LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71118\

Data File : BF107321.D

Aca On > 12 Jul 2018 1:20 Instrument :

Operator : JU/SJ BNA_F

Sample - J3931-02 ClientSampleld :

Vi : 070918-DBRI-E-D-M
isc :

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061918 .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 5.160 477 480 489 rBV 28013 31108 1.65% 0.263%
2 5.572 547 550 569 rBV 572947 608142 32.29% 5.147%
3 6.578 718 721 737 rBV 453700 471184 25.02% 3.988%
4 6.707 739 743 750 rBVY 1079442 1033411 54.87% 8.746%
5 6.931 777 781 787 rBV 430066 353601 18.77% 2.993%
6 7.090 803 808 811 rBVY 1386261 1279607 67.94% 10.829%
7 7.501 873 878 881 rBVY 1045273 1145998 60.84% 9.699%
8 8.219 996 1000 1016 rVB 432005 437957 23.25% 3.706%
9 9.295 1177 1183 1186 rBvV 1937462 1883533 100.00% 15.940%
10 9.683 1246 1249 1256 rBB 104434 94907 5.04% 0.803%

11 9.978 1296 1299 1307 rVB 493449 475829 25.26% 4.027%
12 10.636 1408 1411 1415 rBV 153165 122322 6.49% 1.035%
13 10.783 1431 1436 1447 rBV 796919 804662 42.72% 6.810%
14 11.477 1550 1554 1560 rBV 533819 459939 24.42% 3.892%
15 13.066 1819 1824 1827 rBV 1808748 1823976 96.84% 15.436%

16 13.942 1970 1973 1977 rBV2 17412 20370 1.08% 0.172%
17 14.136 2002 2006 2010 rBV 467985 408322 21.68% 3.456%
18 15.677 2263 2268 2277 rVB 268440 361346 19.18% 3.058%

Sum of corrected areas: 11816214
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071118\

Data File : BF107321.D

Aca On - 12 Jul 2018 1:20

Operator : JU/SJ

ﬁ?ggle i J3931-02 070918-DBRI-E-D-M
ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061918 .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: BF107321.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071118\

Data File : BF107321.D

Aca On - 12 Jul 2018 1:20

Operator : JU/SJ

ﬁ?ggle i J3931-02 070918-DBRI-E-D-M
ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.71 Concentration Rank 2

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

6.71 58.45 ng 1033410 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 9
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 743 (6.707 min): BF107321.D (-739) (-) m/z 132.10 100.00%
131
5000 68.1
wo fj % "ok ok 6o 780
O I e T o e m/z 68.10 40.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
5000 BRI ESE E R
6.40 6.60 6.80 7.00
104.0 m/z 134.10 32.23%
510 66.0
o R4 1 Nul BN R A | —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 "ok ok 6o b0
5000 9go 1160 m/z 66.00 24.93%
0 158.0 189.0
miz--> 20 40 60 80 100 120 140 160 180 \
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile s
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.33%
5000
92.0
65.0
Unmann "%?;? P '|l"%l7iq R B UL DR ISR R R U
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071118\

Data File : BF107321.D

Aca On - 12 Jul 2018 1:20

Operator : JU/SJ

ﬁ?ggle i J3931-02 070918-DBRI-E-D-M
ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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.
10.64 5.14 ng 122322 Acenaphthene-d10 9.98
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 1-Amino-2-methvilnaphthalene 157 C11H11N 002246-44-8 43
4 4-Fluoro-2-nitrophenol 157 C6H4FNO3 000394-33-2 38
5 Piperazine-1l-carboxylic acid, 4-... 362 C14H19CIN205S 1000303-79-9 38

Abundance Scan 1412 (10.642 min): BF107321.D (-1408) (-) m/z 157.10 100.00%
157.1
5000
115.1
B0 g0 203.1 " 10.40 10,60 10.80 11.00
O SRR RRRRE m/z 115.10 32.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
5000{ 29.0 B B I B s
115.0 10.40 10.60 10.80 11.00
203.0 m/z 43.00 12.72%
ol 1, | 80 80 ‘ 210 2110
m/z--> 25 40 60 80 100 120 150 160 180 200 220 240 260 280
Abundance
157.0
10.40 10.60 10.80 11.00
5000 43.0 115.0 m/z 203.10 9.56%
87.0
188.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29219: 1-Amino-2-methylnaphthalene L i
157.0 10.40 10.60 10.80 11.00
m/z 111.00 8.02%
5000
0l 27.0 510 Wolmolﬁq‘ 1
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\HPCHEMI\BNA_F\DATA\BF071118\

Data File : BF107321.D

Acq On > 12 Jul 2018 1:20

Operator : JU/SJ

ﬁ?ggle i J3931-02 070918-DBRI-E-D-M
ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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]
unknown6.71 6.71 58.5 ng 1033410 1 6.93 353601 20.0
Triethyl citrate 10.64 5.1 ng 122322 3 9.98 475829 20.0
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