LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109389.D

Aca On 27 Sep 2018 16:12

Operator : JU/SJ

Sample = J5066-07

Misc :

ALS Vial : 12 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-BF092218 .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 4.898 474 478 486 rVB 51807 67996 3.01% 0.323%
2 5.316 544 549 552 rBY 1895844 1776906 78.77% 8.434%
3 6.345 719 724 729 rBVY 2039358 1955913 86.71% 9.283%
4 6.475 742 746 749 rBVY 2189935 1920870 85.16% 9.117%
5 6.704 782 785 788 rBV 873090 696299 30.87% 3.305%
6 6.734 788 790 794 rVB 71033 56901 2.52% 0.270%
7 6.775 794 797 800 rBV 24243 28880 1.28% 0.137%
8 6.863 808 812 815 rVB 1805481 1454771 64.49% 6.905%
9 6.986 829 833 838 rvB4 20868 35829 1.59% 0.170%
10 7.263 876 880 884 rVB 1213033 1198203 53.12% 5.687%

11 7.986 999 1003 1006 rBV 1161858 917373 40.67% 4 _.354%
12 9.063 1182 1186 1189 rBV 2768681 2255719 100.00% 10.706%
13 9.457 1249 1253 1256 rBV 779608 592684 26.27% 2.813%
14 9.739 1297 1301 1304 rBV 1149328 1062027 47.08% 5.041%
15 10.522 1430 1434 1444 rBV 1487147 1324860 58.73% 6.288%

16 11.216 1548 1552 1554 rBV 1207489 1080519 47.90% 5.129%
17 11.233 1554 1555 1559 rVB 111846 72151 3.20% 0.342%
18 11.745 1639 1642 1646 rBV2 35401 46711 2.07% 0.222%
19 12.416 1753 1756 1760 rVB 132483 121251 5.38% 0.575%
20 12.645 1789 1795 1798 rBV 126709 127849 5.67% 0.607%

21 12.798 1816 1821 1824 rVB 2035818 1877243 83.22% 8.910%

22 13.710 1973 1976 1987 rVB4 59737 99796 4.42% 0.474%
23 13.839 1993 1998 2001 rBV 909256 830404 36.81% 3.941%
24 14.321 2078 2080 2083 rBV 32654 31493 1.40% 0.149%
25 14.592 2123 2126 2128 rBV2 24803 26739 1.19% 0.127%
26 14.621 2128 2131 2136 rVB 58635 61814 2.74% 0.293%
27 14.845 2165 2169 2172 rBV2 47263 70546 3.13% 0.335%
28 14.933 2180 2184 2189 rVB2 67741 78503 3.48% 0.373%
29 15.121 2213 2216 2221 rVV 31742 35799 1.59% 0.170%
30 15.180 2222 2226 2231 rVB 39565 47647 2.11% 0.226%
31 15.239 2231 2236 2240 rBV 653096 759812 33.68% 3.606%
32 15.286 2241 2244 2248 rVB 81751 95611 4.24% 0.454%
33 15.686 2307 2312 2317 rBV 80637 107381 4._76% 0.510%
34 16.151 2386 2391 2396 rBV 49729 77329 3.43% 0.367%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109389.D

Aca On 27 Sep 2018 16:12

Operator : JU/SJ

Sample = J5066-07

Misc :

ALS Vial : 12 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 - 0 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-BF092218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.586 2461 2465 2469 rVB2 18071 28482 1.26% 0.135%
36 16.686 2478 2482 2489 rVB3 24844 46573 2.06% 0.221%

Sum of corrected areas: 21068884
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\

BF109389.D

27 Sep 2018 16:12

JussJ

J5066-07

12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF109389.D

6.35

5.32

4.90

6.47

6.86

6.70

7.26

0
Time-->

T T
4.50 5.00

7

ﬁ#Lagg
00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF109389.D

10.52

11.22

7.99 9.74

9.46

17.23

11.74

12.

~)

12.80

42 12.6

A

0
Time-->

11.50

L e LS. B e s e s POy
10.00 10.50

T
11.00

I
12.00

12.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF109389.D

13.84

168969

16.15
A

——7 T T T
15.50 17.00

™1
16.50

T
16.00

T
17.50

18.00

8270-BF092218.

M Fri Sep 28 14:50:57 2018

Page: 3




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109389.D

Aca On 27 Sep 2018 16:12

Operator : JU/SJ

Sample = J5066-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.47 Concentration Rank 1

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

6.47 55.17 ng 1920870 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 745 (6.469 min): BF109389.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.0
400 o1 Tk 640 6k0 6h0
0 : B m/z 68.05 45_.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 S NS RARSE RS AR
6.20 6.40 6.60 6.80
33.0 105.0 m/z 134.00 31.38%
51.0 70.0 86.0
0 R .
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 Tk 5k ok ok
5000 980 1160 m/z 66.10 29.00%
0||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H||||:|I-5|8|.(|)||||]:8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl- R o AR RamE
132.0 6.20 6.40 6.60 6.80
117.0 m/z 69.10 18.89%
5000
39.0 65.0 .0
0.%%q....;....,;...,...w....,...,....,....,...
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80

8270-BF092218_.M Fri Sep 28 14:50:58 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109389.D

