LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082918\

Data File : BF108616.D

Aca On : 29 Aug 2018 20:34 Instrument :
Operator : JU/SJ BNA_F

Sample  : J4683-09 UGl
Misc i 082718-DBRI-F-D-B
ALS Vial : 24 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
1 5.630 557 560 593 rBV 337509 857866 20.09% 3.813%
2 6.624 726 729 750 rBV 285396 683893 16.02% 3.040%
3 6.766 750 753 778 rVB 1427507 1960491 45.91% 8.713%
4 7.001 789 793 815 rVB 474729 723178 16.94% 3.214%
5 7.154 815 819 850 rBVY 2553302 2822234 66.10% 12.543%

7.566 884 889 912 rBV 1876443 2410938 56.46% 10.715%
8.283 1007 1011 1036 rBV 603022 881373 20.64% 3.917%
9.354 1189 1193 1209 rBV 4137898 4269873 100.00% 18.977%
9.742 1256 1259 1274 rBV 222735 272869 6.39% 1.213%
10.042 1306 1310 1332 rVB 822004 899416 21.06% 3.997%

=
QO ~NO®

11 10.695 1418 1421 1432 rBV 155833 143364 3.36% 0.637%
12 10.836 1441 1445 1458 rBV 1165751 1409438 33.01% 6.264%
13 11.536 1561 1564 1579 rBV 632252 761570 17.84% 3.385%
14 12.595 1738 1744 1766 rBvV4 52463 170192 3.99% 0.756%
15 13.124 1829 1834 1845 rBV 3022646 2737649 64.12% 12.167%

16 14.195 2012 2016 2023 rBV 655470 688569 16.13% 3.060%

17 15.030 2154 2158 2162 rBVY 62494 61288 1.44% 0.272%

18 15.712 2270 2274 2276 rBVY 32234 45144 1.06% 0.201%

19 15.747 2276 2280 2292 rVB 453453 652704 15.29% 2.901%

20 16.183 2349 2354 2359 rBvVY 30680 47676 1.12% 0.212%
Sum of corrected areas: 22499725
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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:\SVOASRV\HPCHEM1I\BNA F\DATA\BF082918\

- BF108616.D

: 29 Aug 2018 20:34

: Ju/sd

: J4683-09

- 24 Sample Multiplier: 1

= ASP BNA STANDARDS FOR 5 POINT

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

CALIBRATION

: Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF080818.M

082718-DBRI-F-D-B

Abundance
4000000

3000000

2000000

1000000

TIC: BF108616.D

6.77

7.15

7.57

Time-->

!

T
5.00

T
5.50

Abundance
4000000

3000000

2000000

1000000

0

10.04

TIC: BF108616.D

10.84

10.69

11.54

12.59

13.12

Time-->

10.00

10.50 11.00

11.50

12.00

L

T
12.50

T
13.00

Abundance
4000000

3000000

2000000

1000000

14.19
15.75

15.03 1@&}

TIC: BF108616.D

16.18

045
Time--> 13.

o I
14.50 15.00

T
15.50

T T
50 14.00

16.00

16.50

I T
17.00 17.50

=TT
18.00

Tt
18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082918\

Data File : BF108616.D

Aca On : 29 Aug 2018 20:34

Operator : JU/SJ

ﬁ?ggle i J4683-09 082718-DBRI-F-D-B
ALS Vial : 24 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 54.22 ng 1960490 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-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 754 (6.772 min): BF108616.D (-750) (-) m/z 132.00 100.00%

132.0
5000 68.1

400 540 || 9? 6.40 6.60 6.80 7.00 7.20
Obr el £80 L300 Nl Tm/z 68.10  42.40%

78.0 6.0
m/z--> 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 R e
6.40 660 6.80 7.00 7.20

31.0 51.0 m/z 134.00 32.73%

0.,....,l...'!-,.!..,”...,...!i..?P,Q...,....,..I.,....,....,'...,..
m/z--> 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

