LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071318\

Data File : BF107389.D

Aca On - 14 Jul 2018 2:16 Instrument :
Operator : JU/SJ BNA_F

Sample  : J3970-03 UG el
Misc i 071118-DBRI-F-D-S
ALS Vial : 34 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

5.154 476 479 487 rBvV 13150 17040 1.09% 0.227%
5.566 546 549 564 rBV 271493 349867 22.39% 4_.666%
rBv2 184883 251717 16.11% 3.357%
6.707 739 743 752 rBV 586459 597183 38.22% 7.964%
6.925 777 780 788 rBV 255275 230126 14.73% 3.069%
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7.084 803 807 820 rBV 860736 761848 48.75% 10.160%
7.495 873 877 891 rBV 617810 618169 39.56% 8.244%
8.213 995 999 1018 rBV 226804 252862 16.18% 3.372%
9.289 1178 1182 1198 rBV 1019882 1107782 70.89% 14.773%
9.683 1246 1249 1262 rBB 59288 59422 3.80% 0.792%

=
QO ~NO®

11 9.978 1295 1299 1313 rVB 261139 276290 17.68% 3.685%
12 10.636 1408 1411 1419 rBB 45457 42721 2.73% 0.570%
13 10.772 1431 1434 1446 rBV 443215 486288 31.12% 6.485%
14 11.472 1550 1553 1562 rBV 326100 327053 20.93% 4.362%
15 13.060 1818 1823 1826 rBV 1558074 1562634 100.00% 20.839%

16 14.130 2001 2005 2015 rBV 334619 339926 21.75% 4 _.533%
17 15.665 2261 2266 2276 rBV 137669 217662 13.93% 2.903%

Sum of corrected areas: 7498590
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071318\

Data File : BF107389.D

Aca On - 14 Jul 2018 2:16

Operator : JU/SJ

a?ggle i J3970-03 071118-DBRI-F-D-S
ALS Vial : 34 Sample Multiplier: 1

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

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

Abundance TIC: BF107389.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071318\

Data File : BF107389.D

Aca On - 14 Jul 2018 2:16

Operator : JU/SJ

a?ggle i J3970-03 071118-DBRI-F-D-S
ALS Vial : 34 Sample Multiplier: 1

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

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 51.90 ng 597183 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 743 (6.707 min): BF107389.D (-739) (-) m/z 132.10 100.00%
13%.1
5000 68.1
96.1 ISR R R U
401 540 6.40 6.60 6.80 7.00
o....,....:....,::..,.:l-.',..7.5?,0....,..!.,%??.?....,....,J...,.. m/z 68.10 38.43%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 1 e e e
410 o o m/z 134.10  33.20%
0....,....,....,....,....,....,....,....,.1.0.7.0....|....|... -
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 1000 oo a0 680 b0 |
5000 ' m/z 66.00 23.45%
31.0 51.0
79.0
e R RS AR AR RS RAARS RSN BALRN SERSS RS RARRE
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine
132.0 6.40 6.60 6.80 7.00
m/z 69.10 14 .50%
5000 104.0
390 520 g0 780
0% "'l"'Hl""it" '|J“l'|'"hh""%z'g"l"h' '%%7'?""|"" T IEBESEREREE E RR
m/z--> 30 40 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071318\

Data File : BF107389.D

Aca On - 14 Jul 2018 2:16

Operator : JU/SJ

a?ggle i J3970-03 071118-DBRI-F-D-S
ALS Vial : 34 Sample Multiplier: 1

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

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.
10.64 3.09 ng 42721 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 83
2 1-Amino-2-methvilnaphthalene 157 C11H11N 002246-44-8 53
3 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 50
4 6-Chloronicotinic acid 157 C6H4CINO2 005326-23-8 9
5 2-Naphthalenamine, N-methyl- 157 C11H11N 002216-67-3 9
Abundance Scan 1412 (10.642 min): BF107389.D (-1408) (-) m/z 157.10 100.00%
157.1
5000
115.0
43|-° 87.0 203.1 10,40 10.60 10.80 11.00
e E  — m/z 115.00 35.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
A
29.0 L B L B e
2000 115.0 10.'40 10.|60 10.|80 11.'00
203.0 m/z 43.00 13.99%
ol 1, | 80 80 ‘ 2310 2170
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 m/z 203.10 10.11%

128.0
27.0 51.0 77.0 102.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #73862: Ethylmalonic acid dipropy! ester e e

157.0 10.40 10.60 10.80 11.00
m/z 158.00 8.06%

5000 43.0 115.0
87.0
‘ 188.0
o I | NPT ST S T s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 40 10 60 10. 80 11. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF071318\

Data File : BF107389.D

Acq On 14 Jul 2018 2:16

Operator : JU/SJ

a?ggle i J3970-03 071118-DBRI-F-D-S
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
Quant Title : 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]
unknown6.71 6.71 51.9 ng 597183 1 6.92 230126 20.0
Triethyl citrate 10.64 3.1 ng 42721 3 9.98 276290 20.0
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