Aca On 27 Sep 2018 16:12

Operator : JU/SJ

Sample = J5066-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Octacosyl trifluoroacetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.71 2.40 ng 99796 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 91
2 Hexacosvl pentafluoropropionate 528 C29H53F502 1000351-81-2 87
3 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 87
4 Tricosvl pentafluoropropionate 486 C26H47F502 1000351-81-0 86
5 Eicosyl heptafluorobutyrate 494 C24H41F702 1000351-83-5 86
Abundance Scan 1976 (13.710 min): BF109389.D (-1973) (-) m/z 57.10 100.00%
57.1
5000
13.40 13.60 13.80 14.00
o} m/z 43.05 79 .58%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #235928: Octacosyl trifluoroacetate
57.0
97.0
5000 UL BN B
13.40 13.60 13.80 14.00
m/z 83.10 68.61%
o 3?'? 181.0222.0 264.0 306.0 348.0 392.0 437.0 488.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #237739: Hexacosy! pentafluoropropionate
57.0
97.0 13.40 13.60 13.80 14.00
5000 m/z 55.00 64 .02%
ol l]ﬁg'? 181.0222.0 278.0320.0 364.0 409.0 510.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #236054: Heneicosy! heptafluorobutyrate e A RERREEEES
57.0 13.40 13.60 13.80 14.00
m/z 69.05 61.51%
97.0
5000
oL, 3?'? 182.0222.0  294.0 339.0 490.0
m/z--> 50 100 150 200 250 300 350 400 450 500 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109389.D

Aca On 27 Sep 2018 16:12

Operator : JU/SJ

Sample = J5066-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 2-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.93 2.07 ng 78503 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 90
2 Pentacosane 352 C25H52 000629-99-2 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 87
Abundance Scan 2183 (14.927 min): BF109389.D (-2180) (-) m/z 57.10 100.00%
57.1
5000
| 0 14.60 14.80 15.00 15.20
207.0 267.0 : : : :
o..-.,.‘|..‘||~‘--'--' w e m/z 71.10  70.24%
m/z--> 50 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 R B SR BRI UL
14.60 14.80 15.00 15.20
99.0 m/z 43.05 66 .38%
J289 || ) J],] 1410 1830 2250 267.0 3090 36503040
m/z--> 50 100 1%0 " 200 250 300 350
Abundance #185533: Pentacosane
57.0
14.60 14.80 15.00 15.20
5000 m/z 85.05 50.88%
99.0
o2zl | iy JJI 1410 1830 2050 2670 3000 3520
m/z--> 50 100 1%0 260 250 300 350
Abundance #185535: Heptadecane, 9-octyl- B B B
57.0 14.60 14.80 15.00 15.20
m/z 55.00 24 _40%
5000
\ } J 0 239.0
ol byl |y 140 1830 268.0 308.0 352.0
m/z--> 50 100 150 200 250 300 350 ' 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109389.D

Aca On 27 Sep 2018 16:12

Operator : JU/SJ

Sample = J5066-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 5 Octacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.69 2.83 ng 107381 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Triacontane 422 C30H62 000638-68-6 90

Abundance Scan 2313 (15.692 min): BF109389.D (-2307) (-) m/z 57.05 100.00%

5000
WL a70 o671 15.40 15.60 15.80 16.00
0! m/z 71.10 70.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57.0
5000 UMMt

15.40 15.60 15.80 16.00
m/z 43.05  64.54%

| ]ﬂ]'?"O‘]-Gg-O 225.0 281.0 337.0 394.0

Ol A e e e e T P T T T T T T e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185535: Heptadecane, 9-octyl-
57.0
N B N A
15.40 15.60 15.80 16.00
5000 m/z 85.10 58.93%
13.0
0 169.0 239 0 204.0 352.0
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane R
57.0 15.40 15.60 15.80 16.00
m/z 69.05 17.92%
5000
130 169.0
ol —H L 20 225D 261.0 337.0 393.0 449.0 505.0 5620 617.0 e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15.40 15 60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109389.D

Aca On 27 Sep 2018 16:12

Operator : JU/SJ

Sample = J5066-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 6 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.15 2.04 ng 77329 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 90
Abundance Scan 2391 (16.151 min): BF109389.D (-2386) (-) m/z 57.05 100.00%
57.0
99.0 LN SUNIRA SR B
| ] || L. 411 1831 2821 15.80 16.00 16.20 16.40
ob—4 B T T T T m/z 71.05 72 .19%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
5000 R A UL UG B B
15. 80 16. 00 16. 20 16.40
99.0 m/z 43.00 58.46%
oZOL L L a | L 10 g0 os0 a0
m/z--> 50 1 o 150 200 250 300 350
Abundance #209566: Octacosane
57.0
15,80 16.00 16.20 16.40
5000 m/z 85.05 54 _.91%
99.0
o 27,0 ] Ly 1410 183.0 2250  281.0  337.0 394.0
m/z--> 50 160 150 200 250 360 3éo
Abundance #215181: 2-methyloctacosane B R B e U
57.0 15.80 16.00 16.20 16.40
m/z 55.00 21.06%
99.0
0280 ] I | U | 0 1830 2250 267.0 300.0 _ 365.0304.0
m/z--> 55 100 1%0 260 250 300 3éo ' 1580 1600 1620 1640 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF092718\
Data File : BF109389.D

Acq On 27 Sep 2018 16:12

Operator : JU/SJ

Sample - J5066-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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 .47 6.47 55.2 ng 1920870 1 6.70 696299 20.0
Octacosyl trifluo... 13.71 2.4 ng 99796 5 13.84 830404 20.0
2-methyloctacosane 14.93 2.1 ng 78503 6 15.24 759812 20.0
Octacosane 15.69 2.8 ng 107381 6 15.24 759812 20.0
Eicosane 16.15 2.0 ng 77329 6 15.24 759812 20.0
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