LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101215\
Data File : BF082218.D

Aca On : 12 Oct 2015 13:19

Operator : UM/I1Z

Sample : 63959-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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-BF101015.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

4.994 248 250 259 rvB 293422 347929 9.71% 1.701%
5.417 285 287 290 rBV 892783 943434 26.34% 4.613%
rBv 533282 570082 15.92% 2.787%
6.594 388 390 393 rBV 1720904 1836188 51.27% 8.978%
6.835 409 411 413 rBV 413486 482934 13.48% 2.361%
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6.983 422 424 427 rBV 1505243 1951242 54.48% 9.541%
7.406 458 461 463 rBV 1454987 1635389 45.66% 7.996%
8.115 521 523 526 rBV 586045 642200 17.93% 3.140%
9.200 615 618 620 rBV 3188095 3102830 86.64% 15.171%
9.875 675 677 680 rBvV 913482 819929 22.89%% 4._.009%

=
QO ~NO®

11 10.675 744 747 749 rBV2 1303206 1933346 53.98% 9.453%
12 11.361 805 807 810 rBV 878977 816530 22.80% 3.992%
13 11.886 849 853 855 rBvV 51505 54996 1.54% 0.269%
14 12.195 878 880 884 rBvV 40565 48234 1.35% 0.236%
15 12.961 944 947 949 rBV 2523668 3581477 100.00% 17.512%

16 13.635 1004 1006 1008 rBV 136790 116903 3.26% 0.572%
17 14.001 1036 1038 1041 rBV 846345 832101 23.23% 4_.069%
18 15.441 1161 1164 1173 rBV 547352 736127 20.55% 3.599%

Sum of corrected areas: 20451871
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101215\
Data File : BF082218.D

Aca On : 12 Oct 2015 13:19

Operator : UM/I1Z

Sample : 63959-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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: BF082218.D
3000000

2500000

2000000
6.59

1500000 6.98 7.41

1000000 5.42

4.99

500000 A 6.83

L . =TT SRR SN —

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50
Abundance TIC: BF082218.D

3000000

12.96
2500000

2000000

1500000 10.67

1000000 9.87 11.36 14.00

500000

k 11.89 12.20 J L 13);64
Ol e

Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF082218.D
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2000000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101215\
Data File : BF082218.D

Aca On : 12 Oct 2015 13:19

Operator : UM/I1Z

Sample : 63959-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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.

4.99 14.41 ng 347929 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 250 (4.994 min): BF082218.D (-248) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1
4.60 4.80 5.00 5.20 5.40
o..,....,....,....I,'::.?,l-.o.~el,....,....f‘?:l..,...u|....,. m/z 59.10  62.34%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRR SRS S R
4.60 4.80 5.00 5.20 5.40
59.0 1010 m/z 101.10 19.09%
0 WO%mu‘mo‘ 67.0 830 91.0 | |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520 540
5000 m/z 58.10 15.85%
41.0
29.0 101.0
0"I'"'I""I""I'"§q9'"I""Z?R'I'gqgl""l""l
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2—methy|— LI L L L L L L BB
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.91%
5000
AL o 101.0
A 4'0 T T g e ) | Sk ik s sk a0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101215\
Data File : BF082218.D

Aca On : 12 Oct 2015 13:19

Operator : UM/I1Z

Sample : 63959-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 3-Chloro-6-fluoro-pyrazine Concentration Rank 2

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

6.59 76.04 ng 1836190 1,4-Dichlorobenzene-d4 6.83
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 390 (6.594 min): BF082218.D (-388) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 ss [| o ® S0 G Gbo Gho 7h0
o [ PRGN 11| O 1O N £ S| N m/z 68.10 44 _59%
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 AR RS SRR A
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.51%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 29.66%
33.0 44.0 105.0
. 560 0 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole A
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.20%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 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\BF101215\
Data File : BF082218.D

Aca On : 12 Oct 2015 13:19

Operator : UM/I1Z

Sample : 63959-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 1,4-Dichlorobenzene-D4 Concentration Rank 1

