LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100917\
Data File : BF099272.D

Aca On : 9 Oct 2017 19:48

Operator : SJ/JU

Sample : 15651-05

Misc :

ALS Vial : 15 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-BF092317.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 2.157 8 12 20 rvB 33282 44901 1.41% 0.178%
2 5.092 508 511 523 rBV 391819 547804 17.23% 2.177%
3 5.492 574 579 582 rBY 2620044 2650241 83.34% 10.532%
4 6.498 745 750 753 rBVY 2281285 2674569 84.10% 10.628%
5 6.639 769 774 777 rBV 2669355 2800355 88.06% 11.128%

6.863 808 812 816 rBV 749275 587760 18.48% 2.336%
7.022 834 839 842 rBV 2347712 2156117 67.80% 8.568%
7.428 903 908 911 rBV 1682936 1737037 54.62% 6.903%
8.145 1026 1030 1033 rBV 938762 808720 25.43% 3.214%
9.222 1207 1213 1216 rBV 3275122 3180052 100.00% 12.637%

=
QO ~NO®

11 9.610 1275 1279 1282 rBV 504810 387886 12.20% 1.541%
12 9.898 1324 1328 1332 rBV2 1062013 895994 28.18% 3.561%
13 10.692 1458 1463 1466 rBV 1843237 1806861 56.82% 7.180%
14 10.792 1476 1480 1488 rVB 28928 32140 1.01% 0.128%
15 11.386 1577 1581 1585 rBV 1078086 898766 28.26% 3.572%

16 12.974 1846 1851 1854 rBV 2787444 2775477 87.28% 11.029%
17 13.857 1997 2001 2005 rBV2 26181 33481 1.05% 0.133%

18 14.027 2026 2030 2039 rVB 652916 620248 19.50% 2.465%
19 15.498 2275 2280 2292 rBV 392977 525899 16.54% 2.090%

Sum of corrected areas: 25164308
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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\BF100917\

BF099272.D

9 Oct 2017 19:48

SJ/Ju

15651-05

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100917\
Data File : BF099272.D

Aca On : 9 Oct 2017 19:48

Operator : SJ/JU

Sample : 15651-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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.

5.09 18.64 ng 547804 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 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 511 (5.092 min): BF099272.D (-508) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 B mmm i s
| 83.0 480 5.00 520 5.40
O e e e e e e e e m/z 59.10 60.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR R R LI I
59.0 480 500 520 5.40
m/z 101.00 20.72%
31.0 ‘ g30 1010
0'“l“'WH“ﬁ““ﬁ““'v”'v'”v'“lﬁ“l““”““l”'WH'W“'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 5.00 520 540
5000 41.0 m/z 58.00 16.62%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4—methy|— LI L L L L L L B
43.0 480 5.00 520 5.40
m/z 41.10 8.69%
5000
101.0
15.0
‘ 27.0 56.0 71.0 ‘
0'”I””P'Nh'”ﬂl”PJlP”W'”Wﬁqﬂ””ﬁ””P'”P”'P”W'“W U R L S IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100917\
Data File : BF099272.D

Aca On : 9 Oct 2017 19:48

Operator : SJ/JU

Sample : 15651-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.64 Concentration Rank 1

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

6.64 95.29 ng 2800360 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 774 (6.639 min): BF099272.D (-769) (-) m/z 132.00 100.00%
132.0
5000
68.1
—
40.1 540 | | 9?'0 1150 J 6.40 6.60 6.80 7.00
O L o R B B N e m/z 68.10 34.27%
m/z--> 40 60 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 URRBE RS S LR
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.28%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 21.29%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e e LR o
57.0 132.0 6.40 6.60 6.80 7.00
m/z 96.00 13.65%
74.0
5000 9go 1160
oL—— = II‘I\I\I\I ""Ml ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| I AR S e R
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100917\
Data File : BF099272.D

Acq On : 9 Oct 2017 19:48

Operator : SJ/JU

Sample : 15651-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 5.09 18.6 ng 547804 1 6.86 587760 20.0
unknown6 .64 6.64 95.3 ng 2800360 1 6.86 587760 20.0
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