LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\
Data File : BF096583.D

Acq On > 8 Jul 2017 2:28

Operator : SJ/MA

Sample - 14092-01

Misc :

ALS Vial : 21 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-BF070117 .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 4.887 471 476 485 rVB 364658 457651 18.83% 2.275%
2 5.310 544 548 552 rBV 2309744 2430488 100.00% 12.084%
3 6.339 718 723 732 rVB 2271443 2278469 93.75% 11.328%
4 6.469 740 745 748 rBV 2429282 2240722 92.19% 11.140%
5 6.698 781 784 788 rBV 794598 629982 25.92% 3.132%
6 6.857 807 811 814 rBV 2007875 1703141 70.07% 8.467%
7 7.257 874 879 882 rBV 1488479 1398975 57.56% 6.955%
8 7.363 891 897 903 rVB 29517 31797 1.31% 0.158%
9 7.981 998 1002 1005 rBV 1012296 790103 32.51% 3.928%
10 9.057 1180 1185 1188 rBV 2377974 2057594 84.66% 10.230%
11 9.451 1248 1252 1255 rBV 314189 255831 10.53% 1.272%
12 9.639 1278 1284 1288 rBVv4 18709 36808 1.51% 0.183%
13 9.733 1295 1300 1303 rBVY 836241 750267 30.87% 3.730%
14 10.145 1364 1370 1373 rBV2 23174 27720 1.14% 0.138%
15 10.17v5 1373 1375 1379 rVB 37350 30817 1.27% 0.153%
16 10.516 1429 1433 1438 rBV 1157424 1038919 42.75% 5.165%
17 10.645 1452 1455 1463 rBV2 51744 56824 2.34% 0.283%
18 11.092 1528 1531 1535 rBV2 31652 29125 1.20% 0.145%
19 11.210 1547 1551 1555 rBV 729358 609834 25.09% 3.032%
20 11.445 1588 1591 1595 rBvY 71322 65579 2.70% 0.326%
21 11.751 1640 1643 1647 rBv4 40877 45440 1.87% 0.226%
22 11.927 1668 1673 1676 rBV6 18503 26055 1.07% 0.130%
23 12.263 1727 1730 1736 rVB 122082 108883 4._48% 0.541%
24 12.416 1753 1756 1759 rBV2 22296 25757 1.06% 0.128%
25 12.798 1816 1821 1824 rBV 1717188 1650658 67.91% 8.207%
26 13.010 1855 1857 1860 rBvV4 25302 31784 1.31% 0.158%
27 13.074 1866 1868 1870 rBV2 29096 32334 1.33% 0.161%
28 13.251 1895 1898 1901 rBvV4 58575 67387 2.77% 0.335%
29 13.304 1904 1907 1911 rVV2 40369 52299 2.15% 0.260%

30 13.698 1971 1974 1980 rBV 155932 158276 6.51% 0.787%

31 13.839 1994 1998 2001 rBV 676267 606562 24.96% 3.016%
32 15.245 2233 2237 2241 rVB 345614 387900 15.96% 1.929%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\
Data File : BF096583.D

Acq On > 8 Jul 2017 2:28

Operator : SJ/MA

Sample - 14092-01

Misc :

ALS Vial : 21 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-BF070117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 20113981
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\
Data File : BF096583.D

Acq On > 8 Jul 2017 2:28

Operator : SJ/MA

Sample - 14092-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF096583.D
5.31 6.3647

2000000 6.86

1500000 7.26

1000000
6.70

500000 4.89

e L L L S

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF096583.D
9,06

2000000
12.80

1500000

10.52
1000000 .98

9.73
11.21

500000
9.45

| 12.26 }3250
L A 9.6 116 1065 110 1145 11.751.93 12.42 1389
0 T T T LB B | . A A A

T T
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF096583.D

2000000

1500000

1000000{ 13.84

15.24

500000{ 70|

e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\
Data File : BF096583.D

Acq On > 8 Jul 2017 2:28

Operator : SJ/MA

Sample - 14092-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.89 14.53 ng 457651 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 1,2-Butanediol 90 C4H1002 000584-03-2 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 477 (4.893 min): BF096583.D (-471) (-) m/z 43.00 100.00%
43
59
5000
101 R R A S R
460 4.80 5.00 5.20
e 8369 8 | 5777 59.00  55.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 N LR UL LS
59 460 480 5.00 5.20
m/z 101.10 15.53%
15 31 101
\ 25 70 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 480 500 520
5000 m/z 58.00 14 .88%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R A RE
43 460 4.80 5.00 5.20
m/z 41.00 8.90%
5000
101
15 253137 || 51 %8 9 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\
Data File : BF096583.D

