LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082895.D

Aca On : 13 Nov 2015 14:08

Operator : UM/I1Z

Sample : PB86628BL

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-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 4.978 249 253 261 rBVY 1753933 2750160 40.69% 4.839%
2 5.401 287 290 293 rBV 4249611 4930788 72.94% 8.677%
3 6.441 377 381 383 rBY 4669584 5873425 86.89% 10.335%
4 6.567 389 392 394 rBVY 5526266 5218909 77.21% 9.184%
5 6.796 410 412 414 rBV 1953611 1589600 23.52% 2.797%

6.956 423 426 428 rBV 4635919 4116281 60.90% 7.243%
7.356 458 461 464 rBV 2496083 3441773 50.92% 6.056%
8.087 522 525 527 rBV 2134269 2181576 32.27% 3.839%
9.162 616 619 622 rBV 4255971 5925007 87.65% 10.426%
9.836 676 678 681 rvB2 2174232 2411906 35.68% 4.244%

=
QO ~NO®

11 10.625 744 747 750 rBV 3526214 3805100 56.29% 6.696%
12 11.322 805 808 810 rBV 3093314 2682590 39.69% 4.721%
13 12.911 944 947 950 rBV 5294165 6759598 100.00% 11.895%
14 13.962 1036 1039 1041 rBV 2870659 2779822 41.12% 4.892%
15 15.391 1161 1164 1167 rBV 1906184 2361305 34.93% 4_.155%

Sum of corrected areas: 56827840
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082895.D

Aca On : 13 Nov 2015 14:08

Operator : UM/I1Z

Sample : PB86628BL

Misc :

ALS Vial : 5 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

Abundance TIC: BF082895.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082895.D

Aca On : 13 Nov 2015 14:08

Operator : UM/I1Z

Sample : PB86628BL

Misc :

ALS Vial : 5 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.

4.98 34.60 ng 2750160 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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 253 (4.978 min): BF082895.D (-249) (-) m/z 43.10 100.00%
43
59
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101 AR S S
51 | 60 83 | 4.60 4.80 500 5.20 5.40
o} BN 1 A= P AL~ Ec o M m/z 59.10 60.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AL S S
460 4.80 5.00 5.20 5.40
m/z 101.10 20.19%
31 83 g3 101
0“'w'“v'”T““T“'WH‘W“'W'“W““'P“'$'“V'“|““l”'W“'w
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Abundance
59
460 480 500 520 5.40
5000 M m/z 58.10 16 .54%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3092: 5-Hexen-2-one LI L L DL LR ]
43 460 4.80 5.00 5.20 5.40
m/z 41.10 9.06%
5000
55
o T | esm 8 o8 R
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082895.D

Aca On : 13 Nov 2015 14:08

Operator : UM/I1Z

Sample : PB86628BL

Misc :

ALS Vial : 5 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 unknown6.57 Concentration Rank 1

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

6.57 65.66 ng 5218910 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 27
2 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 392 (6.567 min): BF082895.D (-389) (-) m/z 132.10 100.00%
68
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40 54 % J 620 640 6.60 6.80 7.00
7 . . . .
ol e |ysus W 7 6810 52000
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Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR RN AR R
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2 78 m/z 134.10 34 .06%
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 31.61%
96
40
. 27 55 81
mz-> 20 40 60 8 100 120 140 160 180 A
Abundance #48639: Tranylcypromine-propionyl e e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 20.71%
5000 98 116
I PR .,#97 ‘ Al 158 189 SN A | S
miz--> 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\BF111315\
Data File : BF082895.D

Acq On : 13 Nov 2015 14:08

Operator : UM/1Z

Sample : PB86628BL

Misc :

ALS Vial : 5 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... 4.98 34.6 ng 2750160 1 6.80 1589600 20.0
unknown6 .57 6.57 65.7 ng 5218910 1 6.80 1589600 20.0
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