LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084413.D

Aca On : 12 Jan 2016 16:41

Operator : SJ/UM

Sample : PB87765BL

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_.373 197 200 203 rBv 172022 263575 3.16% 0.341%
2 5.036 254 258 265 rBVY 2213657 3547690 42.47% 4 .592%
3 5.184 268 271 279 rBV 54783 90619 1.08% 0.117%
4 5.459 292 295 297 rBVY 7703066 7969176 95.40% 10.316%
5 5.847 327 329 331 rBV 169765 146153 1.75% 0.189%

6.487 382 385 387 rBV 7057893 7023867 84.09% 9.092%
6.613 393 396 398 rBV 7776365 7156095 85.67% 9.263%
6.842 414 416 418 rBV 2851902 2352361 28.16% 3.045%
5905386 6231343 74.60% 8.066%
7.402 462 465 468 rBV 3839047 5025313 60.16% 6.505%
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11 8.122 526 528 531 rBV 2380919 2983877 35.72% 3.863%
12 9.208 620 623 625 rBVY 8161326 8353238 100.00% 10.813%
13 9.756 662 671 673 rBv 44637 141348 1.69% 0.183%
14 9.802 673 675 679 rvVv 58438 137812 1.65% 0.178%
15 9.882 679 682 685 rvB 3640077 3368682 40.33% 4_.361%

16 10.671 748 751 754 rBV 4812347 5185988 62.08% 6.713%
17 11.368 809 812 814 rBV 3873052 3382488 40.49% 4_379%
18 12.957 948 951 954 rBV 7719396 7945853 95.12% 10.286%
19 14.008 1040 1043 1045 rBV 2590092 3146489 37.67% 4.073%
20 15.425 1164 1167 1170 rBV 1678784 2280366 27.30% 2.952%

21 16.043 1216 1221 1234 rVB 132598 518722 6.21% 0.671%

Sum of corrected areas: 77251055

8270-BF123115.M Thu Jan 14 18:02:42 2016 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF011216\

BF084413.D

12 Jan 2016 16:41

SJ/UM

PB87765BL

3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084413.D

Aca On : 12 Jan 2016 16:41

Operator : SJ/UM

Sample : PB87765BL

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 5

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

4_37 2.24 ng 263575 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
3 3-Hexen-2-one 98 C6H100 000763-93-9 87
4 2-Pentene. 4.4-dimethvl-. (2)- 98 C7H14 000762-63-0 86
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86

Abundance Scan 200 (4.373 min): BF084413.D (-197) (-) m/z 55.10 100.00%
58.1 3.1
5000 431 081
| 60 400 420 4.40 460
S X T O PN 1 SENSRUOPOI AN MU m/z 83.10 95.23%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 [ L I UL B
20,0 430 98.0 400 420 440 460
' m/z 43.10 37 .44%
\‘\ \‘\\\ il ‘ | 67.0 75.0 ! .
S S S UL SUL AL SRS I SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55.0 83.0
41.0 4.00 420 4.40 4.60
5000 m/z 98.10 34 .45%
27.0 98.0
15.0 69.0
G S S UL SUL AL S IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3109: 3-Hexen-2-one e
83.0 4.00 4.20 4.40 4.60
550 m/z 39.10 24 .76%
5000 43.0
98.0
29.0
0 .”,....“.:Mh...M:...pﬂu.,..F%Q...,.h.,...q.... R R L I I
m/z--> 10 20 30 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\BF011216\
Data File : BF084413.D

Aca On : 12 Jan 2016 16:41

Operator : SJ/UM

Sample : PB87765BL

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 3

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

5.04 30.16 ng 3547690 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 258 (5.036 min): BF084413.D (-254) (-) m/z 43.10 100.00%
431
5000
101.1 e
4.80 5.00 5.20 5.40
o...,....','...|,‘?9.9,....-,|....,....,.... ek || m/z. 59.10  61.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R LA UL LR I

