LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF011717\

Data File : BF092330.D

Aca On : 17 Jan 2017 21:55 Instrument :

Operator : UM/SJ BNA_F

Sample - 11242-02 ClientSampleld :

Vi : JAMAICAFB-3-11317
isc :

ALS Vial : 14 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-BF122116.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 4 .656 249 251 263 rBV 346694 530776 8.21% 1.326%
2 5.136 291 293 308 rBVY 1599752 2054196 31.77% 5.130%
3 6.210 386 387 395 rBV 718164 1225362 18.95% 3.060%
4 6.324 395 397 400 rBVY 4257521 4138088 63.99% 10.335%
5 6.553 415 417 422 rBV 996445 966637 14.95% 2.414%

6.713 428 431 433 rBV 2674028 3737401 57.80% 9.334%
7.124 464 467 470 rBV 2879240 2921907 45.19% 7.297%
7.845 527 530 532 rBV 1295379 1608472 24.87% 4.017%
8.919 621 624 627 rBVY 5780761 5899872 91.24% 14.735%
9.582 680 682 685 rBVY 1660533 1796239 27.78% 4._.486%

=
QO ~NO®

11 10.382 749 752 754 rBV2 2616854 3683051 56.96% 9.198%
12 11.068 809 812 814 rBV 1317521 1792065 27.71% 4._.476%
13 12.656 947 951 953 rBV 4851531 6466518 100.00% 16.150%
14 13.685 1039 1041 1044 rBV 1175260 1549211 23.96% 3.869%
15 15.045 1157 1160 1162 rBV 886013 1152502 17.82% 2.878%

16 15.434 1191 1194 1198 rVB 47729 76570 1.18% 0.191%

17 15.845 1227 1230 1236 rVB 57605 95826 1.48% 0.239%

18 16.325 1268 1272 1276 rBV 39279 86001 1.33% 0.215%

19 16.885 1316 1321 1327 rVB 42386 110099 1.70% 0.275%

20 17.537 1374 1378 1385 rBV 30349 80827 1.25% 0.202%

21 18.326 1442 1447 1455 rVB4 20388 68344 1.06% 0.171%
Sum of corrected areas: 40039964
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\
Data File : BF092330.D

Aca On : 17 Jan 2017 21:55

Operator : UM/SJ

Sample : 11242-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

JAMAICAFB-3-11317

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF092330.D

5.14

4.66
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6.21

6.71

7.12

0
Time-->

2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50

T
6.00
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5000000

4000000

3000000

2000000

1000000

0

TIC: BF092330.D

10.38

9.58
7.84 11.07

12.66

Time-->

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

12.00

12.50

13.00 13.50

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF092330.D

8.69
15.05

15.43 15.85 16.33 16.89 17.54

18.33

0
Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\
Data File : BF092330.D

Aca On : 17 Jan 2017 21:55

Operator : UM/SJ

Sample : 11242-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

4._.66 10.98 ng 530776 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 251 (4.656 min): BF092330.D (-249) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 R L o = P
83.1 440 4.60 4.80 5.00
e e e e e e e e m/z 59.10 58.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LIS I L L L L L L
59.0 4.40 4.60 4.80 5.00
0
150 4, 1010 m/z 101.00 20.44%
..q”t,”mﬂ.mm”.“uw.”q“.fﬁqlnu”.”“”.“”q.”q“.q
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
e ERaaERE e
57.0 440 4.60 4.80 5.00
5000 m/z 58.00 14 .81%
20.0 101.0
15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester E  ERmaERE sy B S
59.0 440 4.60 4.80 5.00
m/z 41.10 9.41%
5000 41.0 /k
T <Y 1260 1420
R B R L RAAARamasEamar b B e EEmsERES SRS S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\

Data File : BF092330.D

Aca On 17 Jan 2017 21:55

Operator : UM/SJ

a?ggle i 11242-02 JAMAICAFB-3-11317
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.32 Concentration Rank 1

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

6.32 85.62 ng 4138090 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 397 (6.324 min): BF092330.D (-395) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 USRS SRR AR
40.0 54.0 6.00 6.20 6.40 6.60
..,....,....,...:,".'...,::..,.:.-.|,..':.,??;9,..!.,}97.-,0....,...., I m/z 68.10 42.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SN SRR LRSS SRR
6.00 6.20 6.40 6.60
310 510 ‘ m/z 134.00 33.58%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.00 620 6.40 6.60
5000 m/z 66.10 25.82%
104.0
140 270 39.0 510 00770 o9, 115.0
wwwwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine R Rmams s
132.0 6.00 6.20 6.40 6.60
m/z 69.05 16.49%
97.0
5000 0.0
31.0 52.0
| H ! 86.0 . 11§ 0 !
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 620 6.40 6.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF011717\

Data File : BF092330.D

Acq On : 17 Jan 2017 21:55

Operator : UM/SJ

a?ggle i 11242-02 UAMAICAFB-3-11317
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEMI\BNA_F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.66 11.0 ng 530776 1 6.55 966637 20.0
unknown6 .32 6.32 85.6 ng 4138090 1 6.55 966637 20.0
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