LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107844.D

Aca On 31 Jul 2018 11:30

Operator : JU/SJ

Sample : J4221-05

Misc :

ALS Vial : 43 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-BF073018.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 5.190 482 485 499 rBV 248627 300217 5.48% 0.850%
2 5.601 551 555 595 rBY 1043154 2159484 39.40% 6.115%
3 6.601 722 725 744 rBV 532832 1364935 24.90% 3.865%
4 6.737 744 748 768 rVV 3053469 3754588 68.50% 10.633%
5 6.960 783 786 809 rBV 564247 997481 18.20% 2.825%
6 7.119 809 813 838 rBY 2951181 3703017 67.56% 10.487%
7 7.531 879 883 905 rBVY 1879958 3106487 56.68% 8.797%
8 7.678 905 908 914 rVB 98270 112718 2.06% 0.319%
9 8.184 991 994 1000 rBV 52069 58016 1.06% 0.164%
10 8.242 1000 1004 1032 rVvVv 936656 1388210 25.33% 3.931%
11 9.060 1139 1143 1150 rBV 56742 76428 1.39% 0.216%

12 9.319 1182 1187 1210 rBV 4199207 5480972 100.00% 15.522%
13 9.707 1249 1253 1261 rBV 106239 127837 2.33% 0.362%
14 10.001 1299 1303 1317 rBV 1337383 1448281 26.42% 4.101%
15 10.801 1435 1439 1463 rBV 2313741 3211628 58.60% 9.095%

16 11.501 1554 1558 1573 rBV 924095 1381393 25.20% 3.912%
17 12.001 1641 1643 1648 rBV 99930 124408 2.27% 0.352%
18 13.083 1823 1827 1844 rBV 3686486 4264686 77.81% 12.077%
19 13.960 1972 1976 1980 rBV 104200 121987 2.23% 0.345%
20 14.154 2005 2009 2021 rBV 830211 1158962 21.15% 3.282%

21 15.689 2265 2270 2285 rVB 570383 970246 17.70% 2.748%

Sum of corrected areas: 35311981

8270-BF073018.M Tue Jul 31 15:08:53 2018 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO073018\
Data File : BF107844.D

Aca On : 31 Jul 2018 11:30

Operator : JU/SJ

Sample : J4221-05

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF073018.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107844.D

Aca On : 31 Jul 2018 11:30

Operator : JU/SJ

Sample : J4221-05

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.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.

5.19 6.02 ng 300217 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 485 (5.190 min): BF107844.D (-482) (-) m/z 43.00 100.00%

43.0
59.0
5000

100 480 500 520 540 560
83.0
o..,....,....,....',':a.??-.9.~!~.,...6.9-,9...,.~...,...=,|....,. m/z 59.00 66.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LIS LI L L L L L L L L) L
59.0 480 500 520 5.40 5.60
m/z 101.00 18.17%
o o, | 830 930'°1°
N I o o o L o o L T e e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344 3-Hexanol, 4-methyl-
59.0
e e N
480 5.00 520 5.40 5.60
5000 41.0 m/z 58.00 17.65%
31.0
69.0 87.0
50 || jly]sioyf| | 980
0..“...“...“...“...“..w...w...w...w...w...w.
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- L L e
59.0 480 5.00 5. 20 5.40 5. 60
m/z 41.00 8.37%
5000
o O i A AN e n....J L&/\
'w'"w"'w"'w'"w"'w"'w"'w"'w"'w"'w' T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107844.D

Aca On : 31 Jul 2018 11:30

Operator : JU/SJ

Sample : J4221-05

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 2 unknown6.74 Concentration Rank 1

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

6.74 75.28 ng 3754590 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-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 749 (6.742 min): BF107844.D (-744) (-) m/z 132.00 100.00%
132.0
5000 A\‘
68.0
96.0 PUASERESAANESRALESAARLE
40.0 540 6.40 6.60 6.80 7.00
Obrrrerrerrrrr e e e 849 L 3069 L 7z 68.00  35.41%
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 ARSI SR AR

6.40 6.60 6.80 7.00
m/z 134.00 33.30%

31.0 51.0

0 TR
L R L B e O e e S REARNREE RS R
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
T
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.67%
41.0 53.0 97.0 1170
‘ ‘ 79.0 '
0 “ Ll \‘m‘ L]y L ‘ [l
R R L B o o R e e e R SRR R S RRRRA R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e  RERREma
132.0 640 660 680 7.00

m/z 69.00 13.51%

5000
104.0
66.0
140 27.0 390 510 PRT 770 g9 | q150
i I 1. N M L2 B

A | \
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107844.D

Aca On : 31 Jul 2018 11:30

Operator : JU/SJ

Sample : J4221-05

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.96 2.11 ng 121987 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 90
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 87
5 17-Pentatriacontene 491 C35H70 006971-40-0 87
Abundance Scan 1976 (13.960 min): BF107844.D (-1972) (-) m/z 57.00 100.00%
51.0
97.0
5000
oLt ” L-l byl 2820 m/z 55.00 82.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217811: Pentafluoropropionic acid, octadecyl ester
51.0
97.0
5000 AL R SRR UL
13.60 13.80 14.00 14.20
m/z 43.00 77.41%
oLt L 4| l [|)ll3?'0_ 1820 . 2520 2970 398.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.05 69.70%
0 .‘k“p‘.t J 131 016? ?. 2380 2830 4340
m/z--> 50 100 150 200 250 300 350 400
Abundance #197885: Trichloroacetic acid, pentadecy! ester R BE T
43.0 13.60 13.80 14.00 14.20
83.0 m/z 97.05 64.87%
5000
J ?250
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073018\
Data File : BF107844.D

Acq On : 31 Jul 2018 11:30

Operator : JU/SJ

Sample - J4221-05

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073018_-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]
2-Pentanone, 4-hy... 5.19 6.0 ng 300217 1 6.97 997481 20.0
unknown6 .74 6.74 75.3 ng 3754590 1 6.97 997481 20.0
Pentafluoropropio... 13.96 2.1 ng 121987 5 14.15 1158960 20.0
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