LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121117\
Data File : BF101312.D

Aca On : 12 Dec 2017 4:16

Operator : SJ/JU

Sample : 16764-03

Misc :

ALS Vial : 34 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-BF113017.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

5.057 501 505 514 rBV 42147 60313 5.21% 0.703%
5.457 569 573 589 rBvV 967609 955112 82.43% 11.139%
rBv2 920703 1038755 89.65% 12.114%
6.604 764 768 771 rBV 1214235 1002600 86.53% 11.693%
6.828 803 806 815 rBB 296569 241052 20.80% 2.811%
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6 6.986 829 833 836 rBvV 979938 797700 68.85% 9.303%
7 7.398 898 903 906 rBV 633098 551213 47.57% 6.428%
8 8.110 1021 1024 1037 rBV 314790 292467 25.24% 3.411%
9 9.186 1203 1207 1210 rBV 1383144 1158635 100.00% 13.512%
10 9.580 1271 1274 1282 rVB 79355 65071 5.62% 0.759%
11 9.869 1319 1323 1331 rVB 345778 288238 24.88% 3.362%
12 10.286 1392 1394 1398 rVB 20846 15119 1.30% 0.176%
13 10.663 1455 1458 1467 rBV 482667 443804 38.30% 5.176%
14 10.763 1471 1475 1479 rBV 15861 17720 1.53% 0.207%

15 11.363 1573 1577 1585 rVB 310882 260147 22.45% 3.034%
16 12.945 1842 1846 1850 rBV 958297 919052 79.32% 10.718%
17 13.833 1994 1997 2004 rVB4 25240 30794 2.66% 0.359%

18 14.009 2023 2027 2032 rBV 276519 249137 21.50% 2.906%
19 15.486 2274 2278 2285 rBV 141373 187622 16.19% 2.188%

Sum of corrected areas: 8574551

8270-BF113017.M Tue Dec 12 16:03:10 2017 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121117\
Data File : BF101312.D

Aca On - 12 Dec 2017 4:16

Operator : SJ/JU

Sample : 16764-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF101312.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121117\
Data File : BF101312.D

Aca On : 12 Dec 2017 4:16

Operator : SJ/JU

Sample : 16764-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .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.

5.06 5.00 ng 60313 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 36
2 3-Hexanol 102 C6H140 000623-37-0 33
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 505 (5.057 min): BF101312.D (-501) (-) m/z 43.00 100.00%
43
59
5000
101 ——
83 | 4.80 5.00 5.20 5.40
o | R | . NN E— m/z 59.10 60.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR UL UL LS A
59 480 500 520 540
m/z 101.00 21.25%
15 31 101
o \ 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 31 43 73 m/z 58.00 15.33%
o 25 37 53 67 84 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3159: 5-Hexen-2-one R A s o
43 4.80 500 520 5.40
m/z 41.00 10.57%
5000
55
. 20 37| a9 65 71 77 83 %
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121117\
Data File : BF101312.D

Aca On : 12 Dec 2017 4:16

Operator : SJ/JU

Sample : 16764-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .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 unknown6.60 Concentration Rank 1

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

6.60 83.19 ng 1002600 1,4-Dichlorobenzene-d4 6.83
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 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 767 (6.598 min): BF101312.D (-764) (-) m/z 132.00 100.00%
5000 68
47 54 | |75 g 6 104 620 640 6.60 6.80 7.00
0 ..,....,....,...:,“.'..:,.... BN OR[N WSS | S m/z 68.10 41.15%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 A I AR R
6.20 6.40 6.60 6.80 7.00
3 78 m/z 134.00 31.43%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.10 26.59%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e A P e
132 6.20 6.40 6.60 6.80 7.00

m/z 69.10 17.08%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121117\
Data File : BF101312.D

Aca On : 12 Dec 2017 4:16

Operator : SJ/JU

Sample : 16764-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .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 n-Nonadecanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.83 2.47 ng 30794 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 91
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 n-Heptadecanol-1 256 C17H360 001454-85-9 90
Abundance Scan 1996 (13.827 min): BF101312.D (-1994) (-) m/z 57.00 100.00%
57
83
4
5000 111

13.60 13.80 14.00 14.20

Ot ety m/z 43.05 84 .84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1
55
5000 LA L L L L L L L LB
13.60 13.80 14.00 14.20
29 m/z 55.05 84 .15%
ol b ) 182 210 238 266
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
R N R A REEEmmas
13.60 13.80 14.00 14.20
5000 11 m/z 83.00 77.12%
29 139

0 167182 210 238 264280 308

m@ﬂmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #181286: 3-Chloropropionic acid, heptadecy! ester

13.60 13.80 14.00 14.20

m/z 41.10 60.34%

5000

127
154

182 210 238 263

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121117\
Data File : BF101312.D

Acq On : 12 Dec 2017 4:16

Operator : SJ/JU

Sample - 16764-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .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... 5.06 5.0 ng 60313 1 6.83 241052 20.0
unknown6 .60 6.60 83.2 ng 1002600 1 6.83 241052 20.0
n-Nonadecanol-1 13.83 2.5 ng 30794 5 14.01 249137 20.0
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