LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062718\

Data File : BF106876.D

Aca On 27 Jun 2018 17:09 Instrument :
Operator : JU/SJ BNA_F

Sample - J3682-01 ClientSampleld :

Misc - FK-BPM-01-E5-F5-E5A-F5A
ALS Vial : 15 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-BF061918 .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 5.190 482 485 495 rBB 83033 100921 8.98% 1.067%
2 5.596 550 554 557 rBV 956285 877872 78.10% 9.282%
3 6.595 719 724 727 rBV 897017 923705 82.18% 9.766%
4 6.731 742 747 750 rBVY 1025763 929824 82.72% 9.831%
5 6.954 781 785 788 rBV 322097 260704 23.19% 2.756%

6 7.107 807 811 815 rBV 808963 747385 66.49% 7.902%
7 7.519 876 881 884 rBV 647401 598335 53.23% 6.326%
8 8.237 999 1003 1020 rBB 393719 337786 30.05% 3.571%
9 9.307 1181 1185 1189 rBV 1200705 1124047 100.00% 11.885%
10 9.701 1248 1252 1260 rBB 197560 153547 13.66% 1.623%
11 9.901 1284 1286 1289 rBV 14731 13140 1.17% 0.139%
12 9.995 1298 1302 1306 rBV 465720 392510 34.92% 4 _.150%
13 10.401 1369 1371 1374 rVB 30170 22650 2.02% 0.239%
14 10.789 1433 1437 1440 rBV 832853 776298 69.06% 8.208%
15 10.878 1449 1452 1456 rBV 28539 26263 2.34% 0.278%
16 11.325 1525 1528 1531 rBV 14948 12064 1.07% 0.128%

17 11.489 1552 1556 1559 rBV 451801 407273 36.23% 4_.306%
18 13.072 1821 1825 1828 rBV 1170335 1075522 95.68% 11.372%
19 13.948 1971 1974 1980 rBV 51175 56811 5.05% 0.601%
20 14.142 2003 2007 2012 rBV 312793 282710 25.15% 2.989%

21 14.595 2080 2084 2091 rBV5 10479 19114 1.70% 0.202%
22 15.683 2263 2269 2278 rVB 239451 319541 28.43% 3.379%

Sum of corrected areas: 9458022
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106876.D

Aca On 27 Jun 2018 17:09

Operator : Ju/SJ

Sample : J3682-01 :

Misc : FK-BPM-01-E5-F5-E5A-F5A
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
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\BF062718\

Data File : BF106876.D

Aca On 27 Jun 2018 17:09

Operator : Ju/SJ

Sample : J3682-01 :

Misc : FK-BPM-01-E5-F5-E5A-F5A
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.19 7.74 ng 100921 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 485 (5.190 min): BF106876.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 AR R UL L L
| 83.0 | 4.80 500 5.20 5.40 5.60
o) EEEEEEESRAY N ¥ IOV | PRSEESs h SSM MMM m/z 59.00 64.27%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U L U I
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.10 19.95%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
o 280 500 520 540 560
5000 m/z 58.00 16.58%
20.0 101.0
0 150 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R e A
43.0 4.80 500 5.20 5.40 5.60
m/z 41.00 9.01%
5000
101.0
150 310 %80 690 860
miz--> 20 s 40 5 60 70 8 9 100 110 | 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106876.D

Aca On 27 Jun 2018 17:09

Operator : Ju/SJ

Sample : J3682-01 :

Misc : FK-BPM-01-E5-F5-E5A-F5A
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.73 Concentration Rank 1

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

6.73 71.33 ng 929824 1,4-Dichlorobenzene-d4 6.95
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 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 747 (6.731 min): BF106876.D (-742) (-) m/z 132.10 100.00%
13p.1
5000 68.1
01 500 || g0 T ok ok 7h
O e | e 10 A m/z 68.10 38.29%
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 N
5000 DA SR A SRR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.07%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.28%
41.0 97.0
53.0
20.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole L L L L L N NN |
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.33%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106876.D

Aca On 27 Jun 2018 17:09

Operator : Ju/SJ

Sample : J3682-01 :

Misc : FK-BPM-01-E5-F5-E5A-F5A
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Trichloroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.95 4.02 ng 56811 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 90
3 11-Tricosene 322 C23H46 052078-56-5 90
4 1-Docosene 308 C22H44 001599-67-3 70
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 64

Abundance Scan 1974 (13.948 min): BF106876.D (-1971) (-) m/z 57.00 100.00%

5000

13.60 13.80 14.00 14.20
m/z 83.10 90.48%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #197885: Trichloroacetic acid, pentadecyl ester

.0

5000
13.60 13.80 14.00 14.20
m/z 55.00 84 .94%
0 182.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43.0
R e e S REm e
13.60 13.80 14.00 14.20
5000 83.0 m/z 43.10 84.92%
18.0 111.0

140.0 168.0196.0  238.0266.0 308.0336.0

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #163017: 11-Tricosene T
43.0 13.60 13.80 14.00 14.20
m/z 69.05 74 .30%
5000 830
111.0
o | ‘ | | | ,140.0168.0106.0224.0 266.0294.0322.0
L I et R il
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 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\BF062718\

Data File : BF106876.D

Acq On 27 Jun 2018 17:09

Operator : JU/SJ

Sample - J3682-01 :

Misc : FK-BPM-01-E5-F5-E5A-F5A
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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 7.7 ng 100921 1 6.95 260704 20.0
unknown6.73 6.73 71.3 ng 929824 1 6.95 260704 20.0
Trichloroacetic a... 13.95 4.0 ng 56811 5 14.14 282710 20.0
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