LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102548.D

Acq On : 28 Jan 2018 9:16

Operator : SJ/JU

Sample - J1321-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 height area % max. total
1 3.622 257 261 267 rVB 37058 58213 1.28% 0.186%
2 4.904 476 479 487 rBvV 51186 66948 1.47% 0.214%
3 5.322 546 550 563 rBV 2256021 2197848 48.15% 7.013%
4 6.351 722 725 743 rBV 1431461 1508233 33.04% 4.813%
5 6.487 743 748 751 rBV 3823044 3632819 79.58% 11.592%
6 6.710 783 786 795 rBV 1133115 966540 21.17% 3.084%
7 6.869 809 813 816 rBV 3681319 3446288 75.50% 10.997%
8 7.281 878 883 893 rBvV 2506271 2844773 62.32% 9.077%
9 7.457 910 913 916 rVB 96288 81338 1.78% 0.260%
10 7.992 1001 1004 1018 rBV 1280413 1310877 28.72%  4.183%
11 8.239 1043 1046 1049 rVB 69256 65191 1.43% 0.208%
12 8.551 1096 1099 1103 rBV 75595 72834 1.60% 0.232%
13 8.592 1103 1106 1113 rBV6 48647 81531 1.79% 0.260%
14 8.916 1154 1161 1162 rBV3 35275 59101 1.29% 0.189%
15 9.075 1183 1188 1191 rBV 4620978 4564884 100.00% 14.566%
16 9.169 1202 1204 1209 rBVv4 54913 57746 1.27% 0.184%
17 9.339 1228 1233 1235 rBVv4 37330 48401 1.06% 0.154%
18 9.416 1244 1246 1249 rBvV 55497 47961 1.05% 0.153%
19 9.463 1252 1254 1257 rBV 79659 68358 1.50% 0.218%
20 9.610 1275 1279 1286 rBV7 25750 49419 1.08% 0.158%

21 9.745 1299 1302 1310 rVB2 1326899 1242918 27.23% 3.966%
22 10.175 1371 1375 1378 rBV2 79819 69553 1.52% 0.222%
23 10.357 1403 1406 1416 rBV 230907 269625 5.91% 0.860%
24 10.539 1433 1437 1448 rBV 2095726 2013805 44.12% 6.426%

25 10.645 1452 1455 1456 rVVv2 76337 76248 1.67% 0.243%
26 10.663 1456 1458 1464 rVB2 109649 136554 2.99% 0.436%
27 10.869 1491 1493 1496 rBV2 74810 65283 1.43% 0.208%
28 11.092 1524 1531 1533 rBV3 36826 57761 1.27% 0.184%

29 11.233 1549 1555 1562 rBV 1012930 942504 20.65% 3.007%
30 12.633 1789 1793 1797 rVB 274724 218453 4._.79% 0.697%

31 12.822 1820 1825 1828 rBV 2993513 3034865 66.48% 9.684%
32 13.339 1909 1913 1917 rBV 167661 140388 3.08% 0.448%
33 13.716 1972 1977 1986 rBV2 46131 90132 1.97% 0.288%
34 13.874 2000 2004 2010 rBV 841770 848178 18.58% 2.706%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102548.D

Acq On : 28 Jan 2018 9:16

Operator : SJ/JU

Sample - J1321-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.298 2241 2246 2257 rBV2 609320 781547 17.12% 2.494%

36 15.710 2313 2316 2326 rVB4 40612 57282 1.25% 0.183%
37 16.180 2392 2396 2402 rBV3 36470 64374 1.41% 0.205%
Sum of corrected areas: 31338773
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF012718\

BF102548.D

28 Jan 2018 9:16

SJ/Ju

J1321-02

36 Sample Multiplier: 1

Z:\HPCHEMI\BNA_F\METHODS\8270-BF012218 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102548.D

Acq On : 28 Jan 2018 9:16

Operator : SJ/JU

Sample - J1321-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 unknown6.49 Concentration Rank 1

