LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108345.D

Aca On : 21 Aug 2018 18:53

Operator : JU/SJ

Sample : J4521-01 10X

Misc :

ALS Vial : 4 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-BF080818 .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 5.230 488 492 498 rVB 19398 19893 1.09% 0.152%
2 5.619 555 558 565 rBV 313757 279432 15.35% 2.134%
3 6.613 723 727 740 rBV 358075 324645 17.83% 2.479%
4 6.766 749 753 761 rBV 359157 325334 17.87% 2.485%
5 7.001 789 793 797 rBVY 1267013 1145427 62.91% 8.747%
6 7.160 816 820 823 rBV 263356 255597 14.04% 1.952%
7 7.560 884 888 898 rBV 230866 211345 11.61% 1.614%
8 8.289 1007 1012 1015 rBY 1667354 1528814 83.97% 11.675%
9 9.360 1188 1194 1203 rBV 427278 402362 22.10% 3.073%
10 9.748 1258 1260 1266 rVB 28298 25963 1.43% 0.198%

11 10.048 1306 1311 1315 rBV 1999664 1820695 100.00% 13.904%
12 10.836 1442 1445 1450 rBV 194669 174322 9.57% 1.331%
13 11.542 1561 1565 1568 rBV 1908543 1794885 98.58% 13.707%

14 11.565 1568 1569 1573 rVB 149618 95376 5.24% 0.728%
15 11.618 1576 1578 1581 rVB 54583 38422 2.11% 0.293%
16 11.877 1618 1622 1626 rBV3 15715 20300 1.11% 0.155%
17 12.048 1647 1651 1653 rBV 23456 24448 1.34% 0.187%
18 12.071 1653 1655 1661 rVB2 33701 38316 2.10% 0.293%
19 12.159 1666 1670 1672 rBV2 53288 53701 2.95% 0.410%
20 12.595 1741 1744 1748 rBV2 21592 30188 1.66% 0.231%

21 12.759 1769 1772 1777 rBV 291035 261173 14.34% 1.995%
22 12.918 1797 1799 1805 rVB3 18094 28858 1.58% 0.220%
23 12.995 1809 1812 1817 rVB 264895 250407 13.75% 1.912%
24 13.124 1830 1834 1837 rVB 389192 327287 17.98% 2.499%

25 13.318 1864 1867 1869 rBV 36990 32445 1.78% 0.248%
26 13.389 1877 1879 1882 rVB 34565 27902 1.53% 0.213%
27 13.424 1882 1885 1888 rBV2 22539 25172 1.38% 0.192%
28 13.677 1925 1928 1932 rBV2 22315 23430 1.29% 0.179%
29 13.806 1946 1950 1953 rBV2 33075 42353 2.33% 0.323%
30 14.006 1980 1984 1987 rBV2 30544 40280 2.21% 0.308%

31 14.195 2011 2016 2019 rBV 1285521 1239719 68.09% 9.468%
32 14.218 2019 2020 2028 rVB 128312 110359 6.06% 0.843%
33 14.300 2032 2034 2036 rBV 24622 22364 1.23% 0.171%
34 14.612 2084 2087 2089 rBV2 37343 39741 2.18% 0.303%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108345.D

Aca On : 21 Aug 2018 18:53

Operator : JU/SJ

Sample : J4521-01 10X

Misc :

ALS Vial : 4 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\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.736 2106 2108 2112 rVB5 32062 28640 1.57% 0.219%
36 14.959 2143 2146 2149 rBV 59049 63928 3.51% 0.488%

37 15.283 2197 2201 2204 rBV 69467 110086 6.05% 0.841%
38 15.318 2204 2207 2212 rVB2 93063 129203 7.10% 0.987%

39 15.465 2229 2232 2237 rBV3 36445 52453 2.88% 0.401%
40 15.612 2254 2257 2263 rVB2 44620 61593 3.38% 0.470%
41 15.683 2265 2269 2273 rBVY 69110 90220 4._.96% 0.689%

