LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011916\
Data File : BF084550.D

Aca On : 19 Jan 2016 14:20

Operator : SJ/UM

Sample : PB87864BL

Misc :

ALS Vial : 5 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 4.304 192 194 201 rvVB 230629 286592 4_.01% 0.484%
2 4.979 250 253 265 rBVY 2751529 4032947 56.43% 6.810%
3 5.402 287 290 293 rBVY 5312731 5314778 74.37% 8.974%
4 5.802 323 325 327 rBV 188003 191881 2.68% 0.324%
5 6.442 377 381 383 rBVY 4815983 6204393 86.82% 10.476%

6.567 389 392 394 rBV 4383696 5888424 82.40% 9.942%
6.796 409 412 414 rBV 980664 1299194 18.18% 2.194%
6.945 423 425 428 rBV 4238516 4235319 59.26% 7.151%
7.356 458 461 464 rBV 3402535 3492032 48.86% 5.896%
8.076 521 524 527 rBV 1956258 1791757 25.07% 3.025%

=
QO ~NO®

11 9.162 615 619 621 rBV 5779254 7084161 99.13% 11.961%
12 9.836 675 678 680 rBV 1598014 2034082 28.46% 3.434%
13 10.625 744 747 749 rBV 3745589 4454285 62.33% 7.521%
14 11.311 805 807 810 rBV 2099531 2028880 28.39% 3.426%
15 12.911 944 947 949 rBV 4908945 7146420 100.00% 12.067%

16 13.951 1035 1038 1040 rBV 2016819 2049620 28.68% 3.461%
17 15.357 1158 1161 1164 rBV 1229578 1438543 20.13% 2.429%
18 15.780 1192 1198 1206 rVB2 67482 251911 3.52% 0.425%

Sum of corrected areas: 59225219
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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\BF011916\

BF084550.D

19 Jan 2016 14:20

SJ/UM

PB87864BL

5 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\BF011916\
Data File : BF084550.D

Aca On : 19 Jan 2016 14:20

Operator : SJ/UM

Sample : PB87864BL

Misc :

ALS Vial : 5 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.

4.30 4.41 ng 286592 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86

Abundance Scan 194 (4.304 min): BF084550.D (-192) (-) m/z 55.10 100.00%
55 83
5000
43 o8
4.00 4.20 4.40 4.60
0 ...,....,....,..?3|;':..f‘?'.|.:.??.‘?7.,...77.~,.'...,....~,.... m/z 83.10 98.23%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 RN U S U L
29 98 4.00 4.20 4.40 4.60
m/z 43.05 39.56%
0 \‘\‘ 37\‘\\\ 49\‘ | 61 67 7 ! 89 .
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83
55
43 4.00 420 4.40 4.60
5000 m/z 98.10 32.36%
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)- e
5 83 4.00 4.20 4.40 4.60
m/z 39.10 27.78%
41
5000 7 o8
15 ‘ 69
IR .:lh.%4.ail M. LN X PR A T S A S I G ——
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\BF011916\
Data File : BF084550.D

Aca On : 19 Jan 2016 14:20

Operator : SJ/UM

Sample : PB87864BL

Misc :

ALS Vial : 5 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.

4.98 62.08 ng 4032950 1,4-Dichlorobenzene-d4 6.80
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 Propane. 2-methvl-2-(1l-methvleth._.. 116 C7H160 017348-59-3 36
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 253 (4.979 min): BF084550.D (-250) (-) m/z 43.10 100.00%
43
59
5000
1o 460 480 500 520 5.40
0...,....,....,...3?','::..,.53.'!.,...‘.3?...7?,?'3...,...:,|....,. m/z 59.10  60.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR SRS SR
4.60 4.80 5.00 5.20 5.40
m/z 101.10 19.35%
o 25 3 37 | 83 o3 %
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 460 480 500 520 5.40
5000 m/z 58.10 15.75%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R e m e S
50 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.42%
5000
41
0 |""|"'H““""lﬁ”"l??”*i ""I??"I' ?p'l""lt"'l' AR SRS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011916\
Data File : BF084550.D

Aca On : 19 Jan 2016 14:20

Operator : SJ/UM

Sample : PB87864BL

Misc :

ALS Vial : 5 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.