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

6.49 75.17 ng 3632820 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 749 (6.492 min): BF102548.D (-743) (-) m/z 132.00 100.00%
5000
68
e J o5 o o o0
40 54 . . . .
B A :|'.|.7.7, 87 | Meus . m/z 134.00 34.05%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS AR L
6.20 6.40 6.60 6.80
21 51 78 m/z 68.10 31.00%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 18.30%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R maaa E
57 132 6.20 6.40 6.60 6.80
24 m/z 95.95 12.39%
5000 og M°
SN | SRR 8 rﬂQ7ILLII A 188 ,.1?? . SN | S
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102548.D

Acq On : 28 Jan 2018 9:16

Operator : SJ/JU

Sample - J1321-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 3 Naphthalene, 1-(2-propenyl)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.36 4.34 ng 269625 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1-(2-propenyl)- 168 C13H12 002489-86-3 90
2 1-1sopropenylnaphthalene 168 C13H12 001855-47-6 81
3 1,1"-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 81
4 Nordiphenamid 225 C15H15N0 000954-21-2 72
5 1,1"-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 62

Abundance Scan 1407 (10.363 min): BF102548.D (-1403) (-) m/z 168.10 100.00%

168

153
5000

82 10.00 10.20 10.40 10.60

m/z 167.10 66.16%

g8 115128139 180 198

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36908: Naphthalene, 1-(2-propenyl)-
153 168
5000 115
10.00 10.20 10.40 10.60
63 g3 141 m/z 153.05 64.05%
28 39 51 128
2 0 T PR ol A P
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
153
168 10.00 10.20 10.40 10.60
5000 m/z 165.05  43.02%

27 30 51 63 83 105 196139

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36906: 1,1'-Biphenyl, 2-methyl-
168 10.00 10.20 10.40 10.60
m/z 152.10 36.21%
5000
153
83
28 39 51 63 ‘ M 102 1]‘-5 128 141 Lo
L ot o T

T
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102548.D

Acq On : 28 Jan 2018 9:16

Operator : SJ/JU

Sample - J1321-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 1(2H)-Acenaphthylenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.66 2.90 ng 136554 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-Acenaphthylenone 168 C12H80 002235-15-6 95
2 CyclobutaJde]naphthalene 140 C11H8 024973-91-9 60
3 Dibenzofuran 168 C12H80 000132-64-9 46
4 Benzaldehyde, 2-fluoro-4-hydroxy- 140 C7H5F02 000348-27-6 43
5 1-Naphthalenecarbonitrile, 4-amino- 168 C11H8N2 058728-64-6 38
Abundance Scan 1458 (10.663 min): BF102548.D (-1456) (-) m/z 140.05 100.00%
140 168
5000
63 87 113 10.40 10.60 10.80 11.00
50 74 152
40 el 181 207 m/z 139.10  90.56%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #36885: 1(2H)-Acenaphthylenone
140 168
5000
10.40 10.60 10.80 11.00
69 m/z 168.10 84 .93%
50 ‘ 87 9 113 ‘
||||||||H|||“||‘|“||lw||||||“||||||”|‘|||||| T
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
140
10.40 10,60 10.80 11.00
5000 m/z 169.10 26.95%
63 g4 113
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #36883: Dibenzofuran
168 10.40 10.60 10.80 11.00
m/z 170.10 17.66%
5000
139
84
29 39 50 93 74 T 95 13154 | 150 |
miz-> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102548.D

Acq On : 28 Jan 2018 9:16

Operator : SJ/JU

Sample - J1321-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 5 Hexadecanoic acid, butyl ester Concentration Rank 3

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

12.63 5.15 ng 218453 Chrysene-di2 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91
2 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 47
3 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 47
4 Butyl 4,8,12-trimethyl-tridecanoate 312 C20H4002 1000336-63-2 42
5 Cyclopropane, 1-(1-methylethyl)-._.. 210 C15H30 041977-39-3 38
Abundance Scan 1792 (12.627 min): BF102548.D (-1789) (-) m/z 56.10 100.00%

