LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109393.D

Aca On : 27 Sep 2018 17:57

Operator : JU/SJ

Sample : J5066-11

Misc :

ALS Vial : 16 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-BF092218 .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 4.892 474 A77 486 rBV 46302 55273 3.06% 0.320%
2 5.316 545 549 552 rBVY 1662043 1479313 81.77% 8.566%
3 6.345 719 724 729 rBVY 1690775 1649058 91.15% 9.549%
4 6.475 742 746 749 rBVY 1923534 1620912 89.60% 9.386%
5 6.704 782 785 789 rBV 776788 626898 34.65% 3.630%
6 6.863 808 812 815 rBVY 1512847 1219907 67.43% 7.064%
7 7.263 876 880 883 rBVY 1126585 991522 54.81% 5.741%
8 7.986 999 1003 1009 rBVY 1011877 804470 44.47% 4 .658%
9 9.063 1182 1186 1189 rBV 2239930 1809141 100.00% 10.476%
10 9.457 1249 1253 1263 rBVY 528198 440352 24.34% 2.550%

11 9.733 1297 1300 1304 rBV 1015065 898551 49.67% 5.203%
12 10.516 1430 1433 1446 rBV 1028044 1009585 55.80% 5.846%
13 11.210 1548 1551 1554 rBV 951537 850738 47.02% 4.926%

14 11.233 1554 1555 1559 rVB 58433 36200 2.00% 0.210%
15 11.745 1639 1642 1647 rBV3 20106 23904 1.32% 0.138%
16 12.415 1753 1756 1760 rBV 77293 72786 4.02% 0.421%
17 12.645 1790 1795 1798 rBV 71785 73413 4._.06% 0.425%
18 12.792 1816 1820 1824 rVB 1664146 1431100 79.10% 8.287%
19 13.710 1973 1976 1987 rVB6 37885 76518 4.23% 0.443%
20 13.839 1993 1998 2001 rBV 831573 788489 43.58% 4 _566%
21 13.862 2001 2002 2005 rVB 39418 21472 1.19% 0.124%
22 14.321 2078 2080 2083 rBV2 26109 21949 1.21% 0.127%
23 14.621 2128 2131 2136 rVB 32980 34620 1.91% 0.200%
24 14.845 2165 2169 2179 rBV2 39027 89855 4._.97% 0.520%
25 14.933 2181 2184 2189 rVB2 54886 64609 3.57% 0.374%
26 15.121 2213 2216 2222 rVB 30960 36202 2.00% 0.210%
27 15.180 2222 2226 2231 rBV 28401 38177 2.11% 0.221%
28 15.239 2231 2236 2240 rVV 647055 744263 41.14% 4_.310%
29 15.280 2240 2243 2247 rVB 49712 66978 3.70% 0.388%
30 15.686 2307 2312 2317 rBV 57765 82280 4 _55% 0.476%
31 16.145 2386 2390 2396 rBV2 37392 63957 3.54% 0.370%
32 16.692 2478 2483 2488 rVB4 25346 46988 2.60% 0.272%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109393.D

Aca On : 27 Sep 2018 17:57

Operator : JU/SJ

Sample : J5066-11

Misc :

ALS Vial : 16 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 17269480
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109393.D

Aca On : 27 Sep 2018 17:57

Operator : JU/SJ

Sample - J5066-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF109393.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109393.D

Aca On : 27 Sep 2018 17:57

Operator : JU/SJ

Sample - J5066-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.47 Concentration Rank 1

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

6.47 51.71 ng 1620910 1,4-Dichlorobenzene-d4 6.70
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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 745 (6.469 min): BF109393.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 510 [ o e Tk 640 6k0 6B0
0..,....,....,...:','.'...,....,.!..,....,....,....,.'!..,....,....,'...,.... m/z 68.10 45.48%
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 IREBE ARSI S
6.20 6.40 6.60 6.80
210 510 m/z 134.00 31.83%
A R AL R RS A AR R LA AR AR KARA RARN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
" 620 6.40 6.60 6.80
5000 m/z 66.00 28 .56%
104.0
ol 140 270 300 510 660770 590 | 1150 “
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 i
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R REEEE e s B
132.0 6.20 6.40 6.60 6.80
m/z 69.05 19.23%
5000 67.0
41.0 97.0
53.0
‘ ‘ 79.0 ‘ 117.0
0'W'”W'”W'”Lj”wmnﬂmtm“U#”'W”MW“”I”LI”””M”P'” IREBERAREE RS LRSS S
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\BF092718\
Data File : BF109393.D

Aca On : 27 Sep 2018 17:57

Operator : JU/SJ

Sample - J5066-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 4 Triacontane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.69 2.21 ng 82280 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane. 11-(1l-ethvlpropvl)- 366 C26H54 055282-11-6 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Octadecane, 1-iodo- 380 C18H37I1 000629-93-6 86

Abundance Scan 2313 (15.692 min): BF109393.D (-2307) (-) m/z 57.05 100.00%
57.0
5000
1410 18512171 a6 1540 1560 1560 16,00
0 m/z 71.10 73.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 LI IS B SULRLN B
1540 15.60 15.80 16.00
99.0 m/z 43.05 59.93%
0260 | || ,| | 1410 1830 2250 267.0 3090 3510 4220
m/z--> 50 100 1éo 260 250 300 350 400
Abundance #194493: Hexacosane
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.10 52.70%
99.0
oLl |y, Lo 1830 2250 267.0 309.0 367.0
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- T
43.0 15.40 15.60 15.80 16.00
m/z 69.10 23.03%
5000 85.0
ol L L1 f270 1690 2250 26402950 3370
m/z--> 50 100 1éo 200 250 300 350 400 1540 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF092718\
Data File : BF109393.D

Acq On : 27 Sep 2018 17:57

Operator : JU/SJ

Sample - J5066-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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 .47 6.47 51.7 ng 1620910 1 6.70 626898 20.0
Triacontane 15.69 2.2 ng 82280 6 15.24 744263 20.0
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