LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086025.D

Aca On : 2 Apr 2016 21:36

Operator : UM/SJ

Sample = PB89347BL

Misc :

ALS Vial : 59 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-BF040216.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 4.967 249 252 262 rBV 45116 75820 2.34% 0.308%
2 5.379 285 288 290 rBVY 2326261 2645349 81.81% 10.743%
3 6.419 376 379 381 rBVY 2338680 2412489 74.61% 9.797%
4 6.544 387 390 392 rBVY 2723839 2762198 85.43% 11.218%
5 6.773 407 410 412 rBV 753095 653039 20.20% 2.652%

6.933 421 424 426 rBV 1553760 2149984 66.49% 8.731%
7.345 457 460 462 rBV 1592302 1833150 56.69% 7.445%
8.053 520 522 525 rBV 860303 842721 26.06% 3.422%
9.139 614 617 619 rBV 2702884 3233471 100.00% 13.131%
9.813 673 676 678 rBvV 654340 879864 27.21% 3.573%

=
QO ~NO®

11 10.602 742 745 747 rBV 1710845 1824821 56.44% 7.411%
12 11.288 803 805 808 rBvV 916782 905642 28.01% 3.678%

13 12.694 926 928 931 rVB 79822 87797 2.72% 0.357%
14 12.877 941 944 946 rBV 3010022 2789168 86.26% 11.327%
15 13.402 988 990 992 rVB 75803 60788 1.88% 0.247%

16 13.928 1034 1036 1038 rBV 671853 633415 19.59% 2.572%
17 15.288 1153 1155 1157 rBV2 86196 80916 2.50% 0.329%
18 15.334 1157 1159 1162 rVB 482209 594555 18.39% 2.415%
19 18.946 1472 1475 1478 rBv4 141061 158618 4.91% 0.644%

Sum of corrected areas: 24623805
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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:\HPCHEM1I\BNA F\DATA\BF040216\

BF086025.D

2 Apr 2016 21:36

UM/SsJ

PB89347BL

59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086025.D

Aca On : 2 Apr 2016 21:36

Operator : UM/SJ

Sample : PB89347BL

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 5

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

4.97 2.32 ng 75820 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 5-Hexen-2-one 98 C6H100 000109-49-9 14
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Acetone 58 C3H60 000067-64-1 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 252 (4.967 min): BF086025.D (-249) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.0 S L S, W
| 83.0 460 4.80 5.00 5.20 5.40
o) SR 5 1 PSSO | RS MM RN m/z 59.10 58.01%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 NP NAR SRR
59.0 460 480 500 520 540
m/z 101.00 23.15%
31.0 83.0 101.0
O T e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 480 500 5.20 5.40
5000 m/z 58.10 18.09%
55.0
27.0
150 110 830 980
e S S S SULIULS SUR I I IULILS SULIULS LI I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3993: Morpholine, 4—methy|— LI L L L L L LB
43.0 460 4.80 5.00 5.20 5.40
m/z 41.10 9.56%
5000
101.0
15.0
| 21. 560 T
0"'P*"P'NHV"'ﬁ"'P'{'P"'W"'qugP"'ﬁ”"l' IS R R I
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086025.D

Aca On : 2 Apr 2016 21:36

Operator : UM/SJ

Sample : PB89347BL

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 unknown6.54 Concentration Rank 1

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

6.54 84 .60 ng 2762200 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 390 (6.544 min): BF086025.D (-387) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 USSR AR S AR
401 541 6.20 6.40 6.60 6.80
0 ..,....,....,....,....,:.'..,.:l-.'...':.,??.9,..1.,}97.9....,....,~'...,... m/z 68.10 36.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 USSR AR SR A
6.20 6.40 6.60 6.80
2.0 510 m/z 134.10 33.87%
0 L1 H 1N 1
LA AR AR SRS UL AR RS NS RN RS LU S SN BARAE SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 680
5000 67.0 m/z 66.10 23.12%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- e SRR e
132.0 6.20 6.40 6.60 6.80
m/z 96.10 15.66%
5000

63.0
15.0 280 390 520 m 77‘0 990 10401160 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086025.D

Aca On : 2 Apr 2016 21:36

Operator : UM/SJ

Sample : PB89347BL

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Hexadecanoic acid, 1,1-dime... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.69 2.77 ng 87797 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 90
2 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 35
3 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 32
4 1-Hexene. 2-methvl- 98 C7H14 006094-02-6 27
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27
Abundance Scan 928 (12.694 min): BF086025.D (-926) (-) m/z 56.10 100.00%
56.1
5000
83.1 129.1 AR R AR R
1571 185.2 213.2 239.2 12.40 12.60 12.80 13.00
(o} m/z 57.10 59.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
A A
5000 LN UL B BULRLL BULL
20.0 12.40 12 60 12.80 13.00
63.0 129 m/z 41.10 43.67%
0 ‘ 1 h “‘ \‘H\ Lt gl 157.0 1850 2130 ] 25‘7 02810 312.0
m/z--> ﬁo 45 60 85 160 150 150 160 180 200 220 240 260 2éo 360 '
Abundance
56.0
AR R AR RARE
12.40 12.60 12.80 13.00
5000 m/z 43.10 42 .56%
30.0
0 85.0 111.0 140.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #53661: Cyclobutane, 1,1-dimethyl-2-octyl-
56.0 12.40 12.60 12.80 13.00
m/z 55.10 33.95%
5000
28.0
0 ‘I \\‘\ \L83h0\11:\l'0 1400 16801960
m/z--> ﬁo 45 eb 85 160 150 150 160 180 200 220 240 2éo 2éo 360 ' 1240 1260 12.80 13.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040216\
Data File : BF086025.D

Acq On 2 Apr 2016 21:36

Operator : UM/SJ

Sample - PB89347BL

Misc :

ALS Vial : 59 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040216_.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... 4_97 2.3 ng 75820 1 6.77 653039 20.0
unknown6 .54 6.54 84.6 ng 2762200 1 6.77 653039 20.0
Hexadecanoic acid... 12.69 2.8 ng 87797 5 13.93 633415 20.0
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