56
5000

73

129 ”..“.”,.”.A..w.”
145 171197 213 2392%7 12.40 12.60 12.80 13.00

m/z 57.05 63.34%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000 LA L L L LB
12. 40 12. 60 12. 80 13. 00
29 m/z 43.05 48.92%
‘ | ‘ 101 1 185 213 23925 312
rrepebeetreeebbe bbb o by 283 g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
L e
12.40 12.60 12.80 13.00
5000 m/z 41.00 42 .03%
29 73 111
145
13 95 | 129 170 199
mmwﬁwwwmﬁwmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester R TS
56 12.40 12.60 12.80 13.00
m/z 55.00 28.24%
5000
29 73
257
\‘ AL g ”‘11g \ 157 185 213 239997 581 312
S ansana oz .”.”..””P.”.”..”.”..“”..”.”..”q”.w””, e m A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102548.D

Acq On : 28 Jan 2018 9:16

Operator : SJ/JU

Sample - J1321-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 6 Butyl myristate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.34 3.31 ng 140388 Chrysene-d12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butyl myristate 284 C18H3602 000110-36-1 72
2 1,3-Hexanediol, 2-ethyl- 146 C8H1802 000094-96-2 37
3 Urea, N,N"-di-2-propenyl- 140 C7H12N20 001801-72-5 35
4 Cyclopropane, 1-(1-methylethyl)-... 210 C15H30 041977-39-3 27
5 Cyclobutane, 1-hexyl-2,3-dimethyl- 168 C12H24 055170-84-8 27

Abundance Scan 1913 (13.339 min): BF102548.D (-1909) (-) m/z 56.10 100.00%

5p
5000

13.00 13.20 13.40 13.60
m/z 57.05 59.21%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131257: Butyl myristate
56
5000 LA L L L L B |
41 229 13.00 13.20 13.40 13.60

m/z 43.05 42 _.20%

1 284
101 185
\\ H‘ R NI I N -~
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
S
13.00 13.20 13.40 13.60
5000 a4 m/z 41.05 37.27%
27 103

mmmwwwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

%

Abundance #18264: Urea, N,N-di-2-propenyl- A B
56 13.00 13.20 13.40 13.60
m/z 55.00 32.31%
- | NJMJ\/
21 | | 708 % 125140
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 00 13. 20 13 40 13. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102548.D

Acq On : 28 Jan 2018 9:16

Operator : SJ/JU

Sample - J1321-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 7 Octacosyl trifluoroacetate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.72 2.13 ng 90132 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 58
2 Sulfurous acid, butyl octadecyl ... 390 C22H4603S 1000309-18-5 52
3 Tetratetracontane 619 C44H90 007098-22-8 50
4 Tritetracontane 605 C43H88 007098-21-7 50
5 Hexacosane 366 C26H54 000630-01-3 47
Abundance Scan 1978 (13.721 min): BF102548.D (-1972) (-) m/z 57.05 100.00%
57
147 208 281 13.40 13.60 13.80 14.00
e — m/z 43.05 69.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #235928: Octacosy! trifluoroacetate
57
97 MJ W
5000 A DA AR AR IARE
13.40 13,60 13.80 14.00
m/z 55.00 61.36%
26| ‘u h“‘ 181 222 264 306 348 392 437 488
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
13.40 13.60 13.80 14.00
5000 m/z 83.00 50.85%
97
26 139169 513 253 317
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane AR e R RR
57 13.40 13.60 13.80 14.00
m/z 97.00 47 .86%
5000
97
, 4 183 225 267 309 351 393423 463 505 561591
m/z--> 5'0 1c')0 1&1;0 200 250 300 350 400 450 500 550 600 13.40 13,60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102548.D

Acq On : 28 Jan 2018 9:16

Operator : SJ/JU

Sample - J1321-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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]
unknown6 .49 6.49 75.2 ng 3632820 1 6.71 966540 20.0
Naphthalene, 1-(2... 10.36 4.3 ng 269625 3 9.75 1242920 20.0
1(2H)-Acenaphthyl... 10.66 2.9 ng 136554 4 11.23 942504 20.0
Hexadecanoic acid... 12.63 5.2 ng 218453 5 13.87 848178 20.0
Butyl myristate 13.34 3.3 ng 140388 5 13.87 848178 20.0
Octacosyl trifluo... 13.72 2.1 ng 90132 5 13.87 848178 20.0

8270-BF012218.M Mon Jan 29 13:56:52 2018 Page: 10



