LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF110715\
Data File : BF082772.D

Aca On : 6 Nov 2015 20:27

Operator : UM/I1Z

Sample - PB86450BL

Misc :

ALS Vial : 12 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-BF110715.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 5.024 254 257 260 rBVY 1120807 1354966 18.45% 2.602%
2 5.447 291 294 297 rBVY 3943236 3851078 52.44% 7.396%
3 6.476 381 384 386 rBY 4428504 4191847 57.08% 8.051%
4 6.613 393 396 398 rBVY 4577115 4123357 56.15% 7.919%
5 6.842 414 416 419 rVB 1092682 1462172 19.91% 2.808%

7.002 428 430 433 rBV 4158003 4380475 59.65% 8.413%
7.413 462 466 468 rBV 3053743 4160927 56.66% 7.992%
8.133 526 529 531 rBV 2233791 2044185 27.84% 3.926%
9.219 620 624 626 rBV 4577854 6881743 93.71% 13.217%
9.882 680 682 685 rBY 1733130 2309908 31.45% 4_.436%

=
QO ~NO®

11 10.670 748 751 754 rBV 3235930 3104057 42.27% 5.962%
12 11.368 809 812 814 rBV 2920867 2492503 33.94% 4.787%
13 12.956 948 951 954 rBV 6325553 7343713 100.00% 14.104%
14 13.997 1040 1042 1045 rBV 1845212 2402322 32.71% 4.614%
15 15.425 1164 1167 1170 rBV 1676886 1963653 26.74% 3.771%

Sum of corrected areas: 52066906
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110715\
Data File : BF082772.D

Aca On : 6 Nov 2015 20:27

Operator : UM/I1Z

Sample - PB86450BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110715\
Data File : BF082772.D

Aca On : 6 Nov 2015 20:27

Operator : UM/I1Z

Sample - PB86450BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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.

5.02 18.53 ng 1354970 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 257 (5.024 min): BF082772.D (-254) (-) m/z 43.05 100.00%
43
59
5000
T 450 480 5.00 520 540
83 : : : : :
o...,....,....,..??-,'....,??.'.,...‘??...7?,....,....,|....,. m/z 59.10 60.78%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR IR R L
59 460 4.80 5.00 5.20 5.40
m/z 101.10 19.81%
15 31 101
0 | 25 7 37, 53, 83
miz--> e A e A A AR A
Abundance
59
460 480 500 520 5.40
5000 m/z 58.10 15.67%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethy! ester
43 4.60 4.80 500 5.20 5.40
m/z 41.10 8.86%
57
5000
29 101
o 15 |, o3y 51 73 83 95
m/z--> 10 20 30 40 50 6|O 70 80 90 100 110 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110715\
Data File : BF082772.D

Aca On : 6 Nov 2015 20:27

Operator : UM/I1Z

Sample - PB86450BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknown6.61 Concentration Rank 2

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

6.61 56.40 ng 4123360 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 396 (6.613 min): BF082772.D (-393) (-) m/z 132.10 100.00%
68
5000
40 5y % J 620 640 6.60 6.80 7.00
7 . . . . )
ol e |ysus W 68,10 52,007
mz-> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR LN R UL
620 6.40 6.60 6.80 7.00
31 78 m/z 134.10 34.08%
0 ‘ L1 H I ‘ 1
R RS R LA LA DU SN UL S
m/z-> 20 40 60 80 100 120 140 160 180
Abundance
68
620 640 6.60 6.80 7.00
5000 m/z 66.10 32.51%
96
40
05 ??" T ??I" "?% LI UARLELES UURL LA SR WAL DA
mz-> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl B ma e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 20.77%
5000 og 116
I PR .,#97 ‘ Al 158 189 S | | G
m/z-> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF110715\
Data File : BF082772.D

Acq On : 6 Nov 2015 20:27

Operator : UM/1Z

Sample - PB86450BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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... 5.02 18.5 ng 1354970 1 6.85 1462170 20.0
unknown6 .61 6.61 56.4 ng 4123360 1 6.85 1462170 20.0
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