LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092533.D

Aca On : 26 Jan 2017 19:09

Operator : SJ/MA

Sample : PB96282BL

Misc :

ALS Vial : 22 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-BF012417 .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

5.173 266 270 277 rVB 989413 1653627 34.59% 4._.099%
5.573 302 305 308 rBV 3459341 3999510 83.65% 9.915%
rBvV 3865974 4613497 96.49% 11.437%
6.739 404 407 409 rBV 4087071 3927825 82.15% 9.737%
6.967 425 427 430 rVB 849441 948450 19.84% 2.351%
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7.127 439 441 444 rBV 3100473 3054620 63.89% 7.573%
7.539 474 477 479 rBV 2695117 2764234 57.82% 6.853%
8.259 538 540 543 rBV 930786 1309814 27.40% 3.247%
9.345 632 635 638 rBVY 3535459 4590405 96.01% 11.380%
9.927 684 686 692 rVB 60961 113642 2.38% 0.282%

=
QO ~NO®

11 10.030 692 695 697 rBVY 1739582 1520207 31.80% 3.769%
12 10.819 761 764 767 rBvV 2278079 2628410 54.98% 6.516%
13 11.516 823 825 828 rBV2 1234793 1486309 31.09% 3.685%
14 11.905 854 859 864 rVvB 56155 162598 3.40% 0.403%
15 13.116 962 965 967 rBV 4444010 4781080 100.00% 11.852%

16 14.168 1054 1057 1059 rBV 1054293 1507884 31.54% 3.738%
17 15.654 1183 1187 1189 rBV 779473 1276066 26.69% 3.163%

Sum of corrected areas: 40338178
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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\BF012617\

BF092533.D

26 Jan 2017 19:09

SJ/MA

PB96282BL

22 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF012417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF092533.D

5.57

5.17

6.74
6.60

7.13
7.54

OF====
Time-->

5.00

5.50

o
2.50

3.00

3.50

4.00

4.50

Abundance

4000000

3000000

2000000

1000000

0

TIC: BF092533.D

9.34

10.82

10.03

11.52
8.26

11.90

9.9

T
Time--> 8.00

10.50 11.00 11.50

8.50

9.50

10.00

9.00

12.00

12.50

13.00 13.50

Abundance

4000000

3000000

2000000

1000000

of——

TIC: BF092533.D

Time--> 14

.00

16.50 17.00 17.50

14.50

15.00 15.50 16.00

18.00

18.50

19.00

8270-BF012417.

M Fri Jan 27 17:52:54 2017

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092533.D

Aca On : 26 Jan 2017 19:09

Operator : SJ/MA

Sample : PB96282BL

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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.

5.17 34.87 ng 1653630 1,4-Dichlorobenzene-d4 6.97
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. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9

Abundance Scan 270 (5.173 min): BF092533.D (-266) (-) m/z 43.10 100.00%
a3
59
5000
1 480 500 520 540 5.60
o...,....,....,....-,':...?.1.:],...‘??....,E.‘~.3..,....~,|....,....,....,....,...., m/z 59.10 58.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 GRS L S IR
59 480 5.00 520 540 5.60
m/z 101.10 18.71%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 5.60
5000 M m/z 58.10 15.62%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— LI L L L L L L B
43 480 500 520 5.40 5.60
m/z 41.05 8.91%
5000
101
15
27 & ‘
0'“l”'WHN”'“w“L'VJ'VH'b“'wgﬁw'“i““l”'w'“w'“w'“'l R LR S IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092533.D

Aca On : 26 Jan 2017 19:09

Operator : SJ/MA

Sample : PB96282BL

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 unknown6.74 Concentration Rank 1

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

6.74 82.83 ng 3927830 1,4-Dichlorobenzene-d4 6.97
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 5-Aminoindole 132 C8H8N2 005192-03-0 12
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 407 (6.739 min): BF092533.D (-404) (-) m/z 132.10 100.00%
132
5000 68
‘ 75 e 6.40 6.60 6.80 7.00
104 : : : :
o..,....,....,...:,“.'.‘.‘:7,:! .61'.'.|....,..5.‘.7,....,.':..,.1.1.5.,....,'...,.. m/z 68.10 43.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 AR R L SRR
6.40 6.60 6.80 7.00
3 78 m/z 134.10 32 .55%
138 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 6.60 6.80 7.00
5000 m/z 66.10 28.47%
33 a4 97 105

70 78
51 60 86 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14006: 5-Aminoindole  EEm s e R

132 6.40 6.60 6.80 7.00
m/z 69.05 17.01%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092533.D

Aca On : 26 Jan 2017 19:09

Operator : SJ/MA

Sample : PB96282BL

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 1,2-Benzenedicarboxylic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.90 2.19 ng 162598 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. mo... 278 C1l6H2204 004376-20-9 86
2 1.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000085-69-8 59
3 1.2-Benzenedicarboxvlic acid. di... 330 C20H2604 000084-61-7 53
4 1.2-Benzenedicarboxvlic acid. di... 390 C24H3804 027554-26-3 53
5 Phthalic acid, 2-hexyl ester 250 C14H1804 079107-80-5 53
Abundance Scan 859 (11.905 min): BF092533.D (-854) (-) m/z 149.05 100.00%
149
5000 )/\\
‘ 167 S SNV N SO
113 | 11.60 11.80 12.00 12.20
207
o...,....,1|...|!-, --|| 2 A HY Twm/z 57.05  31.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105069: 1,2-Benzenedicarboxylic acid, mono(2-ethylhexyl) ...
149
5000 LS SRR SRR B B
57 167 11,60 11.80 12.00 12.20
37 m/z 167.00 26.96%
L2 | e P 262 °7°
m/z--> 20 40 éo 80 100 120 150 1é0 180 200 220 240 260 280
Abundance
149
LR AR BB R
11.60 11.80 12.00 12.20
5000 m/z 71.05 22.07%
70
o Ass g 112 93 167 205 223
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #132732: 1,2-Benzenedicarboxylic acid, dicyclohexyl ester
149 11.60 11.80 12.00 12.20
m/z 43.10 21.66%
5000
167
mn >
o 27 | e w12 | 214 231 249
m/z--> 20 40 60 éo 160 150 140 1é0 180 200 220 240 2éo 280 11,60 11.80 12.00 12.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012617\
Data File : BF092533.D

Acq On : 26 Jan 2017 19:09

Operator : SJ/MA

Sample : PB96282BL

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.17 34.9 ng 1653630 1 6.97 948450 20.0
unknown6 .74 6.74 82.8 ng 3927830 1 6.97 948450 20.0
1,2-Benzenedicarb... 11.90 2.2 ng 162598 4 11.52 1486310 20.0
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