LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\
Data File : BF111480.D

Aca On : 15 Dec 2018 20:34

Operator : JU/SJ

Sample : J6397-03

Misc :

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-BF121418 .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 4.369 384 388 395 rBV 34342 42220 1.10% 0.140%
2 4.998 490 495 505 rBV 494414 573149 14.98% 1.904%
3 5.422 563 567 580 rBY 2767841 2473782 64.67% 8.219%
4 6.439 735 740 758 rBVY 2929627 3292202 86.06% 10.938%
5 6.569 758 762 765 rBVY 3537236 3059364 79.97% 10.165%
6 6.792 797 800 808 rBY 1331501 1113381 29.10% 3.699%
7 6.951 823 827 830 rBVY 3927665 3207952 83.86% 10.658%
8 7.351 891 895 907 rBVY 2471316 2420792 63.28% 8.043%
9 8.075 1014 1018 1024 rBV 1438240 1247316 32.61% 4.144%
10 9.151 1197 1201 1211 rBV 4309637 3825516 100.00% 12.710%

11 9.545 1264 1268 1276 rBV 161679 161830 4.23% 0.538%
12 9.833 1313 1317 1328 rVB 1073507 1092793 28.57% 3.631%
13 10.616 1446 1450 1467 rBV 841771 819503 21.42% 2.723%
14 11.316 1565 1569 1575 rBV 1059761 990243 25.89% 3.290%
15 11.845 1656 1659 1671 rBVS8 33404 63027 1.65% 0.209%

16 12.633 1789 1793 1797 rBV6 25868 47058 1.23% 0.156%
17 12.898 1834 1838 1842 rBV 3465277 3267941 85.42% 10.858%
18 13.809 1989 1993 1999 rBV 123103 185271 4._.84% 0.616%
19 13.951 2013 2017 2021 rBV 1218226 1136239 29.70% 3.775%

20 14.121 2044 2046 2051 rVB2 60755 69967 1.83% 0.232%
21 14.427 2096 2098 2102 rVB 71292 58664 1.53% 0.195%
22 14.727 2147 2149 2152 rVB 83374 76360 2.00% 0.254%
23 15.056 2203 2205 2209 rBV 78662 71877 1.88% 0.239%

24 15.392 2257 2262 2266 rBV 618909 801610 20.95% 2.663%

Sum of corrected areas: 30098057
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121518\
Data File : BF111480.D

Aca On : 15 Dec 2018 20:34

Operator : JU/SJ

Sample : J6397-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF121418._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF111480.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\
Data File : BF111480.D

Aca On : 15 Dec 2018 20:34

Operator : JU/SJ

Sample : J6397-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.00 10.30 ng 573149 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 495 (4.998 min): BF111480.D (-490) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 SRS SRS LR
| 83.1 | 4.60 4.80 500 5.20 5.40
e 1T MBSt DS m/z 59.10 52.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L R L I
59.0 460 480 500 520 540
0
150 41, 1010 m/z 101.10 18.11%
: 83.0
0 1| N . .
R I AN RS UL AL I IR UL RIS SRR LRSS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 460 480 500 520 5.40
5000 m/z 58.00 14 .57%
20.0 101.0
0 150 1 Il 730 850
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 4.60 4.80 500 5.20 5.40
m/z 41.10 8.76%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\
Data File : BF111480.D

Aca On : 15 Dec 2018 20:34

Operator : JU/SJ

Sample : J6397-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 2 unknown6.57 Concentration Rank 2

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

6.57 54 .96 ng 3059360 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Xenon 132 Xe 007440-63-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 762 (6.569 min): BF111480.D (-758) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 SRS AARSE NN SRR
400 540 | 6.20 6.40 6.60 6.80 7.00
Obrrerr bbbl e 880 L2070 WL hs7 68.10  38.39%
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 AR SRR
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.48%
0'W'”'P'“J”Jh'h'M'”I”'H”“'P'”I“'W'“'P'”I””Ih'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
620 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.05 24.91%
41.0 97.0
53.0
‘ 79.0 117.0
0 ..luuuuluuuluuuﬁ‘il‘...i‘..‘..|‘.‘.‘H‘|..U.‘l‘....‘luu‘hluuuulu..‘.‘lunul‘ ‘IHI”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole e e
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .89%
5000
104.0
ol 140 270 390 510 00770 g0 || 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\
Data File : BF111480.D

Aca On : 15 Dec 2018 20:34

Operator : JU/SJ

Sample : J6397-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Oxalic acid, hexadecyl prop... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.81 3.26 ng 185271 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. hexadecvl propvl ester 356 C21H4004 1000309-26-9 91
2 Hexacosvl pentafluoropropionate 528 C29H53F502 1000351-81-2 86
3 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 86
4 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 86
5 Heptacosyl pentafluoropropionate 542 C30H55F502 1000351-81-6 86
Abundance Scan 1993 (13.809 min): BF111480.D (-1989) (-) m/z 57.10 100.00%
57.1
5000 7.1
401 2012 2481 . 13.40 13.60 13.80 14.00 14.20
obhd A0 20022081 s Tm/z 43.10  75.55%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #187989: Oxalic acid, hexadecy! propyl ester
43.0
5000 AR SRR SRR SURBLRA
3.0 13140 13.60 13.80 14.00 14.20
M 1 269.0 m/z 71.10 58.44Y%
oLl 250 1960 312.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #237739: Hexacosy! pentafluoropropionate
57.0
97.0 13.40 13.60 13.80 14.00 14.20
5000 m/z 55.10 53.70%
ol l]i3?'?1‘81.0222.0 278.0320.0 364.0 409.0 510.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #239098: Tetracosy! heptafluorobutyrate A B o
57.0 13.40 13.60 13.80 14.00 14.20
m/z 83.10 50.23%
97.0
5000
0 3? 91381 0222.0264.0  336.0381.0 532.0
m/z--> 5'0 100 150 200 250 300 350 400 450 500 13140 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121518\
Data File : BF111480.D

Acq On : 15 Dec 2018 20:34

Operator : JU/SJ

Sample - J6397-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121418_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]
2-Pentanone, 4-hy... 5.00 10.3 ng 573149 1 6.79 1113380 20.0
unknown6 .57 6.57 55.0 ng 3059360 1 6.79 1113380 20.0
Oxalic acid, hexa... 13.81 3.3 ng 185271 5 13.95 1136240 20.0
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