42 15.753 2274 2281 2286 rBVY 821551 1221400 67.08% 9.328%
43 16.212 2354 2359 2364 rVB 86771 138235 7.59% 1.056%
44 16.759 2448 2452 2459 rVB2 61558 117688 6.46% 0.899%

Sum of corrected areas: 13094401

8270-BF080818.M Wed Aug 22 16:18:46 2018 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108345.D

Aca On : 21 Aug 2018 18:53

Operator : JU/SJ

Sample : J4521-01 10X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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\BF082118\
Data File : BF108345.D

Aca On : 21 Aug 2018 18:53

Operator : JU/SJ

Sample : J4521-01 10X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.77 Concentration Rank 1

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

6.77 5.68 ng 325334 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 754 (6.771 min): BF108345.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.1
420 540 oo B0 6.40 6.60 6.80 7.00 7.20
of 2 m/z 68.10 39.57%
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 LI L I R

640 6.60 6.80 7.00 7.20
m/z 134.00 30.95%

31.0 51.0
01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
B e e o
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 23.01%
33.0 44.0 0.0 105.0
560, '|” | 860 | “ ,
Ot e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole SRR ANERY } G S -
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 15.77%
5000
104.0
66.0
ol 140 270 390 SL0 7 70 890 || 1150
T e e e e e e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 640 6.60 680 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108345.D

Aca On : 21 Aug 2018 18:53

Operator : JU/SJ

Sample : J4521-01 10X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 3 Tridecane, 7-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.32 2.12 ng 129203 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 91
2 Hentriacontane 437 C31H64 000630-04-6 80
3 Octadecane 254 C18H38 000593-45-3 72
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 72
5 Tridecane, l-iodo- 310 C13H271 035599-77-0 72
Abundance Scan 2207 (15.318 min): BF108345.D (-2204) (-) m/z 57.10 100.00%
57.1
5000
M1 1970 15.00 15.20 15.40 15.60
0 ,lll wdip G0 (201 8190 "m/z 43.10 66.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117640: Tridecane, 7-hexyl-
57.0
5000 U DU UL B UL
15.00 15.20 15.40 15.60
F 00 182.0 m/z 71.10 52.14%
oL Il ], 1410 225.0 266.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #223851: Hentriacontane
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.05 40.39%
‘ 99.0
oL Ly a0 1830 225.0 267.0 309.0 351.0 393.0 436.0
m/z--> 50 100 1éo 200 250 300 350 400 '
Abundance #105884: Octadecane A RERREEESS
57.0 15.00 15.20 15.40 15.60
m/z 55.05 20.91%
5000
99.0
JLd Ly ] 1410 1830 o540
m/z--> 50 100 150 200 250 300 350 400 ' 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108345.D

Aca On : 21 Aug 2018 18:53

Operator : JU/SJ

Sample : J4521-01 10X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.21 2.26 ng 138235 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 83
2 Octacosane 394 C28H58 000630-02-4 83
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 83
4 Octadecane 254 C18H38 000593-45-3 80
5 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 80
Abundance Scan 2359 (16.212 min): BF108345.D (-2354) (-) m/z 57.10 100.00%
51.1
o..J, H“' ke 22 | m/Z 43.10 69.06%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 AR DR

15.80 16.00 16.20 16.40 16.60
m/z 71.10 60.41%

99.0
o |.| Iy 410 1830 225.0 267.0 3090  367.0
e ey B e e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
e B T
15.80 16.00 16.20 16.40 16.60
5000 m/z 85.10 48.11%
99.0
o240 Ly 1410 183.0 2250 2810  337.0  394.0
e e T e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- R ma T o R
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.05 25.40%
5000
99.0
ol l | .Li | ) 1410 1830 20680 3080 3520
R e e T e e e
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16,20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082118\
Data File : BF108345.D

Acq On : 21 Aug 2018 18:53

Operator : JU/SJ

Sample : J4521-01 10X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 .77 6.77 5.7 ng 325334 1 7.00 1145430 20.0
Tridecane, 7-hexyl- 15.32 2.1 ng 129203 6 15.75 1221400 20.0
Hexacosane 16.21 2.3 ng 138235 6 15.75 1221400 20.0
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