5.80 2.95 ng 191881 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 N-.alpha.-Acetvlalvcinamide 116 C4H8N202 002620-63-5 25
3 2-Pentanone. 3-methvl- 100 C6H120 000565-61-7 16
4 1.3-Dioxolane. 2-(l-methvlethvl)- 116 C6H1202 000822-83-3 12
5 3-Methoxy-3-methylbutanol 118 C6H1402 056539-66-3 12

Abundance Scan 325 (5.802 min): BF084550.D (-323) (-) m/z 43.10 100.00%
43 7B
5000
55 gs 10 P 540 560 580 6.00 6.20
o N SR S NS NSSMSS . m/z 73.10 99.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13056: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 U U UL R
540 5.60 5.80 6.00 6.20
m/z 115.10 13.47%
15 29 37 5 g 83 100 1}5
ot e T e e
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30 73
43 540 560 580 6.00 6.20
5000 m/z 41.10 10.73%
o P 51 58 83 100 117
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3788: 2-Pentanone, 3—methy|— |....|...|||||||||||||1‘
43 540 5.60 5.80 6.00 6.20
m/z 39.00 6.79%
5000
57
29 72
o ‘\ 37“ 51 | 65 79 85 92 100 ;
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 540 560 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011916\
Data File : BF084550.D

Aca On : 19 Jan 2016 14:20

Operator : SJ/UM

Sample : PB87864BL

Misc :

ALS Vial : 5 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 4 unknown6.57 Concentration Rank 1

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

6.57 90.65 ng 5888420 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 392 (6.567 min): BF084550.D (-389) (-) m/z 132.00 100.00%
132
5000
68
96 """""""""'
40 54 75 104 ‘ 6.20 6.40 6.60 6.80 7.00
o....,....:-:..“?,....F.Z.I.h....,..f.‘?,..!.,.'.'..,.1.1.5.,....,-'...,... m/z 134.00  34.91%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R LR R R
6.20 6.40 6.60 6.80 7.00
2 78 m/z 68.10 32.12%
38 44
0'”'J”Jhﬁl'WH'”I'”ll”"P"W"”I'”'I”"P"W T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
A
6.20 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 20.85%
41 97
53 . 117
o 34 61 89 105 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14019: 1-Methylpyrrolo[1,2-a]pyrazine R L e m R
132 6.20 6.40 6.60 6.80 7.00
m/z 96.10 13.68%
5000
104
51 78
0""I"'?f""iw"'l'wl'l'"wn""?}"'I'J"I'}}7I""I""I"' R L R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 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\BF011916\
Data File : BF084550.D

Aca On : 19 Jan 2016 14:20

Operator : SJ/UM

Sample : PB87864BL

Misc :

ALS Vial : 5 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.
15.78 3.50 ng 251911 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzvlidene 4.4"-biphenvlenedi... 360 C26H20N2 006311-48-4 93
2 1.10-Phenanthroline. 2.9-dimethyv... 360 C26H20N2 004733-39-5 50
3 Benzaldehvde. 4-hvdroxv-3.5-dime... 360 C18H20N206 014414-32-5 47
4 Ethene. 1-(anthracen-9-vI)-2-(4-... 360 C27H200 1000163-55-1 43
5 N,N"-di-2-Naphthyl-p-phenylenedi... 360 C26H20N2 000093-46-9 43
Abundance Scan 1198 (15.780 min): BF084550.D (-1192) (-) ; m/z 360.20 100.00%
360
5000 152 /\
179 S AN
s1 77 127 i 207 9on 294 282 15.40 15.60 15.80 16.00
O 2 28 L T b m/z 152.00 38.51%
m/z--> 50 100 150 200 250 300 350
Abundance #145066: Dibenzylidene 4,4'-biphenylenediamine ;
360
5000 R DA SRR UL UL
152 1540 15.60 15.80 16.00
47 77 179 m/z 361.20 26.61%
ol lpn d BN h\,zloz, 282t
m/z--> 50 100 150 200 250 300 350
Abundance
360
15.40 15.60 15.80 16.00
5000 m/z 179.10 24 .83%
158 180
0 44 71 96115 138 214 240258 283 316 342
m/z--> 50 100 150 200 250 300 350
Abundance #144793: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-, [(4-hydro... M
360 15.40 15.60 15.80 16.00
m/z 359.20 21.73%
5000
207
180 332
0 15 39 A 6¥7 n 9? 112\3- 1?3\\ JL 225 257 285 314 ‘\ { {
m/z--> 50 100 150 200 25'30 300 350 1540 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011916\
Data File : BF084550.D

Acq On : 19 Jan 2016 14:20

Operator : SJ/UM

Sample : PB87864BL

Misc :

ALS Vial : 5 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... 4.30 4.4 ng 286592 1 6.80 1299190 20.0
2-Pentanone, 4-hy... 4.98 62.1 ng 4032950 1 6.80 1299190 20.0
2-Pentanone, 4-me... 5.80 3.0 ng 191881 1 6.80 1299190 20.0
unknown6 .57 6.57 90.7 ng 5888420 1 6.80 1299190 20.0
Dibenzylidene 4,4_.. 15.78 3.5 ng 251911 6 15.36 1438540 20.0
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