LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\

Data File : BF100917.D

Aca On - 28 Nov 2017 3:17 Instrument :
Operator : SJ/JU BNA_F

Sample  : 16584-06 Gl
Misc i 112117-TIDO-F-D-S
ALS Vial : 37 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-BF110817.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

5.069 504 507 517 rVB 100941 99433 4._.85% 0.874%
5.469 572 575 583 rBvV 515283 455460 22.21% 4_.003%
rvB 297729 305539 14.90% 2.686%
6.622 767 771 775 rBV 1023674 920821 44 .90% 8.093%
6.857 807 811 814 rBV 458424 376093 18.34% 3.306%
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7.016 833 838 841 rBV 1443072 1339346 65.31% 11.772%
7.422 901 907 910 rBV 1106129 1075819 52.46% 9.456%
8.139 1024 1029 1032 rBV 575219 490084 23.90% 4_.308%
9.216 1206 1212 1215 rBV 2287893 2050880 100.00% 18.026%
9.892 1322 1327 1331 rBV2 603432 554529 27 .04% 4_.874%
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11 10.680 1457 1461 1472 rVB 795713 732857 35.73% 6.441%
12 11.380 1576 1580 1584 rBV 617897 512179 24.97% 4.502%
13 12.968 1845 1850 1853 rBV 1795021 1719068 83.82% 15.110%
14 13.857 1998 2001 2009 rBV2 23117 33031 1.61% 0.290%
15 14.021 2025 2029 2036 rVB 398905 375513 18.31% 3.301%

16 15.486 2273 2278 2288 rBV 265249 336677 16.42% 2.959%

Sum of corrected areas: 11377329
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF112717\

BF100917.D

28 Nov 2017  3:17

SJ/JuU

16584-06

37 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF100917.D

7.02

6.62 7.42

5.47 6.86

5.07

0

Time-->

T
5.00

I
5.50

T
3.50

T
4.00

I
4.50

I
2.50

T
3.00

Abundance

2000000

1500000

1000000

500000

8.14

TIC: BF100917.D
22

12.97

10.68

9.89 11.38

0
Time-->

13.50

12.50

13.00

12.00

11.50

10.50 11.00

9.50 10.00

Abundance

2000000

1500000

1000000

500000

TIC: BF100917.D

14.02
15.49

13.86

Time-->

14.00

19.00

18.50

17.50 18.00

16.50

17.00

16.00

15.00 15.50

14.50

8270-BF110817.

M Tue Nov 28 10:57:50 2017 Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100917.D

Aca On : 28 Nov 2017 3:17

Operator : SJ/JU

Sample : 16584-06

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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.

5.07 5.29 ng 99433 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Acetamide, N-(aminocarbonyl)- 102 C3H6N202 000591-07-1 9

Abundance Scan 507 (5.069 min): BF100917.D (-504) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 UL LU L IR L
| 83.0 | 480 5.00 5.20 5.40
ot e m/z 59.10 54.22%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR I UL IR I
59.0 480 500 520 540
0
150 a0 1010 m/z 101.10 18.56%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 540
5000 m/z 58.00 13.76%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4—methy|— TT T T[T T T T[T T T T[T T T [TrTT
43.0 480 5.00 5.20 5.40
m/z 41.10 8.87%
5000
101.0
15.0 27 71.0
0"'V*L'w'NHV"'ﬁ"'wéﬁ?w"'h"'VQQQw"'V"'w R RN S UL
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100917.D

Aca On : 28 Nov 2017 3:17

Operator : SJ/JU

Sample : 16584-06

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown6.62 Concentration Rank 2

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

6.62 48_.97 ng 920821 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 771 (6.622 min): BF100917.D (-767) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.1 %.1 620 640 6.60 6.80 7.00
o} I B e B B m/z 68.10 39.69%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 i DA
410 70 m/z 134.00 32.62%
0...|....|.... ﬁzouuuluuuuluu.|....|....|....
m/z--> 20 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.10 24 .84%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! IR e o
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.88%
74.0
5000 ggo 1160
0|||||||||||||‘|‘|‘|||‘h|||“|||‘l“||‘u‘| |‘H||||:!-5|8|.q||||]:8|9.|0| e REREE ERE
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\BF112717\
Data File : BF100917.D

Acq On : 28 Nov 2017 3:17

Operator : SJ/JU

Sample - 16584-06

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.07 5.3 ng 99433 1 6.86 376093 20.0
unknown6 .62 6.62 49.0 ng 920821 1 6.86 376093 20.0
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