LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102246.D

Aca On : 20 Jan 2018 4:39

Operator : SJ/JU

Sample : J1113-09

Misc :

ALS Vial : 22 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-BF010918.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 4.928 477 483 491 rVB 170975 263684 7.16% 0.819%
2 5.334 547 552 555 rBY 3395745 3468738 94.19% 10.775%
3 6.363 721 727 730 rBVY 3188062 3577340 97.14% 11.112%
4 6.493 744 749 752 rBVY 3685215 3543053 96.21% 11.006%
5 6.716 784 787 791 rBV 964267 841825 22.86% 2.615%
6 6.875 810 814 817 rBVY 3110450 2756913 74.86% 8.564%
7 7.287 878 884 887 rBVY 2299955 2271716 61.69% 7.057%
8 7.469 912 915 918 rVB 51700 41120 1.12% 0.128%
9 7.998 1001 1005 1009 rBV 1268261 1130254 30.69% 3.511%
10 9.081 1184 1189 1192 rBV 4064155 3682614 100.00% 11.439%
11 9.157 1198 1202 1204 rBV 55790 44601 1.21% 0.139%

12 9.475 1251 1256 1258 rBV 345739 309088 8.39% 0.960%
13 9.686 1288 1292 1295 rBV 190592 147826 4.01% 0.459%
14 9.751 1300 1303 1307 rVB 1273402 1179104 32.02% 3.663%
15 10.004 1343 1346 1350 rBV2 40697 38786 1.05% 0.120%

16 10.186 1373 1377 1379 rVB 218986 179280 4.87% 0.557%
17 10.404 1409 1414 1416 rBV 53945 62483 1.70% 0.194%
18 10.545 1431 1438 1441 rBV 2229193 2090336 56.76% 6.493%
19 10.657 1454 1457 1465 rBV 188474 183686 4._.99% 0.571%
20 11.104 1530 1533 1536 rBvV 65010 52088 1.41% 0.162%

21 11.239 1552 1556 1559 rBV 1149490 1058513 28.74% 3.288%
22 12.645 1792 1795 1798 rBV 240841 186562 5.07% 0.580%

23 12.722 1805 1808 1812 rVB 116254 91078 2.47% 0.283%
24 12.822 1821 1825 1829 rBV 2537207 2521286 68.46% 7.832%
25 13.304 1901 1907 1911 rBVZ2 64179 87400 2.37% 0.271%

26 13.351 1911 1915 1917 rBV 139190 123812 3.36% 0.385%
27 13.716 1973 1977 1984 rBV 343305 357945 9.72% 1.112%
28 13.868 1999 2003 2007 rBV 832528 765536 20.79% 2.378%
29 14.039 2029 2032 2034 rBvV 43278 41789 1.13% 0.130%
30 14.345 2081 2084 2088 rBV 96577 110074 2.99% 0.342%

31 14.639 2132 2134 2139 rBV 35780 47979 1.30% 0.149%
32 15.292 2240 2245 2249 rBV 629850 762401 20.70% 2.368%
33 15.727 2316 2319 2323 rBV 32197 45301 1.23% 0.141%

34 17.209 2567 2571 2579 rVB9 61626 128005 3.48% 0.398%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102246.D

Aca On : 20 Jan 2018 4:39

Operator : SJ/JU

Sample : J1113-09

Misc :

ALS Vial : 22 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF010918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 32192216
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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:\HPCHEMI\BNA F\DATA\BF011918\

BF102246.D

20 Jan 2018 4:39

SJ/Ju

J1113-09

22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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2000000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102246.D

Aca On : 20 Jan 2018 4:39

Operator : SJ/JU

Sample : J1113-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.93 6.26 ng 263684 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 9
5 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 9

Abundance Scan 483 (4.928 min): BF102246.D (-477) (-) m/z 43.00 100.00%
43
59
5000
1 4.60 480 500 520
o...,....,....,....',':...,??:.,....,....,??..,...:,|....,. m/z 59.05 54.66%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L LR UL UL R
59 460 480 500 520
m/z 101.10 18.44%
o 25 31 37 | 83 g3 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
4.60 480 500 520
5000 m/z 58.00 14 .63%
101
15 97 " 71
O |""|??"| "'??"" F?"'l"??l"qe'l'"'l""l'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime  EEAmE e R
43 4.60 4.80 5.00 5.20
m/z 41.05 8.77%
5000
101
o 15 253137 | 5 %8 g9 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102246.D

