LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\

Data File : BF104762.D

Aca On : 24 Apr 2018 17:53 Instrument :

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

3?22'6 : J2151-09 AU-05-042318-B

ALS Vial : 13 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-BF040618.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 5.010 493 497 508 rvB 54882 73455 1.06% 0.188%
2 5.428 564 568 582 rBY 1787143 1712027 24.75% 4_.372%
3 6.451 737 742 754 rBVY 1817126 1757460 25.40% 4.488%
4 6.581 760 764 767 rBVY 2168351 1803750 26.07% 4 .606%
5 6.810 799 803 806 rBV 662565 603226 8.72% 1.540%
6 6.963 825 829 832 rBY 1762094 1432552 20.71% 3.658%
7 7.375 894 899 902 rBVY 1213020 1053695 15.23% 2.691%
8 8.092 1018 1021 1028 rBV 942802 785200 11.35% 2.005%
9 9.169 1200 1204 1211 rBV 2427794 2112249 30.53% 5.393%
10 9.433 1246 1249 1255 rBV 139473 135407 1.96% 0.346%

11 9.563 1267 1271 1273 rBV 165041 153178 2.21% 0.391%
12 9.851 1316 1320 1324 rBV 985955 859464 12.42% 2.195%
13 10.269 1384 1391 1394 rBV2 138938 155226 2.24% 0.396%
14 10.645 1451 1455 1463 rVB 1188843 1133179 16.38% 2.894%
15 10.745 1469 1472 1473 rBV 96485 88255 1.28% 0.225%

16 10.816 1481 1484 1486 rBV 126185 96977 1.40% 0.248%
17 10.851 1486 1490 1493 rVvv3 142893 164444 2.38% 0.420%
18 10.880 1493 1495 1498 rvv2 131928 129708 1.87% 0.331%
19 10.998 1512 1515 1518 rVB3 85510 92775 1.34% 0.237%
20 11.033 1518 1521 1523 rVV 123544 99215 1.43% 0.253%

21 11.339 1569 1573 1576 rBV 866399 777747 11.24% 1.986%
22 11.363 1576 1577 1583 rVB 123480 83066 1.20% 0.212%
23 11.727 1635 1639 1642 rBV 3890649 3573310 51.65% 9.124%
24 12.427 1752 1758 1759 rBV 4704565 6589540 95.25% 16.826%
25 12.451 1759 1762 1770 rVV 5093780 6918354 100.00% 17.666%

26 12.521 1770 1774 1777 rVV 2226516 2211058 31.96% 5.646%
27 12.557 1778 1780 1795 rVB 234015 582537 8.42% 1.487%

28 12.757 1810 1814 1817 rBV3 52022 82144 1.19% 0.210%
29 12.792 1817 1820 1822 rVV 119471 116527 1.68% 0.298%
30 12.810 1822 1823 1827 rVB 90259 74512 1.08% 0.190%

31 12.927 1839 1843 1847 rVB 1711952 1641349 23.72% 4.191%
32 13.168 1882 1884 1889 rVB3 183128 191025 2.76% 0.488%
33 13.245 1894 1897 1901 rVB 186997 168083 2.43% 0.429%
34 13.357 1912 1916 1920 rBV 257096 273046 3.95% 0.697%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF042418\

Data File : BF104762.D

Aca On - 24 Apr 2018 17:53

Operator : JU/SJ

3?22'6 i J2151-09 AU-05-042318-B
ALS Vial : 13 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-BF040618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.657 1964 1967 1973 rBV6 94228 171521 2.48% 0.438%
36 13.910 2008 2010 2014 rVB 163379 150559 2.18% 0.384%

37 13.986 2019 2023 2026 rBV 614939 653159 9.44% 1.668%
38 15.462 2270 2274 2280 rVB 358037 463889 6.71% 1.185%

Sum of corrected areas: 39162868
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF042418\

Data File : BF104762.D

Aca On - 24 Apr 2018 17:53

Operator : JU/SJ

ﬁ?ggle i J2151-09 AU-05-042318-B
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF104762.D

5000000

4000000

3000000

6.58

2000000

5.43 6.96

7.37
1000000

5.01

5.00
TIC: BF104762.D

0

2.50

3.00

3.50

4.00

4.50

T
Time--> 5.50
Abundance

5000000

4000000 11.73

3000000

9.17 2.52

2000000

1000000

0!

