LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120717\

Data File : BF101222.D

Aca On 7 Dec 2017 22:55 Instrument :
Operator : SJ/JU BNA_F

Sample - 16731-01 ClientSampleld :
Misc - 113017-TIDO-E-D-B
ALS Vial : 26 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-BF113017.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 5.051 501 504 514 rBV 48473 51942 3.82% 0.702%
2 5.457 570 573 584 rBV 417704 383673 28.23% 5.182%
3 6.469 742 745 758 rVB2 280683 297058 21.85% 4.012%
4 6.610 765 769 772 rBV 867228 711754 52.36% 9.613%
5 6.839 805 808 812 rBV 306099 237156 17 .45% 3.203%

6.998 831 835 838 rBV 1134099 949316 69.84% 12.822%
7.410 900 905 908 rBvV 778679 692195 50.92% 9.349%
8.122 1023 1026 1038 rBV 315697 273414 20.11% 3.693%
rBV 1458340 1359316 100.00% 18.360%
9.880 1322 1325 1329 rVB 320536 257002 18.91% 3.471%
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11 10.298 1393 1396 1399 rBB2 15317 14083 1.04% 0.190%
12 10.674 1456 1460 1468 rBV 506935 423725 31.17% 5.723%
13 11.374 1575 1579 1582 rBV 261187 237103 17.44% 3.202%
14 12.962 1844 1849 1852 rBV 1240415 1132051 83.28% 15.290%
15 14.021 2025 2029 2035 rBV 258104 218210 16.05% 2.947%

16 15.498 2276 2280 2287 rVB 138161 165710 12.19% 2.238%

Sum of corrected areas: 7403708
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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\BF120717\

BF101222.D

7 Dec 2017 22:55

SJ/JuU

16731-01

26 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF113017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120717\
Data File : BF101222.D

Aca On : 7 Dec 2017 22:55

Operator : SJ/JU

Sample : 16731-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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.

5.05 4.38 ng 51942 1,4-Dichlorobenzene-d4 6.84
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. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 9
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 504 (5.051 min): BF101222.D (-501) (-) m/z 43.10 100.00%
43
59
5000
101 IR R AN RS A
| 83 | 4.80 5.00 5.20 5.40
ot e e e m/z 59.10 58.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 N R UL UL I
59 480 500 520 5.40
m/z 101.10 20.67%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- " 480 500 520 540
5000 m/z 58.00 17 .34%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: l—Propen—Z—oI, acetate LA L L L LB L B
43 480 5.00 520 5.40
m/z 41.10 8.75%
5000
58
% 27 37, 72 100
L U L S UL SIS I I SIS I B IR R A RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120717\
Data File : BF101222.D

Aca On : 7 Dec 2017 22:55

Operator : SJ/JU

Sample : 16731-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.61 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
6.61 60.02 ng 711754 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 12
2 N-(-phenvlisopropvD)benzaldimine 223 C16H17N

1000379-01-3 10

3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9
Abundance Scan 769 (6.610 min): BF101222.D (-765) (-) m/z 132.00 100.00%
32
5000 68
% e
40 54 g5 07 6.20 6.40 6.60 6.80 7.00
o} m/z 68.10 38.13%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
32
5000 67 | SN LI LB L LI LA L
97 6.20 6.40 6.60 6.80 7.00
17 m/z 134.00 32.10%
m/z--> 80 100 120 140 160 180 200 220
Abundance
132
R
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 24 .51%
105
39 51 65 77 117 146 165 180 208 222
AL s B S
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #52379: Tranylcypromine-propionyl R B A R
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 15.41%
5000 og °
SHNNSIS (U VRVELK 1 0 A ey SNMSINSSON | N | —
m/z--> 40 100 120 140 160 180 200 220 6.0 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120717\
Data File : BF101222.D

Acq On > 7 Dec 2017 22:55

Operator : SJ/JU

Sample - 16731-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .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... 5.05 4.4 ng 51942 1 6.84 237156 20.0
unknown6 .61 6.61 60.0 ng 711754 1 6.84 237156 20.0
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