LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG063018\

Data File : BG035540.D

Aca On : 30 Jun 2018 13:34 Instrument :

Operator : JU/SJ ?:II\:gﬁ(t;Sam ol

3‘?”'0'6 : J3757-07 062618-TIP(F2)-E-D-M
isc :

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 G\METHODS\8270-BG060718 .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 5.639 394 400 409 rBV 167782 271462 9.19% 2.383%
2 7.225 661 670 682 rBV 112955 213381 7.22% 1.873%
3 7.595 725 733 741 rBV2 309709 533502 18.06% 4.683%
4 8.065 806 813 820 rBV 113686 190135 6.44% 1.669%
5 8.388 861 868 876 rVB 453337 774772 26.22% 6.800%

9.222 1003 1010 1019 rBV 368636 668994 22.64% 5.872%
10.867 1283 1290 1298 rBV 149180 259632 8.79% 2.279%
13.305 1697 1705 1716 rBV 1093146 1752910 59.33% 15.385%
99585 148622 5.03% 1.304%
14.685 1932 1940 1949 rBV2 246188 414071 14.01% 3.634%
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11 15.966 2152 2158 2165 rBV 156291 195317 6.61% 1.714%
12 16.166 2184 2192 2202 rBV 614043 934155 31.62% 8.199%
13 17.423 2400 2406 2417 rBvV2 390293 598289 20.25% 5.251%
14 18.304 2550 2556 2560 rBv4 24514 35883 1.21% 0.315%
15 20.031 2843 2850 2857 rBV 2315472 2954652 100.00% 25.933%

16 21.329 3066 3071 3083 rBv4 43409 88876 3.01% 0.780%
17 21.688 3125 3132 3140 rBV 420843 702257 23.77% 6.164%
18 24.913 3670 3681 3693 rBV 225631 656501 22.22% 5.762%

Sum of corrected areas: 11393411
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG063018\
Data File : BG035540.D

Aca On : 30 Jun 2018 13:34

Operator : JU/SJ

Sample : J3757-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG035540.D
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500000 8.39
759 9.22

5.64 7.22 8.06 10.87

Time--> 3.50 4.00 4.50 500 550 6.00 650 7.00 7.50 800 850 9.00 950 10.00 10.50 1100 1150 1200 12.50
Abundance TIC: BG035540.D
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Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG035540.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG063018\
Data File : BG035540.D

Aca On : 30 Jun 2018 13:34

Operator : JU/SJ

Sample : J3757-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 unknown7.59 Concentration Rank 2

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

7.59 56.12 ng 533502 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 10
5 5-Aminoindole 132 C8H8N2 005192-03-0 10

Abundance Scan 732 (7.589 min): BG035540.D (-725) (-) m/z 132.15 100.00%
13p.2
5000 68.2
96.2 AR R LS LR L
40.1 o417 7.20 7.40 7.60 7.80 8.00
o} : m/z 68.15 51.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 SRR R LS LR L
7.20 7.40 7.60 7.80 8.00
33.0 105.0 m/z 66.15 33.86%
e 1)
0"w'“'w'“=“t“'“'w'“ A AR RS RRARS AARY SARRN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
132.0
AARARRARRERARSE AR
7.20 7.40 7.60 7.80 8.00
5000 m/z 134.15 32.27%
150 300 830 86.0 1040
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14142: 3-Chloro-6-fluoro-pyrazine R
132.0 7.20 7.40 7.60 7.80 8.00
69.0 m/z 69.15 23.45%
104.0
5000
31.0 51.0
0'“|“Lm'w'wl“t“'wj“"'“ I S S BN B B SR RN LS LR L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG063018\
Data File : BG035540.D

Aca On : 30 Jun 2018 13:34

Operator : JU/SJ

Sample : J3757-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 3

R.T. EstConc Area Relative to ISTD R.T.
15.97 9.43ng 195317  Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Triethvl citrate 276 C12H2007 000077-93-0 90

216 C11H2004
366 C22H35CI102
338 C20H31CI02
157 C6H4FNO3

001113-91-3 50
1000292-43-0 38
1000292-42-8 28
000394-33-2 28

2 EthvImalonic acid dipropvl ester

3 2-Chlorobenzoic acid. pentadecvl...
4 2-Chlorobenzoic acid. tridecvl e...
5 4-Fluoro-2-nitrophenol

Abundance Scan 2159 (15.972 min): BG035540.D (-2152) (-) m/z 157.15 100.00%
157.2
5000
115.2
431 g7 203.3 15.60 15.80 16.00 16.20
e | S N — m/z 115.15  33.58%
miz--> 50 100 150 200 250 300 350
Abundance #123853: Triethyl citrate
157.0
5000 L e B ML i e e o
430 115.0 15.60 15.80 16.00 16.20
' 203.0 m/z 43.15 11.37%
‘ ‘ 87.0
ot
miz--> 50 100 150 200 250 300 350
Abundance
157.0
15.60 15.80 16.00 16.20
5000l 43.0 115.0 m/z 203.25 10.65%
87.0
188.0
ob—— T e
miz--> 50 100 150 200 250 300 350
Abundance #194324: 2-Chlorobenzoic acid, pentadecyl ester e
157.0 15.60 15.80 16.00 16.20
m/z 111.05 8.13%
5000
111.0
027'0\J55¥\.01\8:?M.OJ \ 210.0 366.0 )
e T e e e
miz--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG063018\
Data File : BG035540.D

Aca On : 30 Jun 2018 13:34

Operator : JU/SJ

Sample : J3757-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.33 2.53 ng 88876 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. tride... 346 C1l6H27F502 959261-22-4 91
2 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 91
3 Pentafluoropropionic acid. dodec... 332 C15H25F502 006222-04-4 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 3071 (21.329 min): BG035540.D (-3066) (-) m/z 83.15 100.00%
83.2
43.2
5000
25.2
207.1
[ l 154.2 | 21.00 21.20 21.40 21.60
ob—— i dl L m/z 69.15 90.08%
m/z--> 50 100 150 200 250 300 350
Abundance #180910: Pentafluoropropionic acid, tridecyl ester
43.0
83.0
5000
21.00 21.20 21.40 21.60
m/z 97.25  86.61%
1540
oL, Ith\II ‘ ‘h ;‘ 188. 0 227 0 e 3280 S
m/z--> 50 200 250 300 350
Abundance
57.0
97.0
21.00 21.20 21.40 21.60
5000 m/z 55.15 78.05%
169.0
L 270 126.0 1990 241.0 392.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #170431: Pentafluoropropionic acid, dodecyl ester
55.0 21.00 21.20 21.40 21.60
m/z 57.15 77.62%
97.0
5000
‘ 140.0
0150J 1 Mg bl |, a77.0 213.0243.0 314.0
m/z--> 50 100 150 200 250 300 350 ' 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG063018\
Data File : BG035540.D

Acq On : 30 Jun 2018 13:34

Operator : JU/SJ

Sample - J3757-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_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]
unknown? .59 7.59 56.1 ng 533502 1 8.06 190135 20.0
Triethyl citrate 15.97 9.4 ng 195317 3 14.68 414071 20.0
Pentafluoropropio... 21.33 2.5 ng 88876 5 21.69 702257 20.0
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