meth... L i e R
360 15.20 15.40 15.60 15.80
m/z 179.10 22 .39%
125
5000
329
0 2 ’ | ]2 a7a 208 2Posazre S L1
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15%0 1580 |
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012216\
Data File : BF084585.D

Acq On : 22 Jan 2016 13:18

Operator : SJ/1Z

Sample : PB87895BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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]
3-Penten-2-one, 4... 4.24 4.7 ng 281899 1 6.74 1210020 20.0
2-Pentanone, 4-hy... 4.92 81.7 ng 4940770 1 6.74 1210020 20.0
2-Pentanone, 4-me... 5.74 4.1 ng 249478 1 6.74 1210020 20.0
unknown6 .51 6.51 57.3 ng 3464350 1 6.74 1210020 20.0
Dibenzylidene 4,4... 15.54 4.2 ng 279580 6 15.29 1323800 20.0
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