480 5.00 5.20 5.40
m/z 101.10 21.18%

‘ 101.0
Ot e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
R RREEE SRR
4.80 5.00 5.20 5.40
5000 m/z 58.10 16.93%
101.0
15.0
o 73.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R e
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.24%
5000
0 38 126.0 N
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084413.D

Aca On : 12 Jan 2016 16:41

Operator : SJ/UM

Sample : PB87765BL

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 unknown6.61 Concentration Rank 1

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

6.61 60.84 ng 7156100 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 396 (6.613 min): BF084413.D (-393) (-) m/z 132.00 100.00%
132.0
5000 68.1
401 54,0 s J 620 6.40 6.60 6.80 7.00
o SATA £ N T S | m/z 68.10 46.25%
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 R L L L
620 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 34 .48%
0"M'Ml'H'l'l”'l""l'”"l" L A S S
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 620 6.40 6.60 6.80 7.00
5000 ggo 1160 m/z 66.10 30.09%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180 |
Abundance #14019: 1-Methylpyrrolo[1,2-a]pyrazine L B
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 19.04%
5000
104.0
51.0 65.0 78,0
0”'3'8‘“0”\\\ \\Hlm I910I .‘..1].'8'0..‘. I SRR § W | NS
m/z--> 40 60 80 100 120 140 160 180 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\BF011216\
Data File : BF084413.D

Aca On : 12 Jan 2016 16:41

Operator : SJ/UM

Sample : PB87765BL

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 Concentration Rank 4

5 Dibenzylidene 4,4"-biphenyl. ..

R.T. EstConc Area Relative to ISTD R.T.
16.04 4_.55 ng 518722 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzvlidene 4.4"-biphenvlenedi... 360 C26H20N2 006311-48-4 90
2 Benzaldehvde. 4-hvdroxv-3.5-dime... 360 C18H20N206 014414-32-5 49
3 N.N"-di-2-Naphthvl-p-phenvlenedi... 360 C26H20N2 000093-46-9 46
4 1.10-Phenanthroline. 2.9-dimethy... 360 C26H20N2 004733-39-5 43
5 1,3,2-Dioxaborolane, bis(spiro[4... 360 C20H13B0O6 1000150-23-7 43

Abundance Scan 1221 (16.043 min): BF084413.D (-1216) (-) m/z 360.15 100.00%
360.1
5000 1521
179.1
7 } 254.1 15,80 16.00 16.20 16.40
oL 30 70 w30 )| 2817 a0 | i85 05 48 580
m/z--> 50 100 150 200 250 300 350
Abundance #145066: Dibenzylidene 4,4'-biphenylenediamine
360.0
5000 LA UM BN SO B
152.0 15,80 16.00 16.20 16.40
77.0 179.0 m/z 361.15 29.09%
47.0
[o) M— H‘m o dl “: I."\!-:!-s:ql\\ i : h‘ IZIJ'?OI |25|4|0| — -
m/z--> 50 100 150 200 250 300 350
Abundance
360.0
'~ 15:80 16.00 16,20 16.40
5000 m/z 179.10 27.98%
207.0
332.0
39.0 67.0 9501230 164.0 257.0285.0
O T T S e et e
m/z--> 50 100 150 200 250 300 350
Abundance #145067: N,N'-di-2-Naphthyl-p-phenylenediamine
360.0 15.80 16.00 16.20 16.40
m/z 359.10 23.52%
5000 //\\\m
oL 390 770 115.0143.0 18?'0 213'0244.0 276.0304.0332.0 |
m/z--> 50 100 150 200 250 300 350 15,80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011216\
Data File : BF084413.D

Acq On : 12 Jan 2016 16:41

Operator : SJ/UM

Sample : PB87765BL

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... 4.37 2.2 ng 263575 1 6.84 2352360 20.0
2-Pentanone, 4-hy... 5.04 30.2 ng 3547690 1 6.84 2352360 20.0
unknown6 .61 6.61 60.8 ng 7156100 1 6.84 2352360 20.0
Dibenzylidene 4,4... 16.04 4.5 ng 518722 6 15.43 2280370 20.0
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