LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032318\

Data File : BF103884.D

Aca On : 23 Mar 2018 17:00 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J1748-09 AU-05-032218-B

ALS Vial : 20 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-BF031518.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 2.304 31 37 47 rVB 109775 146558 3.13% 0.396%
2 5.087 508 510 521 rBV 47143 67212 1.44% 0.182%
3 5.216 527 532 541 rVB 134212 147216 3.14% 0.398%
4 5.604 593 598 601 rBY 2938124 2879350 61.48% 7.784%
5 6.598 762 767 779 rBVY 2670376 3041936 64.95% 8.223%
6 6.745 788 792 795 rBVY 3263086 3019713 64.47% 8.163%
7 6.975 827 831 834 rBY 1126606 873653 18.65% 2.362%
8 7.133 854 858 861 rBY 2703885 2303594 49.18% 6.227%
9 7.539 922 927 930 rBVY 1930582 1770128 37.79% 4.785%
10 8.257 1045 1049 1052 rBV 1412509 1112420 23.75% 3.007%

11 9.333 1227 1232 1235 rBV 3459888 3073296 65.62% 8.308%
12 9.398 1240 1243 1246 rVV 82080 61666 1.32% 0.167%
13 9.722 1292 1298 1301 rBV 297700 257117 5.49% 0.695%
14 9.927 1330 1333 1337 rVB 150719 124889 2.67% 0.338%
15 10.016 1345 1348 1352 rBV 1321836 1145263 24.45% 3.096%

16 10.427 1416 1418 1421 rVB 149575 126127 2.69% 0.341%
17 10.651 1450 1456 1458 rBV 51325 60801 1.30% 0.164%
18 10.810 1479 1483 1486 rBV 1864629 1662580 35.50% 4._.495%
19 10.904 1496 1499 1509 rVB 131796 159101 3.40% 0.430%

20 11.351 1572 1575 1578 rBV 60674 54791 1.17% 0.148%
21 11.510 1598 1602 1605 rBV 1157163 1011875 21.60% 2.735%
22 11.533 1605 1606 1610 rVB 86580 59810 1.28% 0.162%
23 11.886 1662 1666 1669 rBV 1880193 1490585 31.83% 4 _.030%
24 12.015 1685 1688 1691 rBV2 71092 73851 1.58% 0.200%

25 12.580 1779 1784 1786 rBV 4242537 4683621 100.00% 12.662%

26 12.598 1786 1787 1794 rVV2 3305236 2635653 56.27% 7.125%
27 12.680 1797 1801 1804 rVvVv 762327 612580 13.08% 1.656%
28 12.727 1806 1809 1812 rBV 88268 75864 1.62% 0.205%
29 12.915 1837 1841 1844 rBV4 44311 61049 1.30% 0.165%
30 12.957 1845 1848 1855 rVB2 86130 134895 2.88% 0.365%

31 13.098 1868 1872 1875 rBV 2486401 2200605 46.99% 5.949%
32 13.974 2019 2021 2025 rBV 377293 354693 7.57% 0.959%
33 14.168 2050 2054 2057 rBV 827128 808773 17.27% 2.186%
34 15.715 2313 2317 2323 rVB 504849 699615 14.94% 1.891%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\

Data File : BF103884.D

Aca On - 23 Mar 2018 17:00

Operator : JU/SJ

ﬁ?ggle i J1748-09 AU-05-032218-B
ALS Vial =: 20 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-BF031518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 36990880
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\

Data File : BF103884.D

Aca On - 23 Mar 2018 17:00

Operator : JU/SJ

ﬁ?ggle i J1748-09 AU-05-032218-B
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF103884.D
4000000

6.75

3000000 5.60
6.60 7.13

2000000 7.54

6.97
1000000

2.30 .22 L
o 5'O§f\ L
A e o e e e e e e e e L e s s L s e o e s s B P m 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: BF103884.D

4000000
9.33 12.60

3000000
13.10

2000000 10.81 11.89

8.26 10.02
11.51

1000000 2.68

9.72
Jpao 9.9 10434 65[L0.90 1733153 12.02 73309

Ol eyt e e L B A = s

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: BF103884.D

4000000

3000000

2000000

14.17

15.72
1000000
13.97

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\BF032318\

Data File : BF103884.D

Aca On - 23 Mar 2018 17:00

Operator : JU/SJ

ﬁ?ggle i J1748-09 AU-05-032218-B
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 9

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

2.30 3.36 ng 146558 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2 007318-82-3 10

