LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120816\
Data File : BF091514.D

Acq On : 8 Dec 2016 20:39

Operator : UM/SJ

Sample - H5886-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF112916.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 height area % max. total
1 4_973 233 235 242 rVB 107504 120438 6.52% 0.765%
2 5.407 270 273 275 rBVY 530069 481440 26.06% 3.058%
3 6.436 361 363 366 rBVY 284549 363401 19.67% 2.308%
4 6.585 373 376 378 rBVY 664845 811305 43.92% 5.153%
5 6.813 394 396 399 rBV 1066453 1014106 54.90% 6.441%

6 6.882 401 402 405 rBvV 34423 36152 1.96% 0.230%
7 6.973 407 410 412 rBvV 832203 729839 39.51% 4._.636%
8 7.373 443 445 448 rBvV 636449 579905 31.39% 3.683%
9 8.105 506 509 511 rBV 1581080 1484277 80.35% 9.427%
10 9.179 600 603 605 rBV 1445418 1269292 68.71% 8.062%
11 9.853 659 662 664 rBV 2013128 1725642 93.42% 10.960%
12 10.059 675 680 681 rBV5 15664 40118 2.17% 0.255%
13 10.128 684 686 688 rBV3 14737 28000 1.52% 0.178%
14 10.368 705 707 709 rBvV2 18943 24788 1.34% 0.157%

15 10.631 728 730 733 rBv2 632701 839232 45.43% 5.330%

16 11.214 779 781 782 rBV 30257 29409 1.59% 0.187%
17 11.339 789 792 794 rBV 1673104 1847276 100.00% 11.733%
18 11.876 837 839 843 rvB2 92193 103002 5.58% 0.654%
19 12.654 905 907 910 rBV 45608 58925 3.19% 0.374%
20 12.917 928 930 932 rBV 1399418 1189514 64.39%% 7.555%

21 13.820 1007 1009 1014 rVB6 19872 44817 2.43% 0.285%
22 13.968 1019 1022 1024 rBV 1836792 1735270 93.94% 11.021%
23 14.597 1076 1077 1081 rVB4 13258 20415 1.11% 0.130%

24 15.385 1142 1146 1148 rBV 864151 1167940 63.22% 7.418%

Sum of corrected areas: 15744503
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120816\
Data File : BF091514.D

Acqg On : 8 Dec 2016 20:39

Operator : UM/SJ

Sample - H5886-02

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEMI\BNA_F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF091514.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120816\
Data File : BF091514.D

Acq On : 8 Dec 2016 20:39

Operator : UM/SJ

Sample - H5886-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

4.97 2.38 ng 120438 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 235 (4.973 min): BF091514.D (-233) (-) m/z 43.00 100.00%
a3
59
5000
o1 | o 460 480 500 520
Ol prerrr el Sl 8| M/Z 59.00  53.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A R RS LS I
59 460 480 500 520
m/z 58.00 14.16%
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Abundance
59
460 480 500 520
5000 41 m/z 101.10 11.70%
31
69 87
15 51 98
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13231: 3-Heptanol, 4-methyl- e
59 460 4.80 5.00 5.20
m/z 41.10 8.57%
5000
21 m
83 101
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120816\
Data File : BF091514.D

Acq On : 8 Dec 2016 20:39

Operator : UM/SJ

Sample - H5886-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.58 Concentration Rank 1

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

6.58 16.00 ng 811305 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 376 (6.585 min): BF091514.D (-373) (-) m/z 132.00 100.00%
5000
68
0 |\ o J 25 6k obo ko 7.0
54 : : : :
el (7 87 LS m/z 134.00 33.27%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R I SN A
6.20 6.40 6.60 6.80 7.00
21 51 78 m/z 68.10 32.99%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 22.58%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl A A
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 13.14%
5000 og M°
SN | SRR 8 ‘ﬂQ7ILL N . - Il?? . SN | IS
m/z--> 40 60 80 100 120 140 160 180 620 640 660 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120816\
Data File : BF091514.D

Acq On : 8 Dec 2016 20:39

Operator : UM/SJ

Sample - H5886-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.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 2.4 ng 120438 1 6.81 1014110 20.0
unknown6 .58 6.58 16.0 ng 811305 1 6.81 1014110 20.0
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