LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\

Data File : BF108578.D

Aca On : 29 Aug 2018 2:01 Instrument :
Operator : JU/SJ gmgigamlem'
3?22 le J4656-01 082418-SIDIF-)F-D-B
ALS Vial : 25 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-BF080818 .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

5.237 490 493 502 rBvV 28164 44351 1.48% 0.252%
5.643 558 562 584 rBV 241289 630372 21.03% 3.582%
rBv 185964 457587 15.26% 2.600%
6.772 750 754 778 rVV 1118584 1448961 48.33% 8.232%
7.001 789 793 815 rVB 474533 599656 20.00% 3.407%
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7.154 815 819 843 rBV 2035279 2214035 73.85% 12.579%
7.566 884 889 911 rBV 1416562 1766722 58.93% 10.038%
8.284 1007 1011 1028 rBV 583879 690751 23.04% 3.925%
9.354 1189 1193 1208 rBV 3236669 2997820 100.00% 17.032%
9.748 1256 1260 1270 rBV 107867 125599 4._.19% 0.714%

=
QO ~NO®

11 10.042 1307 1310 1322 rVB 734423 688368 22.96% 3.911%
12 10.701 1418 1422 1427 rBV 82012 79268 2.64% 0.450%
13 10.836 1441 1445 1458 rBV 1037400 1013193 33.80% 5.757%
14 11.536 1561 1564 1573 rBV 633604 641155 21.39% 3.643%
15 13.124 1830 1834 1837 rBV 3013732 2578729 86.02% 14.651%

16 14.024 1980 1987 2003 rBV3 55561 146394 4._.88% 0.832%
17 14.195 2012 2016 2024 rBV 784781 760601 25.37% 4.321%

18 15.030 2154 2158 2165 rBVY 38577 40273 1.34% 0.229%

19 15.748 2271 2280 2287 rBVY 431460 639661 21.34% 3.634%

20 16.189 2352 2355 2361 rVvB4 22428 37216 1.24% 0.211%
Sum of corrected areas: 17600712
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082818\

Data File : BF108578.D

Aca On : 29 Aug 2018 2:01

Operator : JU/SJ

ﬁ?ggle i J4656-01 082418-SIDI-F-D-B
ALS Vial :© 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818.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: BF108578.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082818\

Data File : BF108578.D

Aca On : 29 Aug 2018 2:01

Operator : JU/SJ

ﬁ?ggle i J4656-01 082418-SIDI-F-D-B
ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.77 Concentration Rank 2

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

6.77 48.33 ng 1448960 1,4-Dichlorobenzene-d4 7.00
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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 754 (6.772 min): BF108578.D (-750) (-) m/z 132.00 100.00%
13R.0 A
5000 68.1
96.1
40.0 540 ‘ 6.40 6.60 6.80 7.00 7.20
o..,....,....,...:I'.'...,:...,::.'.|,....,?‘?.9,..!.,.110.7.,1....,....,'...,.. m/z 68.10 44_85%
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
6.40 6.60 6.80 7.00 7.20
310 510 m/z 134.00 32.93%
0'w'“'w'“J“Jh'L'M'“l“'h'“'w“'w'“l“'w'“'w'“|“'w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 28.78%
104.0
ol 140 270 390 510 000 77.0 g90 || 150 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 18.12%
5000
33.0 44.0 0.0 105.0
0"I”"P"W'L”I'L“Iﬁqﬂ*'“l:”llﬁgﬂ"il'”hl”"P"W"” T AR R SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082818\

Data File : BF108578.D

Aca On : 29 Aug 2018 2:01

Operator : JU/SJ

ﬁ?ggle i J4656-01 082418-SIDI-F-D-B
ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 3 Triethyl citrate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.70 2.30 ng 79268 Acenaphthene-d10 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 87
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 64
3 1-Amino-2-methvInaphthalene 157 C11H11N 002246-44-8 40
4 Quinoline. 2.4-dimethvl- 157 C11H1i1IN 001198-37-4 36
5 Piperazine-1l-carboxylic acid, 4-... 396 C14H18CI2N205S 1000303-80-3 33
Abundance Scan 1422 (10.701 min): BF108578.D (-1418) (-) m/z 157.10 100.00%
157.1
5000
115.1
43.0 U AL B
87.0 203.1 10.40 10.60 10.80 11.00
o} NP6y S S G — m/z 115.10 34.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
5000 29.0 T ""I""IA"'I""I
115.0 10,40 10.60 10.80 11.00
203.0 m/z 43.00 18.83%
ob | 6o.0 8.0 | | 2310 2170
m/z--> 25 40 60 85 100 120 150 160 180 200 220 240 260 280
Abundance #73862: Ethylmalonic acid dipropy! ester
157.0
10.40 10.60 10.80 11.00
5000 43.0 115.0 m/z 203.10 9.66%
87.0
I Ly | 18§0
0 N ‘|‘||‘| ||M|| ||‘|| . o e B o o NEMEEURU
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29219: 1-Amino-2-methylnaphthalene e L A
157.0 10.40 10.60 10.80 11.00
m/z 111.00 8.95%
5000
0l 27.0 510 Wolmolﬁq
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082818\

Data File : BF108578.D

Aca On : 29 Aug 2018 2:01

Operator : JU/SJ

ﬁ?ggle i J4656-01 082418-SIDI-F-D-B
ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.02 3.85 ng 146394 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 91
Abundance Scan 1986 (14.018 min): BF108578.D (-1980) (-) m/z 43.00 100.00%
43.0/ 83.0
5000
25.1 RIS DAL SN BRI B
| | 190.9 2811 13.80 14.00 14.20 14.40
ob—s ey e m/z 57.05 97.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
580 oo g
5000 L SIS BRI B B
Bmmmmmmm
m/z 55.00 92.45%
‘ P3go
olod { LI I L) E7S 1820 2240 2660
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol
430 &30
13.I80 14.'00 14.'20 14.'40
5000 m/z 83.05 86.54Y%
25.0
0 .‘J ) A J J\ J\ i %670 210.0 280.0
m/z--> éo 100 1%0 260 250 300 3%0 460
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57.0 13.80 14.00 14.20 14.40
97.0 m/z 97.10 75.18%
5000
169.0
o260 | || ‘u #3*?0 |, 2190 2550 406.0
m/z--> éo 160 150 200 2éo 360 3%0 460 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082818\

Data File : BF108578.D

Acg On : 29 Aug 2018 2:01

Operator : JU/SJ

ﬁ?ggle i J4656-01 082418-SIDI-F-D-B
ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 .77 6.77 48.3 ng 1448960 1 7.00 599656 20.0
Triethyl citrate 10.70 2.3 ng 79268 3 10.04 688368 20.0
1-Heneicosanol 14.02 3.9 ng 146394 5 14.19 760601 20.0
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