LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF041117\

Data File : BF094359.D

Aca On 11 Aor 2017 19:24 Instrument :

Operator : SJ/MA gﬁA{s el
- _ lentosampleld :

3?22'6 : 12620-01 D001-D002-D003

ALS Vial : 8 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-BF032217.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 3.975 350 355 365 rBV 332817 498515 10.07% 1.289%
2 4.387 419 425 428 rBVY 3664961 4086810 82.57% 10.568%
3 5.457 601 607 615 rVB2 3244957 4571334 92.36% 11.821%
4 5.581 622 628 631 rBY 3906956 4314493 87.17% 11.157%
5 5.822 665 669 673 rBV 903109 814267 16.45% 2.106%

6.004 694 700 703 rBV 3261235 3400191 68.70% 8.793%
6.475 773 780 783 rBV 2284407 2813696 56.85% 7.276%
7.322 919 924 928 rBV 1003457 1110770 22.44% 2.872%
8.651 1143 1150 1153 rBV 4067534 4949409 100.00% 12.799%
9.145 1229 1234 1239 rBV 372183 343952 6.95% 0.889%

=
QO ~NO®

11 9.463 1280 1288 1293 rVB2 1203862 1249275 25.24% 3.231%
12 10.445 1448 1455 1458 rBV 2286395 2759544 55.76% 7.136%
13 10.645 1483 1489 1491 rBV 66769 79529 1.61% 0.206%
14 11.198 1579 1583 1586 rBV 58067 55252 1.12% 0.143%
15 11.286 1593 1598 1602 rBV 1226303 1231741 24.89%% 3.185%

16 13.274 1928 1936 1939 rBV 3539758 4474459 90.40% 11.571%
17 14.439 2130 2134 2141 rBV4 44531 73738 1.49% 0.191%

18 14.539 2146 2151 2155 rBV 1062175 1089841 22.02% 2.818%
19 16.168 2423 2428 2436 rVB 644202 753821 15.23% 1.949%

Sum of corrected areas: 38670637
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF041117\

Data File : BF094359.D

Aca On 11 Aor 2017 19:24

Operator : SJ/MA

ﬁ?ggle i 12620-01 D001-D002-D003
ALS Vvial : 8 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032217 .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: BF094359.D

4000000 558
4.39
5.46 6.00

3000000

6.47
2000000

1000000 5.82 7.32

Time-->  2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF094359.D
4000000 8l65

13.27

3000000

10.45
2000000

9.46 11.29
1000000

9.15
A L 10.65 11.

ot t--———

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance TIC: BF094359.D
4000000

3000000

2000000

14.54

1000000
16.17

14.4

Ve e T e e e T e e e e e e e e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF041117\

Data File : BF094359.D

Aca On 11 Aor 2017 19:24

Operator : SJ/MA

ﬁ?ggle i 12620-01 D001-D002-D003
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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.

3.98 12.24 ng 498515 1,4-Dichlorobenzene-d4 5.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 356 (3.981 min): BF094359.D (-350) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 S NAERE N SR R
) | 83.0 | 3.60 3.80 4.00 4.20 4.40
R s R L R AL AR A AR RS AR B LA B m/z 59.10 58.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A RN L L
3.60 3.80 4.00 4.20 4.40
59.0 1010 m/z 101.10 20.87%
"'P"W'???'“'I”"P"W"qu”'?%g'P"W"”l'”'l”"P"W"”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
o 350 350 400 450 440
5000 m/z 58.00 17.16%
20.0 101.0
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 A e A T
54.0 3.60 3.80 4.00 4.20 4.40
m/z 41.10 10.15%
5000 41.0
"w"“|'“'|“'jvk'w"”i'”'zng"“l'“'l“"v"w%???'“%?%q'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF041117\

Data File : BF094359.D

Aca On 11 Aor 2017 19:24

Operator : SJ/MA

ﬁ?ggle i 12620-01 D001-D002-D003
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 unknown5.58 Concentration Rank 1

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

5.58 105.97 ng 4314490 1,4-Dichlorobenzene-d4 5.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
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 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 628 (5.581 min): BF094359.D (-622) (-) m/z 132.00 100.00%
132.0
5000 68.1
%01 o1 S50 55 sbo b0 600
: I B e B B m/z 68.10 40.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 i PN
0 70 7o m/z 134.00  33.64%
S | Y POV XY O P
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
520 540 5.60 580 6.00
5000 m/z 66.10 24 .42%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e e R
57.0 132.0 5.20 5.40 5.60 5.80 6.00
m/z 69.10 15.72%
74.0
5000 ggo 1160
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H| ||:!-5|8|.q||||]:8|9.|0| R R e EaaRs
m/z--> 20 40 60 80 100 120 140 160 180 5.20 5.40 5.60 5.80 6.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF041117\

Data File : BF094359.D

Acq On : 11 Apr 2017 19:24

Operator : SJ/MA

ﬁ?ggle i 12620-01 D001-D002-D003
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .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... 3.98 12.2 ng 498515 1 5.82 814267 20.0
unknown5 .58 5.58 106.0 ng 4314490 1 5.82 814267 20.0
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