5000 m/z 66.10 27 .91%
33.0 44.0 0.0 105.0
007 00 | Lo |
) MRS USRS VRS FPRMNIPSNEN L PN N W M 2 SRR} R
m/z--> 20 30 40 50 60 70 80 9 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile R R R S
132.0 640 660 680 700 720

m/z 69.10 17.06%

5000
92.0
65.0
o 0 sto 0 7m0 | w80y, |
0.“.”,”.w.”.“.”,””,”.w.”.“.”,”.w.”.“.”,....

m/z--> 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\BF082918\

Data File : BF108616.D

Aca On : 29 Aug 2018 20:34

Operator : JU/SJ

ﬁ?ggle i J4683-09 082718-DBRI-F-D-B
ALS Vial : 24 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 3 Triethyl citrate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.69 3.19 ng 143364 Acenaphthene-d10 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 90
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 64
3 3-Chloro2-fluorobenzoic acid. 4-... 370 C21H32CIF02 1000338-64-7 45
4 Quinoline. 4.8-dimethvl- 157 C11H1i1IN 013362-80-6 40
5 3-Chloro2-fluorobenzoic acid, 4-... 384 C22H34CIF02 1000338-65-1 36
Abundance Scan 1420 (10.689 min): BF108616.D (-1418) (-) m/z 157.00 100.00%
157.0
5000
43.0 115.0
87.0 203.0 10,40 10.60 10.80 11.00
Obrrrprrretibreber kb e e e e e e || M7z 115,00 42.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
29.0 A BARRARARENLRRER RS
5000 115.0 10,40 10.60 10.80 11.00
203.0 m/z 43.00 34.81%
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 87.00 11.94%
87.0
\ ‘ I Ly | 18§0
0 N ‘|‘||‘| ||M|| le\” I— o s o L e e e SV
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #196758: 3-Chloro2-fluorobenzoic acid, 4-tetradecyl ester L e ILLELELE B e
157.0 10.40 10.60 10.80 11.00
m/z 111.00 11.52%
5000
196.0
43.0 wo‘ﬂo 129.0 229.0
0||||||||||‘l‘||”‘||l|||‘||‘||”::||||‘||||‘||||‘||||||||||||||||| S N . U —
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\BF082918\

Data File : BF108616.D

Aca On : 29 Aug 2018 20:34

Operator : JU/SJ

ﬁ?ggle i J4683-09 082718-DBRI-F-D-B
ALS Vial : 24 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 4 1-Octadecanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.59 4_47 ng 170192 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 91
2 n-Heptadecanol-1 256 C17H360 001454-85-9 91
3 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
4 3-Chloropropionic acid. heptadec... 346 C20H39CI102 1000283-05-1 91
5 Cyclotetradecane 196 C14H28 000295-17-0 91
Abundance Scan 1743 (12.589 min): BF108616.D (-1738) (-) m/z 55.10 100.00%
54.1
83.1
5000
111.1
207.1 12.20 12.40 12.60 12.80 13.00
o} m/z 43.00 79.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119523: 1-Octadecanol
580 oo
5000 LRI NUSR SUNIA
12.20 12.40 12.60 12.80 13.00
29.0 m/z 57.10 75 .25%
o | 1390 168.0 106.0 224.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107662: n-Heptadecanol-1
55.0 83.0
12.20 12.40 12.60 12.80 13.00
5000 m/z 83.10 75 .05%

29.0

139.0 168.0 210.0 238.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127769: 5-Eicosene, (E)- T Raa o
55.0 12.20 12.40 12.60 12.80 13.00
m/z 69.10 66.72%
83.0
5000
29.0
0 ‘ 1l 139.0 167.0 196.0 223.0 252.0 280.0
S ) -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80 13.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082918\

Data File : BF108616.D

Acq On : 29 Aug 2018 20:34

Operator : JU/SJ

ﬁ?ggle i J4683-09 082718-DBRI-F-D-B
ALS Vial : 24 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .77 6.77 54_.2 ng 1960490 1 7.00 723178 20.0
Triethyl citrate 10.69 3.2 ng 143364 3 10.04 899416 20.0
1-Octadecanol 12.59 4.5 ng 170192 4 11.54 761570 20.0
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