LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082718\

Data File : BF108534.D

Aca On : 28 Aug 2018 2:48 Instrument :
Operator : JU/SJ gﬁgiéamlem'
3?22 le J4659-07 082218-SIDIF-)E-U-B
ALS Vial : 36 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

5.625 555 559 572 rBV 1002187 951357 24.68% 4_575%
6.613 724 727 731 rBV 726981 619345 16.07% 2.979%
rBvV 2094209 1869066 48.49% 8.989%
6.995 789 792 796 rBV 707520 654099 16.97% 3.146%
7.154 815 819 823 rBV 2935870 2745680 71.23% 13.204%
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6 7.566 883 889 892 rBV 2116994 2218482 57.55% 10.669%
7 8.284 1007 1011 1026 rBV 848624 774932 20.10% 3.727%
8 9.360 1189 1194 1197 rBV 3977885 3854773 100.00% 18.538%
9 9.742 1256 1259 1267 rVB 81129 70482 1.83% 0.339%
10 10.042 1307 1310 1324 rVB2 855036 762732 19.79% 3.668%
11 10.701 1419 1422 1425 rBV 96203 81133 2.10% 0.390%

12 10.836 1441 1445 1458 rBV 1299138 1250590 32.44% 6.014%
13 11.536 1560 1564 1572 rBV 759060 661049 17.15% 3.179%
14 13.124 1829 1834 1837 rBV 3375556 2947686 76.47% 14.176%
15 14.066 1987 1994 2004 rBV5 31806 116474 3.02% 0.560%

16 14.189 2011 2015 2023 rBV 784156 711345 18.45% 3.421%
17 15.742 2272 2279 2287 rVB2 333136 504628 13.09% 2.427%

Sum of corrected areas: 20793853
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108534.D

Aca On : 28 Aug 2018 2:48

Operator : JU/SJ

ﬁ?ggle i J4659-07 082218-SIDI-E-U-B
ALS Vial : 36 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

Abundance TIC: BF108534.D
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3500000 1312
3000000
2500000
2000000
1500000 10.84

1000000 8.28 10.04 11.54

500000
k 9.74 10.7
0 A A

T
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF108534.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108534.D

Aca On : 28 Aug 2018 2:48

Operator : JU/SJ

ﬁ?ggle i J4659-07 082218-SIDI-E-U-B
ALS Vial : 36 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 1 unknown6.77 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.77 57.15 ng 1869070 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-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,2,3-Trifluorobenzene 132 C6H3F3 001489-53-8 9
Abundance Scan 754 (6.772 min): BF108534.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 510 || r i o1 b0 60 760 720
Obr et o el £ L3080 Wl Tm/z 68.10  40.68%
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 USRI SR N SRR N

640 6.60 6.80 7.00 7.20
m/z 134.00 34 .19%

31.0 51.0
0 [T _.7po .
R Bamas o L AR RRRRE RS SR S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
A B AR
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 26.44%
33.0 44.0 0.0 105.0
90 " q0 | | uso
o) JNRSESSN MUSPRNES VDN FYSSMMYIPINEN NS IS MG N HE L R 1
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile e .L, A
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 16.24%
5000
92.0
65.0
105.0
oL 270 390 510 | 770 o 117.0
e e e e e e e e e A L e ARE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 640 6.60 6.80 7.00 7.20
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Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108534.D

Aca On : 28 Aug 2018 2:48

Operator : JU/SJ

Sample : J4659-07

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Library Search Compound Report

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Triethyl citrate

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.70 2.13 ng 81133 Acenaphthene-d10 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 90
2 3-Chloro2-fluorobenzoic acid. 6-... 370 C21H32CIF02 1000338-64-9 45
3 3-Chloro2-fluorobenzoic acid. 4-... 370 C21H32CIF02 1000338-64-7 45
4 3-Chloro2-fluorobenzoic acid. 4-... 356 C20H30CIF02 1000338-64-4 45
5 Ethylmalonic acid dipropyl ester 216 C11H2004 001113-91-3 45
Abundance Scan 1422 (10.701 min): BF108534.D (-1419) (-) m/z 157.10 100.00%
157.1
5000
115.0
43.0 S BRSNS AR
87.0 203.1 10.40 10.60 10.80 11.00
o N PSS S S A S m/z 115.00 34.35Y%
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 S B B B
115.0 10,40 10.60 10.80 11.00
203.0 m/z 43.05 17.79%
ob | 6o.0 8.0 | | 2310 2170
m/z--> 25 40 60 85 100 120 150 160 180 200 220 240 260 280
Abundance #196760: 3-Chloro2-fluorobenzoic acid, 6-tetradecyl ester
157.0
10.40 10.60 10.80 11.00
5000 m/z 111.00 9.18%
196.0
97.0
0 ...,...ﬁ.?.‘:‘fﬁa“f,‘z...“,..‘..,1.?.‘9.?,....,...‘.‘,....‘,.... ST £ R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #196758: 3-Chloro2-fluorobenzoic acid, 4-tetradecy! ester o
157.0 10.40 10.60 10.80 11.00
m/z 203.10 8.86%
5000
196.0
43.0 wo‘ﬂo 129.0 229.0
0||||||||||‘l‘||”‘||l|||‘||‘||”::||||‘||||‘||||‘||||||||||||||||| N
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\BF082718\

Data File : BF108534.D

Aca On : 28 Aug 2018 2:48

Operator : JU/SJ

ﬁ?ggle i J4659-07 082218-SIDI-E-U-B
ALS Vial : 36 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 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.07 3.27 ng 116474 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 5-Fluoro-3-trifluoromethylbenzoi... 474 C27H42F402 1000338-91-1 91
Abundance Scan 1995 (14.072 min): BF108534.D (-1987) (-) m/z 83.10 100.00%
590 83.1
5000 111.2
208.1 281.1 13.80 14.00 14.20 14.40
0 m/z 55.05 99.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55,0 83.0
5000 SRR SR B B
13.80 14.00 14.20 14.40
m/z 43.05 92.28%
290 139.0 167 o
Obreryedie b -0 196.0 224.0 252.0 280.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
58,0 83.0
113.80 14.00 14.20 14.40
5000 m/z 57.00 90.41%
29.0
ok, 1390 167.0 106.0  238.0 266.0294.0
m/z--> 2'0 4'0 6|O 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 AR EREREEEEEE
57.0 83.0 13.80 14.00 14.20 14.40
m/z 97.10 88.70%
5000
29.0 139.0
o bl 167.0195.0222.0 250.0 280.0 308.0 336.0
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF082718\

Data File : BF108534.D

Acg On : 28 Aug 2018 2:48

Operator : JU/SJ

ﬁ?ggle i J4659-07 082218-SIDI-E-U-B
ALS Vial : 36 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 57.1 ng 1869070 1 7.00 654099 20.0
Triethyl citrate 10.70 2.1 ng 81133 3 10.04 762732 20.0
Behenic alcohol 14.07 3.3 ng 116474 5 14.19 711345 20.0
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