Aca On : 20 Jan 2018 4:39

Operator : SJ/JU

Sample : J1113-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 2 unknown6.49 Concentration Rank 1

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

6.49 84.18 ng 3543050 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 749 (6.493 min): BF102246.D (-744) (-) m/z 131.95 100.00%
132
5000 68
96 RSN R R R
40 54 -8 06 6.20 6.40 6.60 6.80
o} I B e B B m/z 68.05 38.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 S RS AR LRSS AR
a1 o7 6.20 6.40 6.60 6.80
53 - 117 m/z 134.00 32.92%
0 ...|....“i“..“.“.l“.“l‘.‘.“l‘ ..l:I.-O.7. I‘\IIIHI i ma et
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80
5000 m/z 66.10 24 .29%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! N B B
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 15.52%
5000 98 116
) AN | VIR A N HW..LL,..“u S E— 189 SN A N0 | A
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\BF011918\
Data File : BF102246.D

Aca On : 20 Jan 2018 4:39

Operator : SJ/JU

Sample : J1113-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Pentadecane Concentration Rank 11

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

9.69 2.51 ng 147826 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 97
2 Tetradecane 198 C14H30 000629-59-4 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Tridecane 184 C13H28 000629-50-5 90
5 Tridecane, 4,8-dimethyl- 212 C15H32 055030-62-1 86

Abundance Scan 1293 (9.692 min): BF102246.D (-1288) (-) m/z 57.10 100.00%
57
43
5000
99 9.40 9.60 9.80 10.00
113 127
o 140 m/z 43.05 68.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57
43
71
5000
85 9.40 9.60 9.80 10.00
29 m/z 71.05 59.49Y%
OHJ“HM %mmmmmm 212
m/z--> ﬁo Jo éo 85 160 150 140 160 180 200 250
Abundance
57
43
71 9.40 9.60 9.80 10.00
5000 85 m/z 85.05 36.40%
29
ol 15 99 113 127 141 155 169 198
m/z--> 50 Jo éo 85 160 150 140 160 180 260 250
Abundance #83025: Hexadecane
43 97 9.40 9.60 9.80 10.00
m/z 41.00 30.02%
5000 [
85
29
o | L L w 99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 50 160 150 150 160 180 200 250 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102246.D

Aca On : 20 Jan 2018 4:39

Operator : SJ/JU

Sample : J1113-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Tridecane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.19 3.04 ng 179280 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tetradecane 198 C14H30 000629-59-4 87
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 80

Abundance Scan 1378 (10.192 min): BF102246.D (-1373) (-) m/z 57.10 100.00%
57
43
5000
99 113 127140 9.80 10.00 10.20 10.40 10.60
o 155108 m/z 43.05 65.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48835: Tridecane
43 7
71
5000 R DR
85 9. 80 10. oo 10 20 10.40 10. 60
29 ‘ m/z 71.05 51.13%
N = =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 7 9.80 10.00 10.20 10.40 10.60
5000 g5 m/z 85.10 42 .95%
29 9
o 113127141155169182196210 240
m/z--> ﬁo 45 éo 85 160 150 150 1éo 180 200 220 240
Abundance #83025: Hexadecane
a3 57 9.80 10.00 10.20 10.40 10.60
m/z 41.00 31.76%
5000 n
85
29
o L “ 99 113 127 141155 160183107 __ 226
m/z--> 2'0 4'0 6|0 8IO 1(')0 12'0 140 160 180 200 22'0 24'10 980 10. oo 10 20 10. 40 10. 60

8270-BF010918.M Mon Jan 22 14:58:10 2018

Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102246.D

Aca On : 20 Jan 2018 4:39

Operator : SJ/JU

Sample : J1113-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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.
10.66 3.47 ng 183686 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 1458 (10.663 min): BF102246.D (-1454) (-) m/z 57.05 100.00%

g7

5000

10.40 10.60 10.80 11.00

99113127141155169

Obr el m/z 43.05 64.38%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane
57
43
71
5000 LN L L L L L LB
85 10.40 10.60 10.80 11.00
m/z 71.10 60.24%
99
0 h |, 118127141155169183197211225239253 282
.,””,””,”.w”.w.”w.”..”..”..”..”..”..”..”.“”
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
a3 o7
10.40 10.60 10.80 11.00
5000 71 m/z 85.05 36.70%
85
29

