LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091418\

Data File : BF109008.D

Aca On : 14 Sep 2018 21:19 Instrument :

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

3?22'6 : J4892-11 PR-MW-04-091218

ALS Vial : 17 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-BF091418 .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 4.895 432 435 443 rVB 46683 54698 1.29% 0.184%
2 5.319 503 507 510 rBVY 1591353 1353384 32.02% 4 .544%
3 6.342 677 681 694 rBY 1091957 900763 21.31% 3.025%
4 6.483 701 705 709 rBVY 2688131 2660853 62.95% 8.935%
5 6.719 741 745 748 rBVY 1212141 940642 22.25% 3.159%
6 6.878 767 772 775 rBVY 3028893 2548118 60.29% 8.556%
7 7.278 835 840 843 rBVY 2154364 2216471 52.44% 7.443%
8 8.001 959 963 966 rBY 1495674 1229797 29.10% 4_.130%
9 9.077 1141 1146 1149 rBV 4384878 3965402 93.82% 13.315%
10 9.466 1209 1212 1216 rBV 608103 526131 12.45% 1.767%

11 9.748 1256 1260 1264 rBV2 1635964 1448131 34.26% 4._.863%
12 10.536 1389 1394 1397 rBV 2612288 2552837 60.40% 8.572%
13 11.224 1507 1511 1515 rBV 1784808 1525841 36.10% 5.124%
14 11.765 1600 1603 1611 rBV2 100040 95702 2.26% 0.321%
15 12.812 1776 1781 1784 rVB 4377609 4226659 100.00% 14.193%

16 13.718 1931 1935 1950 rBV2 236489 396107 9.37% 1.330%
17 13.848 1953 1957 1961 rBV 1492996 1369322 32.40% 4 .598%
18 14.342 2038 2041 2054 rBV 99715 103666 2.45% 0.348%

19 14.636 2088 2091 2096 rVB 56595 51746 1.22% 0.174%
20 14.706 2099 2103 2106 rVvVv 46013 43634 1.03% 0.147%
21 14.954 2141 2145 2149 rBV 74631 75287 1.78% 0.253%
22 15.254 2190 2196 2201 rBVY 1026516 1170546 27.69% 3.931%
23 15.306 2201 2205 2211 rVB 77995 92360 2.19% 0.310%
24 15.712 2269 2274 2279 rBV 67083 93491 2.21% 0.314%
25 16.177 2347 2353 2362 rBV 48653 86994 2.06% 0.292%
26 16.724 2440 2446 2455 rVB2 25457 52164 1.23% 0.175%
Sum of corrected areas: 29780746
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091418\

Data File : BF109008.D

Aca On : 14 Sep 2018 21:19

Operator : JU/SJ

ﬁ?ggle i J4892-11 PR-MW-04-091218
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF109008.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091418\

Data File : BF109008.D

Aca On : 14 Sep 2018 21:19

Operator : JU/SJ

ﬁ?ggle i J4892-11 PR-MW-04-091218
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown6.48 Concentration Rank 1

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

6.48 56.58 ng 2660850 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 704 (6.478 min): BF109008.D (-701) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 ISR R R A
400 540 ‘ 6.20 6.40 6.60 6.80
Oy e 880 Ly 1180 m/z 68.10 45.41%
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 IS R R
6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 31.53%
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
620 640 6.60 6.80
5000 m/z 66.10 28.68%
104.0
ol 140 270 390 510 00770 g90 || 150 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal — e e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.28%
5000 67.0
41.0 97.0
53.0
‘ 79.0 117.0
0'W'”W'”W'”AJ”'ﬂ“'P“HPLUﬁ”'PJ”P'”P'iP'””t“" ISR R R A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091418\
Data File : BF109008.D

Aca On : 14 Sep 2018 21:19

Operator : JU/SJ

Sample : J4892-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.72 5.79 ng 396107 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 87
2 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 81
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 80
4 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 76
5 n-Tetracosanol-1 354 C24H500 000506-51-4 76
Abundance Scan 1935 (13.718 min): BF109008.D (-1931) (-) m/z 57.10 100.00%
57.1
97.0
5000
39.1 239.2 13.40 13.60 13.80 14.00
0 LA 18t A e m/z 43.05 84.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
54.0
5000 9r.0 AU A SRR
13.40 13.60 13.80 14.00
m/z 83.10 73.37%
o0l23 1 l 139.0 1820 2230  280.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate
510 970
13.40 13.60 13.80 14.00
5000 { m/z 55.05 69.85%
39.0
ol260] | lllik |, 182.0 2220 266.0 3110 412.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester R R R EEEE T
43.0 13.40 13.60 13.80 14.00
83.0 m/z 71.10 62.33%
5000
rzao
o B Y O
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF091418\

Data File : BF109008.D

Acq On : 14 Sep 2018 21:19

Operator : JU/SJ

ﬁ?ggle i J4892-11 PR-MW-04-091218
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418_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]
unknown6 .48 6.48 56.6 ng 2660850 1 6.72 940642 20.0
5-Eicosene, (E)- 13.72 5.8 ng 396107 5 13.85 1369320 20.0
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