Acq On > 8 Jul 2017 2:28

Operator : SJ/MA

Sample - 14092-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 2 unknown6.47 Concentration Rank 1

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

6.47 71.14 ng 2240720 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 745 (6.469 min): BF096583.D (-740) (-) m/z 132.00 100.00%
132
5000 68
20 54 || o %o " 620 640 6.60 6.80
e B m/z 68.10 39.23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 RS R L U A
6.20 6.40 6.60 6.80
m/z 134.00 32.27%
31 51
"'I"tmllw'l'l'j?"”l""l"‘W""I""P"'
m/z--> 20 40 6 80 100 120 140 160 180
Abundance
132
" 620 6.40 6.60 6.80
5000 m/z 66.00 25.09%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl R e AR RRRE
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 15.44%
5000 og 116
e el rmhl‘ﬁll 158 ..,.1??. S G | SR
m/z--> 20 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\BF070717\
Data File : BF096583.D

Acq On > 8 Jul 2017 2:28

Operator : SJ/MA

Sample - 14092-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 5-Eicosene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

11.45 2.15 ng 65579 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 91
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
3 5-Octadecene, (E)- 252 C18H36 007206-21-5 91
4 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 90
5 Dichloroacetic acid, tetradecyl ... 324 C16H30CI1202 083005-02-1 87

Abundance Scan 1592 (11.451 min): BF096583.D (-1588) (-) m/z 55.00 100.00%

4 69 83

97

5000

11.20 11.40 11.60 11.80
m/z 43.00 85.22%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127769: 5-Eicosene, (E)-
55

69 83
97

5000

11.20 11,40 11.60 11.80
111 m/z 57.00 63.22%

125
! 139153167182196210224 252 280
REaa

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

43 57
83 R B e e
97 11.20 11.40 11.60 11.80

5000 m/z 41.00 60.87%
29 111

25
139153167182196210224 252 280
ﬁﬁwﬁw"nﬁwﬁwﬁwﬁmﬁw
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #104186: 5-Octadecene, (E)- R EmEEs e
55 11.20 11.40 11.60 11.80
m/z 69.05 60.66%
a1 | a3
5000
, 111
\T | j‘ 125139 154168180106 204 252
! - Al
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 1140 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\
Data File : BF096583.D

Acq On > 8 Jul 2017 2:28

Operator : SJ/MA

Sample - 14092-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 1-Heptadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.26 3.57 ng 108883 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptadecene 238 C17H34 006765-39-5 91
2 Bromoacetic acid, tetradecyl ester 334 C16H31Br02 018992-01-3 91
3 Cetene 224 C16H32 000629-73-2 91
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 87
5 1-Hexadecanol 242 C16H340 036653-82-4 87
Abundance Scan 1730 (12.263 min): BF096583.D (-1727) (-) m/z 55.05 100.00%
43
5000
U AU NN BUNRN SR
139153167 191 206 12.00 12.20 12.40 12.60
SN 123 m/z 57.05 84.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92567: 1-Heptadecene
43 57 83
69 97
5000 LI SRR BN BUULLN B
29 111 12.00 12.20 12.40 12.60
195 m/z 43.05 81.01%
s || | J [l \H 11 140154 168182 196 210 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 250
Abundance
43 55
69 83 U SR NN BUNRN BSUR
12.00 12.20 12.40 12.60
5000 97 m/z 83.05 62.50%
29 111923
139 153 168 196 241
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81243: Cetene BB BREEE B e
41 5 12.00 12.20 12.40 12.60
m/z 69.10 60.47%
69 83
5000 29 o7
111
15 | y Il \‘ J‘ M i 139154168182196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 250 240 12.00 12:20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\
Data File : BF096583.D