99113127141155169183197 226

O‘ﬁmwwwmwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105884: Octadecane S L L B L L B
43 57 10.40 10.60 10.80 11.00
m/z 41.05 29.64%
71
5000 85
29 99
oL L Ty 113127141155169183197211225 254
-|----|-n-|----|----|----|----|---- L L L L L R L LI L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 40 10 60 10. 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102246.D

Aca On : 20 Jan 2018 4:39

Operator : SJ/JU

Sample : J1113-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 7 Hexadecanoic acid, butyl ester Concentration Rank 5

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

12.65 4.87 ng 186562 Chrysene-di12 13.87

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 96
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 93
3 2-Methvl-n-1-tridecene 196 C14H28 018094-01-4 27
4 Cvclobutane. 1-hexvl-2.3-dimethvl- 168 C12H24 055170-84-8 27
5 Butyl 4,8,12-trimethyl-tridecanoate 312 C20H4002 1000336-63-2 27

Abundance

Scan 1796 (12.651 min): BF102246.D (-1792) (-)

5000

(o]

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

(o]

Abundance #154932: Hexadecanoic acid, buty| ester
56
5000 a1
0 2 1l h H‘ i ]\-\(\)1\\\\ 157 185 213 ‘ ‘ 283 312
ARmRaRs .”q.”w.”q.”q.”..”..”..”..”..”..”..”q.”w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
5000 41
73
129
26 97112 157 185 213 239257 o9 315

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

Abundance #58308: 2-Methyl-n-1-tridecene

5000

111 140 168 196

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

m/z 56.05 100.00%

12.40 12.60 12.80 13.00

m/z 57.05 67 .85%

12.40 12.60 12. 80 13. 00

m/z 43.05 44 _74%

12.40 12.60 12.80 13.00

m/z 41.05 38.47%

12.40 12.60 12.80 13.00

m/z 257.30 34 .85%

12.40 12.60 12.80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102246.D

Aca On : 20 Jan 2018 4:39

Operator : SJ/JU

Sample : J1113-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.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 8 Heptadecyl acetate Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

12.72 2.38 ng 91078 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl acetate 298 C19H3802 000822-20-8 90
2 Cetene 224 C16H32 000629-73-2 87
3 l1-Hexadecanol. acetate 284 C18H3602 000629-70-9 87
4 1-Tetradecvl acetate 256 C16H3202 000638-59-5 80
5 1-Pentadecanol acetate 270 C17H3402 000629-58-3 68

Abundance Scan 1808 (12.722 min): BF102246.D (-1805) (-) m/z 43.05 100.00%

48
5000 69 83 97

111 w

12.40 12.60 12.80 13.00

125
140154168 207 224
Ot m/z 83.05 49_74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #143134: Heptadecyl acetate
43
5000 7 8397 LA L L L
12.40 12.60 12.80 13.00
111 m/z 97.10 48.15%
29 125
ob1s | | . 139154168182196210 238
EERRRERERERE NS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 e e
97 12.40 12.60 12.80 13.00
5000 m/z 69.05 45.68%
29
111

25
140154168182196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131266: 1-Hexadecanol, acetate T
43 12.40 12.60 12.80 13.00
m/z 55.10  44.44%
83
5000 ! 97

125

29

NI | 139154168182196
SNSRI e o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00

224

8270-BF010918.M Mon Jan 22 14:58:12 2018 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102246.D

Aca On : 20 Jan 2018 4:39

Operator : SJ/JU

Sample : J1113-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 9 9-Octadecenamide, (Z)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

13.30 2.28 ng 87400 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 95
2 Tetradecanamide 227 C14H29NO 000638-58-4 64
3 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 53
4 7-Nonenamide 155 C9H17NO 090949-53-4 50
5 Nonanamide 157 C9H19NO 001120-07-6 50

