LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BFO71717\

Data File : BF096833.D

Aca On 17 Jul 2017 21:37

Operator : SJ/JU

Sample : 14216-01 TALE FILL A
Misc : S
ALS Vial : 25 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 2.893 152 154 159 rBvV2 17062 32611 1.46% 0.161%
2 4.787 472 476 483 rBV 158501 213456 9.58% 1.054%
3 5.222 545 550 563 rBY 2183197 2211207 99.20% 10.917%
4 6.263 722 727 737 rBVY 1957970 2229127 100.00% 11.005%
5 6.387 743 748 751 rBVY 2391210 2142189 96.10% 10.576%
6 6.610 783 786 790 rBV 695985 585460 26.26% 2.890%
7 6.769 809 813 816 rBVY 1908119 1645046 73.80% 8.122%
8 7.175 877 882 885 rBVY 1406213 1309673 58.75% 6.466%
9 7.298 899 903 908 rVB 36601 37631 1.69% 0.186%
10 7.804 985 989 995 rBV 21667 23056 1.03% 0.114%

11 7.892 1000 1004 1007 rBV 940608 742625 33.31% 3.666%
12 8.969 1182 1187 1190 rBV 2354552 2040061 91.52% 10.072%
13 9.363 1250 1254 1257 rBV 389622 297601 13.35% 1.469%
14 9.639 1297 1301 1304 rBV 770679 652203 29.26% 3.220%
15 10.422 1430 1434 1438 rBV 1047558 914226 41.01% 4_.513%

16 10.557 1454 1457 1464 rBV 40121 44411 1.99% 0.219%
17 11.004 1530 1533 1536 rBV2 41200 32312 1.45% 0.160%
18 11.116 1548 1552 1554 rBV 537634 507370 22.76% 2.505%
19 11.133 1554 1555 1558 rVB 154780 106427 4.77% 0.525%

20 11.186 1558 1564 1568 rBV 61413 48929 2.19% 0.242%
21 11.427 1602 1605 1611 rVB 28039 25364 1.14% 0.125%
22 11.639 1639 1641 1643 rBV 31508 29424 1.32% 0.145%
23 11.686 1647 1649 1652 rVB 27257 23555 1.06% 0.116%
24 11.722 1652 1655 1658 rBV 44087 48163 2.16% 0.238%
25 11.910 1682 1687 1689 rBV 23874 29258 1.31% 0.144%
26 12.163 1727 1730 1733 rBV2 20827 30108 1.35% 0.149%

27 12.316 1753 1756 1760 rBV 254512 233927 10.49% 1.155%
28 12.545 1789 1795 1797 rBV2 214108 254323 11.41% 1.256%
29 12.580 1797 1801 1806 rVB 105773 169465 7.60% 0.837%
30 12.698 1817 1821 1824 rVB 1618350 1536989 68.95% 7.588%

31 12.874 1849 1851 1855 rVB 66474 48076 2.16% 0.237%
32 12.939 1860 1862 1866 rVB3 50905 40288 1.81% 0.199%
33 12.974 1866 1868 1870 rBV2 32257 33251 1.49% 0.164%
34 13.069 1882 1884 1887 rVB3 30570 24965 1.12% 0.123%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BFO71717\
Data File : BF096833.D

Aca On 17 Jul 2017 21:37

Operator : SJ/JU

Sample : 14216-01

Misc :

ALS Vial : 25 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

35 13.098 1887 1889 1891 rBV3 29143 24573 1.10% 0.121%
36 13.145 1895 1897 1899 rBV3 22100 23351 1.05% 0.115%
37 13.169 1899 1901 1907 rVB6 24788 40186 1.80% 0.198%
38 13.280 1918 1920 1924 rBV4 29349 38033 1.71% 0.188%
39 13.486 1953 1955 1958 rBV2 45949 54630 2.45% 0.270%

40 13.604 1970 1975 1983 rBv4 129121 225487 10.12% 1.113%

41 13.739 1993 1998 2000 rBV2 653702 718122 32.22% 3.545%

42 13.763 2000 2002 2005 rVB 105060 92515 4._.15% 0.457%
43 14.027 2045 2047 2050 rBV3 33775 51303 2.30% 0.253%
44 14.121 2060 2063 2065 rVB2 54489 46263 2.08% 0.228%
45 14.733 2164 2167 2169 rBVY 77741 90952 4.08% 0.449%
46 15.057 2219 2222 2225 rVB2 53575 59331 2.66% 0.293%