Abundance Scan 36 (2.298 min): BF103884.D (-31) (-) m/z 73.10 100.00%
3
5000
43
55 87 A
| 67| 220 240  2.60
o} S 1P VS, N S O m/z 43.00 35.25%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 220 240  2.60
55 87 m/z 87.10 25.57%
0 ﬁg 35‘\W\ ‘ 67 ] 80
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 O AL R
220 240  2.60
5000 41 55 m/z 55.00 23.18%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- e man m aia S
73 220 240  2.60
m/z 71.00 12.76%
5000
45
29
ol 39| 5 67 | 101 a4
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 220 240  2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103884.D

Aca On : 23 Mar 2018 17:00

Operator : JU/SJ

Sample : J1748-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.22 3.37 ng 147216 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 533 (5.222 min): BF103884.D (-527) (-) m/z 43.00 100.00%
ilc}
59
5000
101
83 4.80 5.00 520 5.40 5.60
o 1 T m/z 59.00 65.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 [Trrr[rfrr[ptrrryprrrr{ro—
4.80 5.00 5.20 5.40 5.60
m/z 101.00 28.59%
31 101
o Y Y NN | ISR < S N ——
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
BEE S E s s
4.80 5.00 520 5.40 5.60
5000 a1 m/z 58.00 16.71%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #4030: 2,3-Butanedione, monooxime
43 4.80 5.00 5.20 5.40 5.60
m/z 41.00 11.84%
5000
101

oL 15 3 ] 50 6o g6

T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40 5.60

8270-BF031518.M Mon Mar 26 15:20:12 2018

AU-05-032218-B
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\

Data File : BF103884.D

Aca On - 23 Mar 2018 17:00

Operator : JU/SJ

ﬁ?ggle i J1748-09 AU-05-032218-B
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.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 3 unknown6.75 Concentration Rank 2

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

6.75 69.13 ng 3019710 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 793 (6.751 min): BF103884.D (-788) (-) m/z 131.95 100.00%
132
5000
68
0 % J 640 6.60 680 7.00
40 54 - - - -
ol 8 lyeer . m/z 68.05 34.64%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 S AR AR AN AR b
a1 o7 6.40 6.60 6.80 7.00
53 - 117 m/z 134.00 33.89%
0 ...|....“i“..“.“.l“.“l‘.‘.“l‘ ..l:I.-O.7. .“luuHuluuuuluuuuluuuu
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
640 6.60 680 7.00
5000 m/z 66.00 21.16%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propiony! RS e
57 132 6.40 6.60 6.80 7.00
24 m/z 96.00 13.44%
5000 g °
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?. SN | S——
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\

Data File : BF103884.D

Aca On - 23 Mar 2018 17:00

Operator : JU/SJ

ﬁ?ggle i J1748-09 AU-05-032218-B
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.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 5 Tetradecane Concentration Rank 13

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

9.93 2.18 ng 124889 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Hexadecane 226 C16H34 000544-76-3 87
4 1-Octadecanesulphonvl chloride 352 C18H37Cl102S 1000342-70-4 86
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83

Abundance Scan 1333 (9.927 min): BF103884.D (-1330) (-) m/z 57.05 100.00%
57
43
71
5000
113 9.60 9.80 10.00 10.20
0 127 141158 m/z 43.05 71.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57
43
71
5000 85 RS S AR
9.60 9.80 1000 10.20
29 m/z 71.05 63.66%
ol 15 “ | ?P 113 127 141 155 169 198
m/z--> 25 Jo éo éo 160 150 140 160 180 260 250
Abundance
43 57
71 9.60 9.80 10.00 10.20
5000 m/z 85.10 38.89Y%
85
29
ol 15 99 113 127 141 155 184
m/z--> 25 Jo éo éo 160 120 140 160 180 260 250
Abundance #83027: Hexadecane
57 9.60 9.80 10.00 10.20
34 m/z 41.00 31.70%
5000 85
29 99
ol 14 N -4 141 155 169 183 107 226
m/z--> 25 Jo éo éo 160 150 140 160 180 260 250 9%0 980 1000 1020 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\

Data File : BF103884.D

Aca On - 23 Mar 2018 17:00

Operator : JU/SJ

ﬁ?ggle i J1748-09 AU-05-032218-B
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.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 6 Decane, 2,3,5-trimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.43 2.20 ng 126127 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Heneicosane 296 C21H44 000629-94-7 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 1418 (10.427 min): BF103884.D (-1416) (-) m/z 57.05 100.00%
57
5000 85
4
113 10.20 10.40 10.60 10.80
o 120 288 m/z 43.05 69.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48894: Decane, 2,3,5-trimethyl-
57
5000 85 LR U UL SR B
10,20 10.40 10.60 10.80
4 m/z 71.10 64 .89%
141
0...w%@.qy.ﬂu.ﬂ.wl..ﬁ.%}ﬁ...4&...%?9 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
85 10,20 10.40 10.60 10.80
5000 Al m/z 85.10 43.02%
ol 25 M3 141 160 107012 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane A e
57 10.20 10.40 10.60 10.80
m/z 41.05 31.95%
5000 4 35
ol 15 ‘ I i 13 L 141 169 197 225 253268 296
m/z--> 20 4b eb éo 160 150 140 1éo 180 200 220 240 260 280 300 10,20 10,40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\