Abundance Scan 1906 (13.298 min): BF102246.D (-1901) (-) m/z 59.00 100.00%

59
5000

13.00 13.20 13.40 13.60

8l 98112126 145161175 103 223239

0 m/z 72.00 52.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41

13.00 13.20 13.40 13.60
m/z 41.00  37.96%

2 81
0 98 112126140154 170184198 221 233 264 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
e
13.00 13.20 13.40 13.60
5000 m/z 55.00 29.14%
a3 227
. 29 73 97 114128 155960 18419815
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-... e SRR AL R R aR
13.00 13.20 13.40 13.60
m/z 43.10 25.50%
5000

:

3 91 111175141155170 196 212 229

’ T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60

8270-BF010918.M Mon Jan 22 14:58:12 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102246.D

Aca On : 20 Jan 2018 4:39

Operator : SJ/JU

Sample : J1113-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 10 Octadecanoic acid, butyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.35 3.23 ng 123812 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 91
2 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 64
3 Butvl mvristate 284 C18H3602 000110-36-1 58
4 1-Pentadecene. 2-methvl- 224 C16H32 029833-69-0 37
5 Oxirane, 2,3-bis(l-methylethyl)-... 128 C8H160 054644-32-5 35

Abundance Scan 1915 (13.351 min): BF102246.D (-1911) (-) m/z 56.10 100.00%
56
5000
129
285
5 || 830 157 185 Lo 241 267 340 13.00 13.20 13.40 13.60
ob—— el m/z 57.10 52.71%
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester
56
5000 285 340 13.00 13.20 13.40 13.60
73 . 267 m/z 43.05 40.83%
97 241
ol— |3\| I \M \N .‘N‘.‘h‘ll .“h. ‘. |‘1|53| . .‘. |2|13| " .‘ I .‘. .‘. ‘|3:.I-1. —
m/z--> 50 100 150 200 250 300
Abundance
57
13.00 13.20 13.40 1360
5000 m/z 41.00 33.47%
29 267285
83
o 1'% o 185 515 2m 310 340
m/z--> o 'éol ' "160' B '150' ' "260' B '250' B '360" B
Abundance #131257: Butyl myristate R B A
56 13.00 13.20 13.40 13.60
m/z 55.10 29.46%
5000 229
73 101 129 185 211 284
OIII3\IIM‘U“Ix“\lwhlllu‘\l‘I |‘15|7|‘||||“|‘| |‘25|5||||||||| L R
m/z--> 50 100 150 200 250 300 13.00 13.20 13.40 13.60

8270-BF010918.M Mon Jan 22 14:58:13 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102246.D

Aca On : 20 Jan 2018 4:39

Operator : SJ/JU

Sample : J1113-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.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 11 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.72 9.35 ng 357945 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 95
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94

Abundance Scan 1978 (13.721 min): BF102246.D (-1973) (-) m/z 57.05 100.00%

57

83

5000

:

13.40 13.60 13.80 14.00

139 161 183 204 223

257 300

o m/z 43.10 76.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
56 83
5000 111 LA L L L L L L LB L |
13.40 13.60 13.80 14.00
29 m/z 83.05 72.98%
0 Lol 167 196 224 252 280 308
RRRRARIE LRa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
R R e e e R
13.40 13.60 13.80 14.00
5000 111 m/z 55.10 72 .49%

29

o 139 167 106 233 266 204

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #177132: 1-Heneicosyl formate T
7 83 13.40 13.60 13.80 14.00

m/z 97.10 61.62%

:

5000

:

167 196 222 266 294 320340
A e T
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00

8270-BF010918.M Mon Jan 22 14:58:13 2018 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102246.D