Acq On > 8 Jul 2017 2:28

Operator : SJ/MA

Sample - 14092-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 unknownl3.25 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.25 2.22 ng 67387 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Acetyl-6-ethyl-1,1,4,4-tetrame... 258 C18H260 000088-29-9 42
2 Tonalid 258 C18H260 021145-77-7 38
3 2H,8H-Benzo[1,2-b:3,4-b"]dipyran... 258 C15H1404 006054-10-0 30
4 Phenol, 2-amino-4-tricyclo[3.3.1... 243 C16H21NO 1000350-32-7 25
5 3a-(3,4-Methylenedioxy)-hexahydr... 243 C15H17NO2 109535-43-5 25

Abundance Scan 1898 (13.251 min): BF096583.D (-1895) (-) m/z 99.00 100.00%

243

5000

?

303

s
275 318 13.00 13.20 13.40 13.60

m/z 243.20 97.01%

258

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #109335: 7-Acetyl-6-ethyl-1,1,4,4-tetramethyltetralin
243
5000 LI I L L L L L L L
058 13.00 13.20 13.40 13.60
43 150 m/z 43.00 77.83%
201
28 71 91 115 14177 185" ° 227 ‘
A B e A A Aas o aas na e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
243
s S
13.00 13.20 13.40 13.60
5000 43 m/z 41.00 61.35%
159 258
187
58 77 g0 128143 202 228
mwwmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #109075: 2H,8H-Benzo[1,2-b:3,4-bdipyran-2-one, 6-methoxy... I a  BREEEEES B
243 13.00 13.20 13.40 13.60
m/z 69.10 55.66%

5000

228 258

51 79 100 129 2 20 | | \

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.00 13 20 13. 40 13.60

i
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\
Data File : BF096583.D

Acq On > 8 Jul 2017 2:28

Operator : SJ/MA

Sample - 14092-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117_M
Quant Title : 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 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.70 5.22 ng 158276 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 90
2 n-Tetracosanol-1 354 C24H500 000506-51-4 90
3 Octacosanol 410 C28H580 000557-61-9 87
4 1-Octadecanol 270 C18H380 000112-92-5 87
5 17-Pentatriacontene 491 C35H70 006971-40-0 87
Abundance Scan 1974 (13.698 min): BF096583.D (-1971) (-) m/z 57.10 100.00%
57
83
5000
‘ 111
139 168 230 267 13.40 13.60 13.80 14.00
...-.l,...‘,Jl wod 108 TV Ol8s 8 w/z 43.10 85.20%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55 83
5000 111 LA L L L L L L L L LB
13. 40 13. 60 13. 80 14. oo
- m/z 55.05 85.06%
L L | ‘ ‘\‘9 167 196 224 252 280 308
m/z--> 55 100 150 260 250 360 3éo '
Abundance
57 83
13.40 13.60 13.80 14.00
5000 11 m/z 83.10 67.95%
29
139 167 195 222 250 280 308 336 MAwVMNNAW«WMﬂLM#VMwwM“””“
m/z--> 55 160 1éo 260 250 360 3éo '
Abundance #215904: Octacosanol R R R
57 13.40 13.60 13.80 14.00
97 m/z 97.10 61.84%
5000
125
2?“1 b i i ;153 181 209 236 264 292 322 364 392
m/z--> % 100 150 2& 250 300 3% ' anmnmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\
Data File : BF096583.D

Acq On > 8 Jul 2017 2:28

Operator : SJ/MA

Sample - 14092-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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]
2-Pentanone, 4-hy... 4.89 14.5 ng 457651 1 6.70 629982 20.0
unknown6 .47 6.47 71.1 ng 2240720 1 6.70 629982 20.0
5-Eicosene, (E)- 11.45 2.1 ng 65579 4 11.21 609834 20.0
1-Heptadecene 12.26 3.6 ng 108883 4 11.21 609834 20.0
unknownl13.25 13.25 2.2 ng 67387 5 13.84 606562 20.0
Behenic alcohol 13.70 5.2 ng 158276 5 13.84 606562 20.0

8270-BF070117.M Mon Jul 10 03:42:45 2017 Page: 10