Data File : BF103884.D

Aca On - 23 Mar 2018 17:00

Operator : JU/SJ

ﬁ?ggle i J1748-09 AU-05-032218-B
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.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 Octadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.90 3.14 ng 159101 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 1498 (10.898 min): BF103884.D (-1496) (-) m/z 57.00 100.00%
57
5000 85
41 J
113 10.60 10.80 11.00 11.20
A I— ..-|,.!'..','...-:‘,..:l.,:l.%?ﬁ...,l.‘?. ey, m/z 71.05  65.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105884: Octadecane
57
5000 85 AR SR DU SURRE
41 10 60 10. 80 11. oo 11. 20
m/z 43.05 61.82%
0 \‘ \‘ ‘\ ‘ (b 1?“-3 J 1‘\11 169 197 225 254
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 280 360 350
Abundance
57
g5 10.60 10.80 11.00 11.20
5000 A m/z 85.10 43 .25%
o1 U3 441 169 197 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #152416: Tridecane, 1-iodo- e AR B REmaES SE
57 10.60 10.80 11.00 11.20
m/z 41.00 27.03%
5000 85
4
183
ol A ‘ (o130 195 310
m/z--> 2'0 4'0 60 8|0 1(')0 120 140 160 180 200 220 240 260 280 300 32'0 ! 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103884.D

Aca On : 23 Mar 2018 17:00

Operator : JU/SJ

Sample : J1748-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.89 29.46 ng 1490590 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 93
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 1667 (11.892 min): BF103884.D (-1662) (-) m/z 74.00 100.00%
!
5000
|3 e 1207 1 171185199y102 11160 1180 12,00 1220
115 157171185199213 | 241 270 : : : :
0...,....,|....|',..|'..,':-...'-,'....,..'..,|....,....,.'...,....,.|...','....,..-.., m/z 87.00 78.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
5000 LI IS BN SN B
43 1160 11.80 12.00 12.20
7 143 m/z 43.10 25.43%
. TM ‘ﬂ " 101415129 157171185199213227241 270
m/z--> 20 45 60 80 100 120 140 160 180 200 220 250 260
Abundance
74
1160 11.80 12.00 12.20
5000 43 m/z 55.05 20.84%
29 57
o 97 111 129143157171185199213227241 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107593: Pentadecanoic acid, methy! ester R AR
74 11.60 11.80 12.00 12.20
m/z 143.10 20.01%
5000
43 2 143
5 29 ‘ | || | 101115129 | 157171185199213507 256
0|||||||‘||||||‘|||||||||||||||||||||||||||||| e T et T L S T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 | 11.60 11.80 12.00 12.20

8270-BF031518.M Mon Mar 26 15:20:15 2018

AU-05-032218-B
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\

Data File : BF103884.D

Aca On - 23 Mar 2018 17:00

Operator : JU/SJ

ﬁ?ggle i J1748-09 AU-05-032218-B
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.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 9 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.58 92.57 ng 4683620 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
4 Methyl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 98
5 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 97

Abundance Scan 1784 (12.580 min): BF103884.D (-1779) (-) m/z 67.05 100.00%

67

5000
135150 12.20 12.40 12.60 12.80
178 220 263 294 ' : ' :
ol AL m/z 81.05 87.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67

5000 [T rrrr[rirrprrirm
12.20 12.40 12.60 12.80
m/z 95.05 60.66%
0 I 135150 478 262 294
AR e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67
a1 R REmEE s e s
95 12.20 12.40 12.60 12.80
5000 m/z 55.05 59.43%
110 294
136 263
ol 26 164179195 220 237 279
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester T T

12.20 12.40 12.60 12.80
m/z 41.05  47.62%

L

12 20 12. 40 12 60 12. 80

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\

Data File : BF103884.D

Aca On - 23 Mar 2018 17:00

Operator : JU/SJ

ﬁ?ggle i J1748-09 AU-05-032218-B
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.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 10 8-Octadecenoic acid, methyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.60 52.09 ng 2635650 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-Octadecenoic acid. methvl este... 296 C19H3602 026528-50-7 99
2 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 99
3 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 99
4 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 99
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99

