LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\

Data File : BF104378.D

Aca On 9 Apr 2018 17:56 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J2157-01 5X CL-01-040618-A

ALS Vial : 21 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-BF040618.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 4.992 490 494 498 rVB 27874 28542 2.61% 0.265%
2 5.398 559 563 566 rBV 752835 633368 57.93% 5.874%
3 6.028 667 670 679 rBV 36940 39516 3.61% 0.366%
4 6.416 733 736 740 rBV 732773 633592 57.96% 5.876%
5 6.563 757 761 765 rBV 825844 678090 62.03% 6.289%
6 6.804 798 802 805 rBV 991936 788951 72.17% 7.317%
7 6.957 824 828 831 rBV 678755 512911 46.92% 4_.757%
8 7.363 893 897 900 rVB 468096 375501 34.35% 3.483%
9 8.086 1016 1020 1023 rVB 1357454 1042888 95.39% 9.672%
10 9.163 1199 1203 1206 rBV 896219 748848 68.50% 6.945%
11 9.239 1213 1216 1219 rBV 21962 21105 1.93% 0.196%
12 9.557 1266 1270 1273 rBV 80316 78567 7.19% 0.729%
13 9.775 1304 1307 1311 rVB 29695 27117 2.48% 0.251%
14 9.839 1315 1318 1322 rVV 1165504 1093246 100.00% 10.139%
15 10.274 1389 1392 1394 rVB 40611 33480 3.06% 0.311%
16 10.492 1424 1429 1432 rBvV3 16341 18819 1.72% 0.175%
17 10.627 1448 1452 1455 rBvV 457648 378343 34.61% 3.509%
18 10.745 1469 1472 1481 rVB 46370 59416 5.43% 0.551%
19 11.192 1546 1548 1551 rBvV2 27231 25499 2.33% 0.236%
20 11.221 1551 1553 1559 rVB 24059 26009 2.38% 0.241%
21 11.327 1567 1571 1574 rBV 1111398 932583 85.30% 8.649%
22 11.351 1574 1575 1577 rVB 45849 22630 2.07% 0.210%
23 11.621 1619 1621 1624 rBV 23525 16851 1.54% 0.156%
24 11.857 1658 1661 1664 rVB2 33109 33431 3.06% 0.310%
25 11.939 1672 1675 1677 rBV2 16160 16118 1.47% 0.149%
26 11.963 1677 1679 1683 rVB2 12205 12978 1.19% 0.120%
27 12.027 1688 1690 1694 rVB 20569 17488 1.60% 0.162%
28 12.257 1726 1729 1731 rBv4 14713 14400 1.32% 0.134%
29 12.380 1747 1750 1752 rBV 25166 23098 2.11% 0.214%
30 12.421 1752 1757 1761 rVB5 30148 44446 4_.07% 0.412%
31 12.539 1774 1777 1780 rBV 81358 62595 5.73% 0.581%
32 12.586 1783 1785 1790 rVB6 15856 19725 1.80% 0.183%
33 12.633 1790 1793 1796 rBV5 16809 22277 2.04% 0.207%
34 12.698 1801 1804 1806 rBV2 12866 16125 1.47% 0.150%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\

Data File : BF104378.D

Aca On 9 Apr 2018 17:56

Operator : JU/SJ

3?22'6 i J2157-01 5X CL-01-040618-A
ALS Vial : 21 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-BF040618_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.768 1811 1816 1818 rBV 84553 80274 7.34% 0.745%
36 12.792 1818 1820 1823 rVB2 39170 32562 2.98% 0.302%
37 12.916 1837 1841 1849 rVB 615797 525139 48.03% 4_870%
38 13.098 1870 1872 1876 rVB2 31532 27483 2.51% 0.255%
39 13.151 1879 1881 1887 rVB3 36461 44359 4._.06% 0.411%
40 13.363 1915 1917 1921 rVB5 27236 25093 2.30% 0.233%
41 13.498 1938 1940 1943 rBV2 31166 27327 2.50% 0.253%
42 13.833 1994 1997 2001 rBV3 72646 89418 8.18% 0.829%

43 13.992 2020 2024 2027 rBV 795972 791266 72.38% 7.339%
44 15.504 2277 2281 2285 rBVY 528592 640723 58.61% 5.942%

Sum of corrected areas: 10782197
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF040918\

BF104378.D

9 Apr 2018 17:56

JussJ

J2157-01 5X

21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104378.D

Aca On : 9 Apr 2018 17:56

Operator : JU/SJ

Sample : J2157-01 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.56 Concentration Rank 1

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

6.56 17.19 ng 678090 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzeneethanamine, .alpha.-methy... 223 C16H17N 002980-02-1 10

Abundance Scan 760 (6.557 min): BF104378.D (-757) (-) m/z 132.00 100.00%
5000 68
96 TrrTTTyTTTTTT T T T T T T
47 5 61 | | [ 104 6.20 6.40 6.60 6.80
..,....,....,...:"!...,:!. T TP | M m/z 68.00 45.94%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 SRR SRR RS RARRE N
a1 o7 6.20 6.40 6.60 6.80
53 117 m/z 134.00 32.19%
st [ ey TRe a0 o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o 620 640 660 680
5000 m/z 66.00 27.72%
3144 51 8
wwmmwmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R B AR
132 6.20 6.40 6.60 6.80

m/z 69.10 17.16%

5000

104
66
14 27 37445168 P 77 g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 660 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104378.D

Aca On : 9 Apr 2018 17:56

Operator : JU/SJ

Sample : J2157-01 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Heptadecyl heptafluorobutyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.83 2.26 ng 89418 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafFluorobutvrate 452 C21H35F702 959085-66-6 90
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 83
3 1.2-Octadecanediol 286 C18H3802 020294-76-2 76
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 68
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 68

Abundance Scan 1996 (13.827 min): BF104378.D (-1994) (-) m/z 57.05 100.00%
57
4 83

5000

252 276 330 13.60 13.80 14.00 14.20
m/z 43.00 74 .12%

2230

108 156174 19421

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #227401: Heptadecy! heptafluorobutyrate
57

5000

4 13.60 13.80 14.00 14.20
m/z 55.00 73.94%
||||||| ‘l”‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
69 LU IUSLRLALE FULLIL UL SRR
97 13.60 13.80 14.00 14.20
5000 m/z 69.05 65.22%
121
139 g6 181 p0g224 250 297
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #133064: 1,2-Octadecanediol R mEEEE RS S
7 13.60 13.80 14.00 14.20
83 m/z 83.00 60.26%
4
5000
111

18

139 168 207224 255 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1360 1380 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040918\
Data File : BF104378.D

Acq On : 9 Apr 2018 17:56

Operator : JU/SJ

Sample - J2157-01 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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]
unknown6 .56 6.56 17.2 ng 678090 1 6.80 788951 20.0
Heptadecyl heptaf... 13.83 2.3 ng 89418 5 13.99 791266 20.0

8270-BF040618.M Tue Apr 10 12:07:31 2018 Page: 6



