LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100436.D

Aca On : 11 Nov 2017 13:15

Operator : SJ/JU

Sample : 16399-17 5X

Misc :

ALS Vial : 9 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
1 5.116 511 515 526 rVB 116146 110338 11.84% 1.229%
2 5.510 578 582 586 rBV 716105 623076 66.88% 6.938%
3 6.516 749 753 760 rBV 739191 620606 66.61% 6.911%
4 6.669 775 779 782 rBV 736709 623023 66.87% 6.938%
5 6.904 815 819 822 rBVY 1034305 807487 86.67% 8.992%
6 7.057 841 845 849 rBV 588631 469329 50.38% 5.226%
7 7.457 910 913 917 rBV 404117 334159 35.87% 3.721%
8 8.186 1033 1037 1040 rBvY 1168652 931640 100.00% 10.374%
9 8.239 1043 1046 1053 rvB4 10162 11257 1.21% 0.125%
10 9.257 1215 1219 1230 rBV 620150 528881 56.77% 5.889%
11 9.651 1283 1286 1289 rBV 44567 40295 4_.33% 0.449%
12 9.939 1331 1335 1339 rBV 908823 804082 86.31% 8.954%
13 10.310 1395 1398 1402 rVB 31587 24390 2.62% 0.272%
14 10.721 1465 1468 1474 rVB 252839 238912 25.64% 2.660%
15 10.851 1485 1490 1493 rBV4 9283 13577 1.46% 0.151%
16 11.427 1584 1588 1591 rBvV 896327 740448 79.48% 8.245%
17 11.451 1591 1592 1596 rVB 32991 18999 2.04% 0.212%
18 11.939 1670 1675 1677 rBvV5 19220 24642 2.65% 0.274%
19 12.033 1688 1691 1694 rBV4 12710 14065 1.51% 0.157%
20 12.115 1702 1705 1709 rBV3 9602 11687 1.25% 0.130%
21 12.474 1763 1766 1769 rBV3 12130 14339 1.54% 0.160%
22 12.510 1769 1772 1775 rVvVv4 13044 14465 1.55% 0.161%
23 12.639 1791 1794 1798 rBV 61169 53976 5.79% 0.601%
24 12.868 1828 1833 1840 rBV 52565 73365 7.87% 0.817%

25 13.010 1853 1857 1860 rBV 449952 424339 45.55% 4._.725%

26 13.086 1867 1870 1874 rBV5 13026 22728 2.44% 0.253%
27 14.062 2033 2036 2040 rBV 805343 799039 85.77% 8.898%
28 15.551 2285 2289 2296 rVB 438611 587075 63.02% 6.537%

Sum of corrected areas: 8980219
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100436.D

Aca On : 11 Nov 2017 13:15

Operator : SJ/JU

Sample : 16399-17 5X

Misc :

ALS Vial : 9 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

Abundance TIC: BF100436.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100436.D

Aca On : 11 Nov 2017 13:15

Operator : SJ/JU

Sample : 16399-17 5X

Misc :

ALS Vial : 9 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.

5.12 2.73 ng 110338 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 516 (5.122 min): BF100436.D (-511) (-) m/z 43.00 100.00%
43.0
59.0
5000
o B0 5bo 550 Sa0
83.0 : - : :
0 ...,....,....,....I,'::..,..-:!,...6?',9....,.~...,....,|....,. m/z 59.00 59.10%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R L L I
59.0 480 500 520 540
0,
150 a0 1010 m/z 101.00 19.74%
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 5.00 520 540
5000 57.0 m/z 58.00 13.87%
29.0
101.0
78.0
e S I S SULIULS SURIIL IS IULILS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4-methyl- B
43.0 4.80 500 5.20 5.40
m/z 41.00 10.75%
5000
101.0
15.0 27 71.0
0"'V*L'w'NHV"'ﬁ"'wéﬁ?w"'h"'VQQQw"'V"'w
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 : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100436.D

Aca On : 11 Nov 2017 13:15

Operator : SJ/JU

Sample : 16399-17 5X

Misc :

ALS Vial : 9 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 unknown6.67 Concentration Rank 1

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

6.67 15.43 ng 623023 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
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-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 779 (6.669 min): BF100436.D (-775) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 540 || 9.0 J " 640 6.60 6.80 7.00
0 —+H— e m/z 68.10 37.71%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IREBE RS SRS L S
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.28%
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 23.42%
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-propiony! I R o REmame
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 14.47%
74.0
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R e RAREE EEE R 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111117\
Data File : BF100436.D

Acq On : 11 Nov 2017 13:15

Operator : SJ/JU

Sample : 16399-17 5X

Misc :

ALS Vial : 9 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... 5.12 2.7 ng 110338 1 6.90 807487 20.0
unknown6 .67 6.67 15.4 ng 623023 1 6.90 807487 20.0
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