LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111717\
Data File : BF100674.D
Aca On 17 Nov 2017 14:24 Instrument :
Operator : SJ/JU EﬁAfs el

- _ lentosampleld :
3?22'6 : 16454-04 N-NARANJITO-S001-0001-02
ALS Vial : 12 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 3.481 235 237 247 rBV3 14393 39582 1.19% 0.149%
2 5.116 511 515 531 rBB 358367 553034 16.69% 2.076%
3 5.510 576 582 585 rBY 2664582 2942114 88.80% 11.046%
4 6.516 746 753 755 rBVY 2475585 3081095 92.99% 11.568%
5 6.657 771 777 780 rBVY 2699370 3036343 91.64% 11.399%

6.880 811 815 819 rVB 741525 596861 18.01% 2.241%
7.039 837 842 845 rVB 2471746 2316980 69.93% 8.699%
7.445 905 911 914 rBV 1795631 1993757 60.17% 7.485%
35176 35246 1.06% 0.132%
8.163 1028 1033 1036 rBvV 899700 780826 23.57% 2.931%
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11 9.239 1210 1216 1219 rBV 3312308 3313271 100.00% 12.439%
12 9.627 1277 1282 1285 rBV 552682 438869 13.25% 1.648%
13 9.915 1326 1331 1335 rBV 979000 862978 26.05% 3.240%
14 10.709 1458 1466 1469 rBV 1798945 1871306 56.48% 7.026%
15 10.809 1480 1483 1493 rVB 42151 46474 1.40% 0.174%

16 11.404 1580 1584 1587 rBV 1014560 862762 26.04% 3.239%
17 12.986 1848 1853 1857 rBV 2534134 2608950 78.74% 9.795%
18 13.868 2000 2003 2012 rBV2 45150 52815 1.59% 0.198%
19 14.039 2028 2032 2035 rBV 683246 585547 17.67% 2.198%
20 15.515 2277 2283 2292 rBV 454746 616959 18.62% 2.316%

Sum of corrected areas: 26635769
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF111717\

BF100674.D

17 Nov 2017 14:24

SJ3/JU

16454-04 N-NARANJITO-S001-0001-02
12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111717\

Data File : BF100674.D

Aca On 17 Nov 2017 14:24

Operator : SJ/JU

ﬁ?ggle : 16454-04 N-NARANJITO-S001-0001-02
ALS Vial : 12 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 18.53 ng 553034 1,4-Dichlorobenzene-d4 6.88
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 39
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9

Abundance Scan 516 (5.122 min): BF100674.D (-511) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 AR LR LR
| 83.0 | 480 5.00 5.20 5.40
o) SR FMIESSOEY | PREEScs t AMMMES HEMS m/z 59.10 56.10%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 T 5ho sk s
0
150 a0 1010 m/z 101.10 18.56%
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
570 480 500 520 540
5000 m/z 58.00 14.93%
20.0 101.0
0 150 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- s e
54.0 480 5.00 5.20 5.40
m/z 41.00 8.96%
5000
410 101.0
oL 150 30 Tls00, | 690 830 A
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540

8270-BF110817.M Mon Nov 20 12:42:05 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111717\

Data File : BF100674.D

Aca On 17 Nov 2017 14:24

Operator : SJ/JU

ﬁ?ggle : 16454-04 N-NARANJITO-S001-0001-02
ALS Vial : 12 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 unknown6.66 Concentration Rank 1

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

6.66 101.74 ng 3036340 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 778 (6.663 min): BF100674.D (-771) (-) m/z 132.00 100.00%
132.0
5000
68.1
———
400 540 | 96.0 6.40 6.60 6.80 7.00
o..,....,....,....,.-...,.:..,.:I-.'...-..,?‘?.9,..!.,.-:..,....,....,"...,.. m/z 134.00 34.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR AR R L L
6.40 6.60 6.80 7.00
2.0 510 m/z 68.10 27 .26%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
N RS LRSS SRR A
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 16.69%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole B e
132.0 6.40 6.60 6.80 7.00
m/z 96.00 10.38%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111717\

Data File : BF100674.D

Acq On : 17 Nov 2017 14:24

Operator : SJ/JU

ﬁ?ggle - 16454-04 N-NARANJITO-S001-0001-02
ALS Vial : 12 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 18.5 ng 553034 1 6.88 596861 20.0
unknown6 .66 6.66 101.7 ng 3036340 1 6.88 596861 20.0
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