Abundance Scan 1787 (12.598 min): BF103884.D (-1786) (-) m/z 55.10 100.00%

5000

|

12.20 12.40 12.60 12.80 13.00
0f m/z 69.10 73.20%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141305: 8-Octadecenoic acid, methyl ester, (E)-

5

12.20 12.40 12.60 12.80 13.00
m/z 41.10 70.82%

5000

04

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

55
74 12. 20 12. 40 12 60 12. 80 13.00
5000 m/z 74.00 62.62%
29 97
264
123 222
188153 180 57" a5 979296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141313: 11-Octadecenoic acid, methyl ester, (2)- e
5 12.20 12.40 12.60 12.80 13.00
m/z 83.10 57.70%

5000
29

123138153 180 222

207
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103884.D

Aca On : 23 Mar 2018 17:00

Operator : JU/SJ

Sample : J1748-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

C:
TIC Integration Parameters:

\DATABASE\NIST11.L
LSCINT.P

> Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Methyl stearate

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.68 12.11 ng 612580 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 95
3 Heptadecanoic acid. 15-methvl-. ... 298 C19H3802 054833-55-5 91
4 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 90
5 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 90

Abundance Scan 1801 (12.680 min): BF103884.D (-1797) (-) m/z 73.95 100.00%
!
5000
43
0 1240 12.60 12.80 13.00
o} m/z 86.95 74 .94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate A
74
5000 AT J--- T T
143 - 298 1240 12.60 12.80 13.00
43 199 m/z 43.05 31.08%
9
oz Bl Tus, | m |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74
1240 12,60 12.80 13.00
5000 m/z 55.00 23.36%
43
15 i 015 P gy 199, 22
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143186: Heptadecanoic acid, 15-methyl-, methyl ester AR E e
74 12.40 12.60 12.80 13.00
m/z 143.05 19.39%
5000 57 298
4 143
18 ‘ 97 ’ 199 255
M N 010 O~ . . I Y. ¥
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

8270-BF031518.M Mon Mar 26 15:20:16 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\

Data File : BF103884.D

Aca On - 23 Mar 2018 17:00

Operator : JU/SJ

ﬁ?ggle i J1748-09 AU-05-032218-B
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.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 13 5-Eicosene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.97 8.77 ng 354693 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 97
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
Abundance _ Scan 2020 (13.968 min): BF103884.D (-2019) (-) m/z 55.00 100.00%
5000 \fkuﬁwwvvﬁkk/“\4\~VMJLA~M4»
LU BRI U
139 1671g7 230 298 320340359 13.60 13.80 14.00 14.20
o 208 266 m/z 57.10 98.96%
m/z--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 RN BRI U
13.60 13.80 14.00 14.20
29 111 m/z 69.05 95.29%
L ||, 13 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
13.60 13.80 14.00 14.20
5000 111 m/z 43.10 93.96%
29
. 139 167 106 238 266 294 \AMNHANMﬁv,KNNJ\mﬂxhﬂa-MJW~ﬂ*'
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane A BT o e
57 13.60 13.80 14.00 14.20
97 m/z 83.00 93.81%
5000
29 125
ol Al i s a6 s e g
m/z--> 50 100 150 200 250 300 350 1360 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032318\

Data File : BF103884.D

Acg On : 23 Mar 2018 17:00

Operator : JU/SJ

3?22'6 i J1748-09 AU-05-032218-B
ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_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]
Butane, 2-methoxy... 2.30 3.4 ng 146558 1 6.97 873653 20.0
2-Pentanone, 4-hy... 5.22 3.4 ng 147216 1 6.97 873653 20.0
unknown6.75 6.75 69.1 ng 3019710 1 6.97 873653 20.0
Tetradecane 9.93 2.2 ng 124889 3 10.02 1145260 20.0
Decane, 2,3,5-tri... 10.43 2.2 ng 126127 3 10.02 1145260 20.0
Octadecane 10.90 3.1 ng 159101 4 11.51 1011880 20.0
Hexadecanoic acid... 11.89 29.5 ng 1490590 4 11.51 1011880 20.0
9,12-Octadecadien... 12.58 92.6 ng 4683620 4 11.51 1011880 20.0
8-Octadecenoic ac... 12.60 52.1 ng 2635650 4 11.51 1011880 20.0
Methyl stearate 12.68 12.1 ng 612580 4 11.51 1011880 20.0
5-Eicosene, (E)- 13.97 8.8 ng 354693 5 14.17 808773 20.0
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