47 15.110 2227 2231 2235 rBVY 370376 447894 20.09% 2.211%

Sum of corrected areas: 20255417
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BFO71717\
Data File : BF096833.D

Aca On 17 Jul 2017 21:37

Operator : SJ/JU

Sample : 14216-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BFO71717\
Data File : BF096833.D

Aca On 17 Jul 2017 21:37

Operator : SJ/JU

Sample : 14216-01

Misc :

ALS Vial : 25 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

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.

4.79 7.29 ng 213456 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol 102 C6H140 000623-37-0 33
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27

Abundance Scan 477 (4.793 min): BF096833.D (-472) (-) m/z 43.00 100.00%
43.0
59.0
5000
| 6.0 1°|1-1 440 4.60 480 5.00 520
SRRSO 1SS T MM SRS MM m/z 59.00 52.11%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I UL R
59.0 440 460 480 500 520
0
150 a0 1010 m/z 101.10 15.98%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
440 4.60 480 5.00 520
5000 m/z 58.00 13.16%
41.0
50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2—methy|— LI L L L L LB B
59.0 440 460 4.80 5.00 5.20
m/z 41.00 9.33%
5000
410 101.0
odso 0 iseo) 90 eo
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BFO71717\
Data File : BF096833.D

Aca On 17 Jul 2017 21:37

Operator : SJ/JU

Sample : 14216-01

Misc :

ALS Vial : 25 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

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 unknown6.39 Concentration Rank 1

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

6.39 73.18 ng 2142190 1,4-Dichlorobenzene-d4 6.61
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 17
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 (6.393 min): BF096833.D (-743) (-) m/z 132.00 100.00%
132.0
5000
68.1
01 510 || go ™' 1 T b0 6.0 ok by
e e e 84S 1249 L Tm/z 134.00  34.60%
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 I I S R R
6.00 6.20 6.40 6.60 6.80
310 510 ‘ m/z 68.10 31.04%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.00 6.20 6.40 6.60 6.80
5000 67.0 m/z 66.00 19.01%
41.0 97.0
53.0
79.0 117.0
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole e
132.0 6.00 6.20 6.40 6.60 6.80

m/z 96.10 12.77%

5000

104.0
66.0
140 27.0 390 510 7 710 g95 | 1150 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 600 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BFO71717\
Data File : BF096833.D

Aca On 17 Jul 2017 21:37

Operator : SJ/JU

Sample : 14216-01

Misc :

ALS Vial : 25 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

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 Heptafluorobutyric acid, he... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.60 6.28 ng 225487 Chrysene-di12 13.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 91
2 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 90
Abundance Scan 1974 (13.598 min): BF096833.D (-1970) (-) m/z 57.00 100.00%
57.0
5000
154.2 195.0 . . 13.20 13.40 13.60 13.80 14.00
2490 2011 3281 m/z 43.05  94.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecyl ester
57.0
97.0
5000 RIS R B N
13.20 13.40 13.60 13.80 14.00
oo m/z 55.00 87.16%
L L | lsro T 280 seso 400
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 RIS B SN B
13.20 13.40 13.60 13.80 14.00
5000 m/z 69.10 60.91%
15.0 139.0 1570 2240 269.0 370.0
m/z--> 55 160 1éo 260 250 360 3éo 460
Abundance #177132: 1-Heneicosy! formate N e o
57.0 13.20 13.40 13.60 13.80 14.00
97.0 m/z 83.05 60.52%
5000
| ‘ L1300 1820 2220 2940 5409
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 35'30 4(')0 13.'20 13.'40 13.|60 13.|80 14.'00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BFO71717\
Data File : BF096833.D

Acq On 17 Jul 2017 21:37

Operator : SJ/JU

Sample - 14216-01

Misc :

ALS Vial : 25 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.79 7.3 ng 213456 1 6.61 585460 20.0
unknown6 .39 6.39 73.2 ng 2142190 1 6.61 585460 20.0
Heptafluorobutyri... 13.60 6.3 ng 225487 5 13.74 718122 20.0
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