Aca On : 20 Jan 2018 4:39

Operator : SJ/JU

Sample : J1113-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 12 1-Dodecanol, 2-octyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.34 2.88 ng 110074 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 83
2 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 83
3 Oxalic acid. isobutvl heptadecvl... 384 C23H4404 1000309-38-2 83
4 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 83
5 Hexacosyl heptafluorobutyrate 578 C30H53F702 1000351-83-3 80
Abundance Scan 2083 (14.339 min): BF102246.D (-2081) (-) m/z 57.05 100.00%
g7
5000
155176195217 251573 207 14.00 14.20 14.40 14.60
o m/z 43.05 74 .75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #143260: 1-Dodecanol, 2-octyl-
57
5000 83 L UL SN UL SUUR R
14.00 14.20 14.40 14.60
- i m/z 71.05  65.60%
139
ol ALy h 7" 167 106 224 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
14:00 14.20 14.40 14.60
5000 m/z 85.05 52 .49%
29 83
o Ml 148 182 210 5
LR L L L UL L L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #204545: Oxalic acid, isobutyl heptadecy! ester R o R RaEa
57 14.00 14.20 14.40 14.60
m/z 55.00 51.03%
5000
29
ol 139 169 210 238 2?3
T rrrTTT T T T AL A AL AR
m/z--> 50 150 200 250 300 350 400 14.00 14.20 14.40 14.60

8270-BF010918.M Mon Jan 22 14:58:14 2018 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102246.D

Aca On : 20 Jan 2018 4:39

Operator : SJ/JU

Sample : J1113-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 13 unknownl7.21 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
17.21 3.36 ng 128005 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

N-(4-Methvl-benzv)-2-(5-trifluo... 396 C18H15F3N20S2 1000275-06-6 11
2 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 10
3 2-{4-T2-(4-MethoxvmethvlphenvD)v... 282 C19H2202 1000202-17-4 10
4 5_.alpha.-Stigmast-9(11)-en-3.bet... 414 C29H500 077794-81-1 9
5 Stigmastan-3-en-6-o0l 414 C29H500 1000214-19-7 9
Abundance Scan 2571 (17.209 min): BF102246.D (-2567) (-) m/z 43.00 100.00%
Bl g
105 145
5000 213
329
174 235275 414
235 295 382 LRI SRR BRI BN B
16.80 17.00 17.20 17.40 17.60
Ob— H m/z 55.00 98.69%
miz--> 50 100 150 200 250 300 350 400
Abundance #209990: N-(4-Methyl-benzyl)-2-(5-trifluoromethyl-benzothi. .
161
105
5000 U A S BN B
16.80 17.00 17.20 17.40 17.60
132 m/z 81.05 81.09%
‘ H 184 216 249 396
ol M L e | 276 306326 361 1
miz--> 50 100 150 200 250 300 350 400
Abundance
43
16.80 17.00 17.20 17.40 17.60
5000 m/z 91.00 81.04%
81 368
107
145 329 14
. 173193213 247 275 301
mz-> 50 100 150 200 250 300 350 400
Abundance #129438: 2-{4-[2-(4-Methoxymethylphenyl)vinyl]phenyl}propa... T
43 035 282 16.80 17.00 17.20 17.40 17.60
m/z 105.05 67.88%
5000
ol L 72 9t mst® 16 J| | 255] |
miz--> 5'0 1(')0 15 200 2&'3 300 350 400 16.80 17.00 17.20 17.40 17.60

8270-BF0109

18.M Mon Jan 22 14:58:14 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011918\
Data File : BF102246.D

Acq On : 20 Jan 2018 4:39

Operator : SJ/JU

Sample : J1113-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_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 .93 6.3 ng 263684 1 6.72 841825 20.0
unknown6 .49 6.49 84.2 ng 3543050 1 6.72 841825 20.0
Pentadecane 9.69 2.5 ng 147826 3 9.75 1179100 20.0
Tridecane 10.19 3.0 ng 179280 3 9.75 1179100 20.0
Eicosane 10.66 3.5 ng 183686 4 11.24 1058510 20.0
Hexadecanoic acid... 12.65 4.9 ng 186562 5 13.87 765536 20.0
Heptadecyl acetate 12.72 2.4 ng 91078 5 13.87 765536 20.0
9-Octadecenamide, ... 13.30 2.3 ng 87400 5 13.87 765536 20.0
Octadecanoic acid... 13.35 3.2 ng 123812 5 13.87 765536 20.0
Behenic alcohol 13.72 9.3 ng 357945 5 13.87 765536 20.0
1-Dodecanol, 2-oc... 14.34 2.9 ng 110074 5 13.87 765536 20.0
unknownl17.21 17.21 3.4 ng 128005 6 15.29 762401 20.0
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