LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080818\

Data File : BG036228.D

Aca On : 9 Aug 2018 11:45 Instrument :
Operator : JU/SJ ?:II\:gﬁ(t;Sam ol
3?22'6 i J4330-09 Oﬂm1&ﬂPgF4LB
ALS Vial : 32 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 G\METHODS\8270-BG071218 .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 5.596 387 393 407 rBV 139003 263593 10.37% 2.745%
2 7.188 656 664 680 rBV 76846 181191 7.13% 1.887%
3 7.546 718 725 744 rVB 294089 525589 20.67% 5.472%
4 8.011 797 804 813 rVB 99083 170910 6.72% 1.780%
5 8.328 850 858 869 rBV 393664 724186 28.49% 7 .540%

9.174 994 1002 1018 rBV 297847 626695 24.65% 6.525%
10.813 1272 1281 1291 rBV 91634 204771 8.05% 2.132%
13.256 1690 1697 1710 rBV 912379 1515948 59.63% 15.784%
14.637 1925 1932 1940 rBV2 192615 346429 13.63% 3.607%
15.923 2145 2151 2157 rBV 46092 65611 2.58% 0.683%

=
QO ~NO®

11 16.123 2178 2185 2207 rBV 511915 908068 35.72% 9.455%
12 17.380 2391 2399 2413 rBV 282777 482343 18.97% 5.022%
13 19.983 2836 2842 2856 rBV 1911340 2542167 100.00% 26.469%
14 21.639 3118 3124 3137 rBV 305828 538201 21.17% 5.604%
15 24.823 3657 3666 3685 rBv2 158385 508522 20.00% 5.295%

Sum of corrected areas: 9604224
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO080818\

Data File : BG036228.D

Aca On : 9 Aug 2018 11:45

Operator : JU/SJ

ﬁ?ggle i J4330-09 073018-TIPC-F-U-B
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG071218 .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: BG036228.D
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500000 8.33
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Abundance TIC: BG036228.D
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Abundance TIC: BG036228.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080818\

Data File : BG036228.D

Aca On : 9 Aug 2018 11:45

Operator : JU/SJ

ﬁ?ggle i J4330-09 073018-TIPC-F-U-B
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown7.55 Concentration Rank 2

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

7.55 61.50 ng 525589 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 38
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

Abundance Scan 726 (7.552 min): BG036228.D (-718) (-) m/z 132.15 100.00%
13p.2
5000 68.2 j\\
96.2 UL SRR LI U R
40.1 54.1 720 740 7.60 7.80
OberrrprrrHirer ,.-!-'|,..'§.°,9..,..I. W22 Mo | m/z 68.15  48.80%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 AN LA I UL L
69.0 7.20 7.40 7.60 7.80
390 0 m/z 66.15 36.56%
| ” 89.0 103.0
0||||||||||I|!I|||“|"|I it |I|||||!!I|||||I|||I|||I!I|||||5||0||||| P
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
9.0 1000 75 7w 780 Tho
5000 ' m/z 134.15 36.20%
31.0 51.0
OHHA'Mw“-M“W'HH“'W““l““P'“P“'P“w‘“W“'W““l““v“
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine R S R
132.0 720 7.40 7.60 7.80
m/z 69.15 21.62%
97.0
5000
70.0
310 440
OHHJ““lJ““““L'“L'mv'“w'”v'“&%ﬁe'“l““v'”"“v'“v" Tl¥***ﬁ*jkﬁﬁ*fﬁﬂTfﬁ
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080818\

Data File : BG036228.D

Aca On : 9 Aug 2018 11:45

Operator : JU/SJ

ﬁ?ggle i J4330-09 073018-TIPC-F-U-B
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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.
15.92 3.79 ng 65611 Acenaphthene-d10 14.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 64
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 64
3 Quinoline. 4.8-dimethvl- 157 C11H11IN 013362-80-6 49
4 3-Chloro2-fluorobenzoic acid. 3-... 398 C23H36CIF02 1000338-65-4 28
5 3-Chloro2-fluorobenzoic acid, 3-... 384 C22H34CIF02 1000338-65-0 28
Abundance Scan 2150 (15.917 min): BG036228.D (-2145) (-) m/z 157.15 100.00%
157.2
5000 115.2 A\
g 882 203.2 1560 15.80 16.00 16.20
Ottt M bbb e bt 2002 | m/z 115.15  36.54%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #123853: Triethyl citrate
157.0
5000 115.0 LR SR B ---- T

15. 60 15. 80 16. OO 16 20

=0 203.0 m/z 43.15 13.12%

T e ] |'
) S R N O N S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #73862: Ethylmalonic acid dipropy! ester

157.0

15.60 15.80 16.00 16.20

5000 43.0 115.0 m/z 111.05 13.11%
87.0
RN T . s S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #29207: Quinoline, 4,8-dimethyl- e  [aats S
157.0 15.60 15. 80 16. 00 16 20

m/z 203.15 10.94%

5000

) S ALY NRPE N S SNBSS § S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.60 15. 80 16. 00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG080818\

Data File : BG036228.D

Acg On : 9 Aug 2018 11:45

Operator : JU/SJ

ﬁ?ggle i J4330-09 073018-TIPC-F-U-B
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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]
unknown? .55 7.55 61.5 ng 525589 1 8.01 170910 20.0
Triethyl citrate 15.92 3.8 ng 65611 3 14.64 346429 20.0
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