LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\

Data File : BF097166.D

Aca On - 28 Jul 2017 20:58 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22Ie : 14465-01 10X B

ALS Vial : 10 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-BF072517.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

4.616 458 464 469 rBV3 16875 28703 2.86% 0.416%
5.087 541 544 562 rBV 192961 293273 29.26% 4.246%
rBv 209841 308212 30.75% 4.462%
6.263 741 744 751 rVB 312944 315686 31.49% 4_570%
6.486 778 782 791 rVB 886362 777629 77.58% 11.258%
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6.639 805 808 817 rVvB 260149 236774 23.62% 3.428%
7.051 875 878 886 rBvV 177019 172577 17.22% 2.498%
rBvV 1203289 1002405 100.00% 14.512%
8.845 1180 1183 1189 rBV 373623 292636 29.19% 4.237%
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1 9.245 1249 1251 1257 rVB 58143 52680 5.26% 0.763%
11 9.445 1280 1285 1288 rBv4 10110 16790 1.67% 0.243%
12 9.516 1293 1297 1301 rBV 974784 861436 85.94% 12.471%
13 9.945 1364 1370 1372 rBV 104713 91615 9.14% 1.326%
14 10.186 1407 1411 1418 rBV3 8328 13096 1.31% 0.190%
15 10.298 1427 1430 1436 rBV 127219 119233 11.89% 1.726%
16 10.439 1451 1454 1462 rVB2 15956 21608 2.16% 0.313%
17 10.886 1527 1530 1532 rVB 15029 11909 1.19% 0.172%
18 10.986 1543 1547 1551 rBV 741641 634513 63.30% 9.186%
19 11.310 1597 1602 1609 rVB5 11555 16374 1.63% 0.237%
20 11.404 1615 1618 1623 rBV 32375 30027 3.00% 0.435%
21 11.716 1668 1671 1673 rBV2 11047 12630 1.26% 0.183%
22 12.057 1724 1729 1731 rBV6 6884 13673 1.36% 0.198%
23 12.086 1731 1734 1736 rVV 116940 107505 10.72% 1.556%
24 12.104 1736 1737 1741 rVB 76857 60899 6.08% 0.882%
25 12.198 1749 1753 1756 rVB 35470 36228 3.61% 0.524%
26 12.251 1756 1762 1764 rBV6 9569 19839 1.98% 0.287%
27 12.421 1786 1791 1793 rBV 26777 34295 3.42% 0.497%

28 12.568 1811 1816 1820 rBV 237523 217509 21.70% 3.149%
29 13.610 1989 1993 1997 rBV 646757 653326 65.18% 9.459%
30 14.962 2219 2223 2228 rBV 416505 454208 45.31% 6.576%

Sum of corrected areas: 6907288
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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:\HPCHEM1\BNA F\DATA\BF072817\
BF097166.D

28 Jul 2017 20:58

SJ/Ju

14465-01 10X

10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097166.D

Aca On 28 Jul 2017 20:58

Operator : SJ/JU

Sample = 14465-01 10X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 unknown6.26 Concentration Rank 1

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

6.26 8.12 ng 315686 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 743 (6.257 min): BF097166.D (-741) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 sio || i | "6 620 640 660
o | VI NG 1! P T — | R— m/z 68.10 48.10%
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 R
5000 U U U I
6.00 6.20 6.40 6.60
310 510 ‘ m/z 134.00 30.33%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
600 6.20 640 6.60
5000 67.0 m/z 66.00 29.03%
41.0 97.0
53.0
79.0 117.0
Wmﬁwﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole S N0 A WY W —
132.0 6.00 6.20 6.40 6.60

m/z 69.00 16.15%

5000

104.0
66.0
140 27.0 390 510 7 710 g95 | 1150 |

N S W -1 S M2 B . SN &S 1 VA N

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 640 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097166.D

Aca On 28 Jul 2017 20:58

Operator : SJ/JU

Sample = 14465-01 10X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 1-Tetradecyne Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.09 3.39 ng 107505 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetradecvne 194 C14H26 000765-10-6 91
2 1-Tridecvne 180 C13H24 026186-02-7 91
3 9-Octadecvne 250 C18H34 035365-59-4 90
4 8-Hexadecvne 222 C16H30 019781-86-3 87
5 7-Heptadecyne, 17-chloro- 270 C17H31CI 056554-75-7 86

Abundance Scan 1735 (12.092 min): BF097166.D (-1731) (-) m/z 67.05 100.00%

.0

5000

11.80 12.00 12.20 12.40
m/z 55.00 91.60%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56478: 1-Tetradecyne
.0

11,80 12.00 12.20 12.40
109.0 m/z 81.10 81.19%

. 137.0 165.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

5000

Abundance
81.0
ntmaahimii et
43.0 11.80 12.00 12.20 12.40
5000 m/z 41.05 77.13%
109.0
15.0 62.0 137.0 165.0
LAV AN 22
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #102606: 9-Octadecyne A EERRE RS
550 | 810 11.80 12.00 12.20 12.40
m/z 54.00 52_71%
5000{ o
109.0
‘ 137.0
el b Ll 1660 1930 2500
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 11.80 12.00 12.20 12.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072817\
Data File : BF097166.D

Acq On 28 Jul 2017 20:58

Operator : SJ/JU

Sample = 14465-01 10X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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 .26 6.26 8.1 ng 315686 1 6.49 777629 20.0
1-Tetradecyne 12.09 3.4 ng 107505 4 10.99 634513 20.0
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