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

6.98 80.81 ng 1951240 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dichlorobenzene-D4 150 C6D4CI2 003855-82-1 95
2 1.2-Dichlorobenzene-D4 150 C6D4CI2 002199-69-1 94
3 2-Chloro-4.6-difluoro-pvrimidine 150 C4HCIF2N2 038953-30-9 35
4 2-Bromo-2T"-nitroacetophenone 243 C8H6BrNO3 006851-99-6 14
5 2-Bromo-3"-nitroacetophenone 243 C8H6BrNO3 002227-64-7 10

Abundance Scan 424 (6.983 min): BF082218.D (-422) (-) o m/z 150.00 100.00%
150.0
5000 115.0
521 78.1
381 | 6.60 6.80 7.00 7.20 7.40
Obrerrrrrerrrrretprrret e G40 bl 990 U] 1820 | m/z 152.00 63.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #23063: 1,4-Dichlorobenzene-D4
150.0
5000 115.0 SRR U SRR
520 78.0 6.60 6.80 7.00 7.20 7.40
' m/z 115.00 43.31%
140 280400 | 640 | 990 | If
m/z--> bi&b%&%%%m@@mmm@
Abundance
150.0
o 550 650 700 730 740
5000 52.0 78.0 m/z 78.10 28.98%
38.0
12.0 26.0 66.0 99.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22978: 2-Chloro-4,6-difluoro-pyrimidine
150.0 6.60 6.80 7.00 7.20 7.40
m/z 52.10 25.25%
115.0
5000
70.0
31.0 440
o | | 880 1310 |
m/z--> bi&&%&%%%@@@mmm@ 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101215\
Data File : BF082218.D

Aca On : 12 Oct 2015 13:19

Operator : UM/I1Z

Sample : 63959-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 3"-Oxaspiro[l,3-dioxolane-2... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.64 2.81 ng 116903 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3"-Oxaspiroll.3-dioxolane-2.8"-t... 182 C10H1403 1000150-55-1 30
2 2-Piperidinecarboxvlic acid. 1-f._.. 157 C7H11NO3 054966-20-0 27
3 Tetrahvdrofuran-2-one. 3-T2-pent... 168 C10H1602 1000132-08-6 25
4 AH-Imidazol-4-one. 2-amino-1.5-d... 99 C3H5N30 000503-86-6 25
5 1,4-Dioxaspiro[4.5]decane 142 C8H1402 000177-10-6 25
Abundance Scan 1006 (13.635 min): BF082218.D (-1004) (-) m/z 99.10 100.00%
99.1
5000 57.1
126.1
‘ | 182.2 226.2 270.3 13.40 13.60 13.80 14.00
o .~.~...,..|-..i...'.,.!-..,...!,..'..,.'...'....,.:-..,... m/z 112.10 77.26%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #43781: 3'-Oxaspiro[1,3-dioxolane-2.8'-tricyclo[4.3.0.0(2'...
112.0
5000 L UL S SN I
1340 13.60 13.80 14.00
410 810 141.0 m/z 57.10 40.33%
182.0
0‘
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
112.0
13140 13.60 13.80 14.00
5000 m/z 56.10 32.36%
56.0 84.0
157.0
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #34455: Tetrahydrofuran-2-one, 3-[2-pentenyl]-4-methyl-
99.0 13.40 13.60 13.80 14.00
m/z 43.10 28.91%
5000 430
0 e ok 200 1680
miz-> 20 45 60 85 100 120 140 160 180 200 220 240 260 280 13140 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101215\
Data File : BF082218.D

Acq On : 12 Oct 2015 13:19

Operator : UM/1Z

Sample - G3959-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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... 4.99 14.4 ng 347929 1 6.83 482934 20.0
3-Chloro-6-fluoro. .. 6.59 76.0 ng 1836190 1 6.83 482934 20.0
1,4-Dichlorobenze. .. 6.98 80.8 ng 1951240 1 6.83 482934 20.0
3"-Oxaspiro[1l,3-d... 13.64 2.8 ng 116903 5 14.00 832101 20.0
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