LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\

Data File : BF093807.D

Aca On : 21 Mar 2017 19:22 Instrument :

Operator : SJ/MA E?Afs el
- _ lentosampleld :

3?22'6 : 12332-03 FK-SF-01-002-B

ALS Vial : 17 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-BF032017.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 2.070 12 16 23 rvVB 34460 56648 2.41% 0.244%
2 4.984 269 271 274 rBV 254364 283255 12.07% 1.220%
3 5.419 306 309 311 rBVY 2006407 1809261 77.09% 7.791%
4 6.447 397 399 402 rBVY 1725565 1763624 75.15% 7 .595%
5 6.584 409 411 414 rBV 1641459 1866389 79.53% 8.037%
6 6.824 430 432 434 rBV 1494127 1238659 52.78% 5.334%
7 6.984 443 446 448 rBV 1656378 1547242 65.93% 6.663%
8 7.385 478 481 483 rBVY 1365022 1263373 53.83% 5.440%
9 8.116 542 545 547 rBVY 1217085 1677993 71.50% 7.226%
10 9.190 636 639 641 rBY 2334062 2346797 100.00% 10.106%

11 9.579 671 673 675 rBV 170634 136636 5.82% 0.588%
12 9.865 695 698 700 rBV 1744809 1774477 75.61% 7.641%

13 10.311 733 737 738 rBV 42267 45043 1.92% 0.194%
14 10.642 764 766 768 rBV 1220081 1104601 47.07% 4._.757%
15 10.779 776 778 781 rBV 63835 68106 2.90% 0.293%
16 11.225 815 817 819 rBV 51467 50359 2.15% 0.217%
17 11.339 824 827 829 rVvV 1990967 1758544 74.93% 7.573%
18 11.408 831 833 837 rvB 21032 26678 1.14% 0.115%
19 11.648 852 854 857 rBV 25531 27633 1.18% 0.119%
20 11.876 872 874 875 rBv2 18535 26998 1.15% 0.116%
21 12.539 930 932 934 rVB 104190 99033 4.22% 0.426%

22 12.768 949 952 955 rBvV 102015 103208 4._.40% 0.444%
23 12.917 963 965 968 rVB 1443643 1683456 71.73% 7.249%
24 13.831 1042 1045 1048 rBvV 33083 47996 2.05% 0.207%
25 13.968 1054 1057 1059 rBV 962460 1188541 50.65% 5.118%

26 14.460 1097 1100 1107 rBV6 11303 33848 1.44% 0.146%

27 14.974 1142 1145 1150 rVB 30045 65566 2.79% 0.282%

28 15.305 1172 1174 1177 rVB 29475 32479 1.38% 0.140%

29 15.374 1177 1180 1182 rBV 802448 1045527 44 ._.55% 4.502%

30 15.843 1218 1221 1223 rBV2 14309 25880 1.10% 0.111%

31 16.311 1260 1262 1267 rVB4 10422 24243 1.03% 0.104%
Sum of corrected areas: 23222093
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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:\HPCHEMI\BNA F\DATA\BF032117\

BF093807.D

21 Mar 2017 19:22

SJ/MA

12332-03

17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093807.D

Aca On : 21 Mar 2017 19:22

Operator : SJ/MA

Sample = 12332-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .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.

498 457ng 283255  1,4-Dichlorobenzene-da 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 59

000540-88-5 39
001116-98-9 25

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 271 (4.984 min): BF093807.D (-269) (-) m/z 43.05 100.00%
43.0
59.1
5000
1011 LI LI L L L LB B
| 83.0 4.60 4.80 5.00 5.20 5.40
N 1N M R DS S m/z 59.10 53.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L L L L L LB L L
59.0 460 4.80 5.00 5.20 5.40
0,
150 1010 m/z 101.10 17.34%
310 | 83.0
0 ‘ 1 N . : . ‘
R L R T L e B O e B R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
e
570 460 4.80 5.00 5.20 5.40
5000 m/z 58.00 15.43%
20.0 101.0
0 15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester T e
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.48%
5000 41.0
o T O =Y 1260 1420 .
R e o B A B = = e B S A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093807.D

Aca On : 21 Mar 2017 19:22

Operator : SJ/MA

Sample = 12332-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .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 unknown6.58 Concentration Rank 1

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

6.58 30.14 ng 1866390 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 411 (6.584 min): BF093807.D (-409) (-) m/z 132.00 100.00%
132.0
5000 68.1
201 o | S50 oA b0 ok 70
01 L A e e S m/z 68.10 46.10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 SRR LS RN LR
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 31.78%
0 ‘ L1 H | 1
L I UL S I S DL L UL I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 28.35%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e A aEe e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.20%
74.0
5000 98.0 116.0
0|||||||||||||‘|‘|‘|||‘h|||“|||‘l“||‘u‘| |‘H||||:!-5|8|.0|||||]:8|9.|0| R EREa S L
m/z--> 20 40 100 120 140 160 180 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\BF032117\
Data File : BF093807.D

Acq On : 21 Mar 2017 19:22

Operator : SJ/MA

Sample - 12332-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032017 .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 4.6 ng 283255 1 6.82 1238660 20.0
unknown6 .58 6.58 30.1 ng 1866390 1 6.82 1238660 20.0
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