LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\

Data File : BF100960.D

Aca On - 29 Nov 2017 3:57 Instrument :
Operator : SJ/JU gﬁgiéamlem'
3?22 le 16603-02 112217-TID8-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

5.075 504 508 516 rBV 88099 95170 5.29% 0.969%
5.475 572 576 584 rBV 500454 432396 24.04% 4.402%
rvB 320022 275615 15.32% 2.806%
6.628 768 772 775 rBV 1019445 843817 46.92% 8.591%
6.857 808 811 815 rVB 451099 355232 19.75% 3.617%
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7.016 834 838 841 rBV 1535762 1277792 71.05% 13.009%
7.422 902 907 910 rBV 938518 966876 53.76% 9.844%
8.139 1025 1029 1033 rBvV 546181 430074 23.91% 4_379%
9.216 1207 1212 1215 rBV 2072822 1798484 100.00% 18.310%
9.898 1324 1328 1338 rVB 454517 425905 23.68% 4 _.336%

=
QO ~NO®

11 10.680 1458 1461 1473 rBV 560814 544457 30.27% 5.543%
12 11.380 1577 1580 1584 rBV 443554 365100 20.30% 3.717%
13 12.968 1845 1850 1853 rBV 1524747 1372554 76.32% 13.974%
14 13.862 1997 2002 2007 rBV2 15008 22229 1.24% 0.226%
15 14.021 2026 2029 2034 rBV 395284 338583 18.83% 3.447%

16 15.492 2275 2279 2286 rBV 204754 277966 15.46% 2.830%

Sum of corrected areas: 9822250
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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:\HPCHEMIN\BNA F\DATA\BF112817\

BF100960.D

29 Nov 2017  3:57

SJ/JuU

16603-02

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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100960.D

Aca On : 29 Nov 2017 3:57

Operator : SJ/JU

Sample : 16603-02

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 5.36 ng 95170 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 38
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 9

Abundance Scan 507 (5.069 min): BF100960.D (-504) (-) m/z 43.00 100.00%
43.0
59.1
5000
100 480 500 520 540
o...,....,....,....','::.?,1'.0.':!,....,....,8.37:1..,...:,|....,. m/z 59.10 54.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R RN S UL
480 5.00 5.20 5.40
59.0 1010 m/z 101.00 18.18%
0 270 | 510 ‘ 690 830910 [
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 540
5000 m/z 58.00 13.33%
101.0
o150 31.0 58.0 690 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4119: BUtyl aldoxime, 3—methy|—, syn- TT T T[T T T T[T T T[T T T T [TrrT
59.0 480 5.00 5.20 5.40
m/z 41.00 9.21%
41.0
5000
86.0
0 Sl'Q\\\ I 620 1010
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100960.D

Aca On : 29 Nov 2017 3:57

Operator : SJ/JU

Sample : 16603-02

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 unknown6.63 Concentration Rank 2

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

6.63 47 .51 ng 843817 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 772 (6.628 min): BF100960.D (-768) (-) m/z 132.00 100.00%
132.0
5000 68.1
0.1 540 || o1 J 620 640 6.60 6.80 7.00
o} A o e A I o S T m/z 68.10 37 .34%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 i A
410 o . m/z 134.00 32.20%
ol— “‘ S‘LO\HH’]- T
m/z--> 100 120 140 160 180
Abundance
132.0
B0 620 640 650 680 700
5000 ' m/z 66.10 22 .20%
31.0 510
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .72%
74.0
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN | WS | SN —
m/z--> 40 60 80 100 120 140 160 180 6.0 640 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112817\
Data File : BF100960.D

Acq On : 29 Nov 2017 3:57

Operator : SJ/JU

Sample - 16603-02

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 5.4 ng 95170 1 6.86 355232 20.0
unknown6 .63 6.63 47.5 ng 843817 1 6.86 355232 20.0
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