LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082218\

Data File : BF108408.D

Aca On : 23 Aug 2018 4:-26 Instrument :
Operator : JU/SJ gﬁgiéamlem'
3?22'6 i J4525-09 0&51&$D31DB
ALS Vial : 29 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818 .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 5.237 490 493 511 rvB 59950 70672 1.44% 0.274%
2 5.625 555 559 573 rBVY 1422357 1260993 25.74% 4.883%
3 6.613 723 727 730 rBV 958585 814792 16.63% 3.155%
4 6.642 730 732 737 rVB 101163 88447 1.81% 0.342%
5 6.772 749 754 757 rBVY 2564968 2356280 48.10% 9.124%
6 7.001 789 793 796 rBVY 1101040 905057 18.48% 3.505%
7 7.160 815 820 823 rBVY 3776776 3310649 67.58% 12.819%
8 7.566 883 889 892 rBVY 2646540 2753599 56.21% 10.662%
9 8.283 1007 1011 1016 rBV 1340582 1089060 22.23% 4.217%
10 9.360 1189 1194 1197 rBV 5339045 4898693 100.00% 18.968%
11 9.748 1257 1260 1265 rBV 117124 99252 2.03% 0.384%

12 10.048 1307 1311 1319 rVB 1347994 1168014 23.84% 4.523%
13 10.701 1419 1422 1426 rBV 208405 155472 3.17% 0.602%
14 10.836 1441 1445 1454 rBV 1522522 1365356 27.87% 5.287%
15 11.542 1561 1565 1568 rBV 1151519 993135 20.27% 3.846%

16 13.130 1830 1835 1838 rBV 3279189 3098237 63.25% 11.997%
17 14.195 2012 2016 2021 rVB 804580 788760 16.10% 3.054%
18 15.748 2275 2280 2285 rVB 439114 609070 12.43% 2.358%

Sum of corrected areas: 25825538
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082218\

Data File : BF108408.D

Aca On : 23 Aug 2018 4:26

Operator : JU/SJ

ﬁ?ggle i J4525-09 081518-SIDI-F-D-B
ALS Vial :© 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818.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: BF108408.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082218\

Data File : BF108408.D

Aca On : 23 Aug 2018 4:26

Operator : JU/SJ

ﬁ?ggle i J4525-09 081518-SIDI-F-D-B
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.77 Concentration Rank 2

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

6.77 52.07 ng 2356280 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 754 (6.772 min): BF108408.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 AR SR S S
40.0 541 J 6.40 6.60 6.80 7.00 7.20
0 S8 S T .2 | m/z 68.10 43.24%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LR S LA L

640 6.60 6.80 7.00 7.20
m/z 134.00 33.17%

31.0 510
0 T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
AR A
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 28.27%
33.0 105.0
Lm0 ™o | ||
0....,..h.}u... e e e L e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony!  EEams B e O AER
57.0 132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 17.48%
74.0
116.0
5000 98.0
SIS PO SN T WY1 S O A
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6. 80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082218\

Data File : BF108408.D

Aca On : 23 Aug 2018 4:26

Operator : JU/SJ

ﬁ?ggle i J4525-09 081518-SIDI-F-D-B
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 3 Triethyl citrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.70 2.66 ng 155472 Acenaphthene-d10 10.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 91
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 64
3 Quinoline. 4.8-dimethvl- 157 C11H11IN 013362-80-6 40
4 3-Chloro2-fluorobenzoic acid. 4-... 370 C21H32CIF02 1000338-64-7 38
5 N-Methoxy-2,2-dicarbomethoxyazir... 189 C7H11NO5 053084-34-7 37
Abundance Scan 1422 (10.701 min): BF108408.D (-1419) (-) m/z 157.10 100.00%
157.1
5000 115.0
43.1 USRS L B
87.0 203.1 10.40 10.60 10.80 11.00
NN OO N | S ROV U m/z 115.00 37.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
29.0 AR RAARA SR RRAR
5000 115.0 10,40 10.60 10.80 11.00
203.0 m/z 43.10 21.40%
ob | 6o.0 8.0 | | 2310 2170
m/z--> 25 40 60 85 100 120 150 160 180 200 220 240 260 280
Abundance #73862: Ethylmalonic acid dipropy! ester
157.0
10.40 10.60 10.80 11.00
5000 43.0 115.0 m/z 111.00 10.30%
87.0
‘ 188.0
NN Y ST S D W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29207: Quinoline, 4,8-dimethyl-
157.0 10.40 10.60 10.80 11.00
m/z 158.00 8.68%
5000
0 \\77‘0 1020\12?0\‘ |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10,40 10.60 10.80 11.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082218\

Data File : BF108408.D

Acg On : 23 Aug 2018 4:26

Operator : JU/SJ

ﬁ?ggle i J4525-09 081518-SIDI-F-D-B
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .77 6.77 52.1 ng 2356280 1 7.00 905057 20.0
Triethyl citrate 10.70 2.7 ng 155472 3 10.05 1168010 20.0
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