LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096848.D

Aca On 18 Jul 2017 15:21

Operator : SJ/JU

Sample : 14223-07

Misc :

ALS Vial : 14 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:\HPCHEM1I\BNA F\METHODS\8270-BF071317.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 4.787 471 476 486 rBV 252857 420146 11.20% 1.419%
2 5.216 543 549 552 rBVY 2969340 3285029 87.58% 11.096%
3 6.257 719 726 728 rBVY 2899495 3498510 93.28% 11.817%
4 6.375 740 746 749 rBVY 3006984 3439103 91.69% 11.616%
5 6.598 780 784 787 rBV 708358 632483 16.86% 2.136%

6.757 806 811 814 rBV 2475903 2498217 66.61% 8.438%
7.163 874 880 883 rBV 2143960 2347903 62.60% 7.931%
7.875 997 1001 1005 rBV 967176 936424 24_.97% 3.163%
3222194 3750695 100.00% 12.669%
9.351 1247 1252 1255 rBV 242049 191916 5.12% 0.648%
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11 9.628 1294 1299 1302 rBV 951111 901243 24.03% 3.044%
12 10.416 1427 1433 1436 rBV 1943512 2086564 55.63% 7.048%
13 11.098 1544 1549 1553 rBV 966885 876648 23.37% 2.961%
14 11.651 1640 1643 1645 rBV 53215 46706 1.25% 0.158%
15 12.692 1814 1820 1823 rBV 2801149 3110351 82.93% 10.506%

16 13.586 1969 1972 1979 rBV 254216 288508 7.69% 0.975%
17 13.721 1991 1995 1999 rBV 729438 717361 19.13% 2.423%

18 14.221 2075 2080 2083 rBV4 30280 45858 1.22% 0.155%

19 15.092 2224 2228 2233 rBVY 446975 491734 13.11% 1.661%

20 15.568 2305 2309 2315 rVB7 20597 40013 1.07% 0.135%
Sum of corrected areas: 29605412
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096848.D

Aca On 18 Jul 2017 15:21

Operator : SJ/JU

Sample = 14223-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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: BF096848.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096848.D

Aca On 18 Jul 2017 15:21

Operator : SJ/JU

Sample = 14223-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .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 unknown4.79 Concentration Rank 3

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

4.79 13.29 ng 420146 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 477 (4.793 min): BF096848.D (-471) (-) m/z 42.95 100.00%
43.0
5000 591
510, | 83.0 10|1.1 4.40 4.60 4.80 5.00 5.20
o) EEEEEEESESROY N MR~V s M FEMS m/z 59.10 51.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR L L L
59.0 440 460 480 500 5.20
0
150 a0 1010 m/z 101.10 15.54%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
440 460 4.80 500 520
5000 m/z 58.00 13.25%
41.0
29.0 101.0
o 50.0 73.0 86.0
LR UL SR SR SR UL FULRLEL IR SO S UL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2—methy|— LI LI L L B B
59.0 4.40 4.60 4.80 5.00 5.20
m/z 41.10 9.11%
5000
410 101.0
oL 150 30 Tls00, | 690 830
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8IO 9'0 1(')0 11'0 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096848.D

Aca On 18 Jul 2017 15:21

Operator : SJ/JU

Sample = 14223-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.37 Concentration Rank 1

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

6.37 108.75 ng 3439100 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 745 (6.369 min): BF096848.D (-740) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 SRS AR AR SRR
40.1 g4 6.00 6.20 6.40 6.60 6.80
0 gLl N — m/z 68.10 41.15%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 SRR R RS RN
6.00 6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 32.21%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 6.00 6.20 6.40 6.60 6.80
5000 9go 1160 m/z 66.00 26.61%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e e
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 16.21%
5000 67.0
41.0 97.0
‘ ‘ 117.0
oL HS‘LO\HHF ....“luuH. N — R RAREE e s e
m/z--> 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096848.D

Aca On 18 Jul 2017 15:21

Operator : SJ/JU

Sample = 14223-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .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 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.59 8.04 ng 288508 Chrysene-di12 13.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 1-Octadecanol 270 C18H380 000112-92-5 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 90
5 1-Heneicosanol 312 C21H440 015594-90-8 90
Abundance Scan 1973 (13.592 min): BF096848.D (-1969) (-) m/z 57.05 100.00%
5%.0
83.1
5000
LRIV PR SR I
139.2 13.20 13.40 13.60 13.80 14.00
o 1682 2081 m/z 55.05 86.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #115905: 1-Nonadecene
41,0
83.0
5000 AR AR R R
111.0 anmnmnmmm
m/z 43.00 82.84Y%
L1 1390 1650
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance
55.0 g0
13.'20 13.'40 13.I60 13.I80 14.'00
5000 111.0 m/z 83.10 71.85%
29.0
o mol%omm2m05m
m/z--> 25 Jo éo éo 160 150 140 160 180 200 220 250 2éo
Abundance #197885: Trichloroacetic acid, pentadecy! ester BEAREEEE S B e e
43.0 13.20 13.40 13.60 13.80 14.00
m/z 97.10 66.09%
5000
o 182.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13 20 13. 40 13 60 13 80 14. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071817\
Data File : BF096848.D

Acq On 18 Jul 2017 15:21

Operator : SJ/JU

Sample : 14223-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_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]
unknown4 .79 4.79 13.3 ng 420146 1 6.60 632483 20.0
unknown6 .37 6.37 108.8 ng 3439100 1 6.60 632483 20.0
1-Nonadecene 13.59 8.0 ng 288508 5 13.72 717361 20.0
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