13.00

13.50

10.00 10.50 11.00 11.50 12.00 12.50

TIC: BF104762.D

Time-->  8.00 8.50 9.00 9.50

Abundance
5000000

4000000
3000000
2000000
13.99

15.46

17.00 17.50

1000000

18.50 19.00

18.00

16.00

16.50

15.00 15.50

14.00 14.50

Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF042418\

Data File : BF104762.D

Aca On - 24 Apr 2018 17:53

Operator : JU/SJ

ﬁ?ggle i J2151-09 AU-05-042318-B
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 17

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

5.01 2.44 ng 73455 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 28
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 497 (5.010 min): BF104762.D (-493) (-) m/z 43.00 100.00%
43
59
5000
101 N A
| 83 460 4.80 5.00 5.20 5.40
R e A e o L e R B R m/z 59.00 65.97%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR SRS SRR
460 4.80 5.00 5.20 5.40
59 m/z 101.00 27.40%
21 37 53 ‘ 67 77 83 o1 }?1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 480 500 520 5.40
0
5000 101 m/z 58.00 15.19%
28 59
70 84
15 53 78 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone T REmeE B
59 460 4.80 5.00 5.20 5.40
m/z 41.05 8.42%
5000 43
31
]75 L ‘ [ N 69 87
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF042418\

Data File : BF104762.D

Aca On - 24 Apr 2018 17:53

Operator : JU/SJ

ﬁ?ggle i J2151-09 AU-05-042318-B
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.58 Concentration Rank 4

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

6.58 59.80 ng 1803750 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 764 (6.581 min): BF104762.D (-760) (-) m/z 132.00 100.00%
32
5000 68
6 rrrrrTyrTTTT T T T T T T T
40 54 | 75 104 6.20 6.40 6.60 6.80 7.00
e 8 2l e Lt us W Tm/z 68.10  39.63%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 SRR SRS SR
6.20 6.40 6.60 6.80 7.00
0
31384451 78 m/z 134.00 33.49%
”'WM”HPI”JL'W'”lP'“I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 25.04%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine e e e R
132 6.20 6.40 6.60 6.80 7.00
o m/z 69.05 15.37%
5000 0
3y 60
....,‘....,.1..,‘1...;....,...7=8,..f‘.‘?,...a,.l.o?.,.ﬂ‘?,...., |-
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104762.D

Aca On : 24 Apr 2018 17:53

Operator : JU/SJ

Sample : J2151-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Nonanoic acid, 9-oxo-, meth... Concentration Rank 14

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

9.43 3.15 ng 135407 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid. 9-oxo-. methvl ester 186 C10H1803 001931-63-1 91
2 Methvl 8-methvl-nonanoate 186 C11H2202 1000336-43-6 47
3 Octanoic acid. methvl ester 158 C9H1802 000111-11-5 38
4 Methyl 6-methvloctanoate 172 C10H2002 005129-62-4 32
5 Octanoic acid, 8-hydroxy-, methy... 174 C9H1803 020257-95-8 27

Abundance Scan 1248 (9.428 min): BF104762.D (-1246) (-) m/z 74.00 100.00%
74
55 87
5000 41
6 9.00 9.20 9.40 9.60 9.80
m/z 55.00 74 .06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49867: Nonanoic acid, 9-oxo-, methy| ester
74
55 87
5000 41 S A R R R
111 143 900 9.20 9.40 9.60 9.80
2 . 155 m/z 87.00 67.30%
15
..t,.‘W;.hW. A R A }??III .wh,.%?{ 185
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
74
87
9.00 9.20 9.40 9.60 9.80
0
5000 43 m/z 41.00 48.19%
55
101499 129 155 186
miz-> 20 40 60 80 100 120 140 160 180
Abundance #30234: Octanoic acid, methyl ester T
74 9.00 9.20 9.40 9.60 9.80
m/z 83.10 46 .54%
5000 87
. 43 55 107 115 127
T }?I' ...HM "Ut' A RAREN RS w "'¥5?"" T [T T T T
m/z--> 20 80 100 120 140 160 180 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104762.D

Aca On : 24 Apr 2018 17:53

Operator : JU/SJ

Sample : J2151-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Dodecane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
10.27 3.61 ng 155226 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 90
2 Hexadecane 226 C16H34 000544-76-3 72
3 Pentadecane 212 C15H32 000629-62-9 72
4 Tetradecane 198 C14H30 000629-59-4 72
5 10-Methylnonadecane 282 C20H42 056862-62-5 68

Abundance Scan 1391 (10.269 min): BF104762.D (-1384) (-) m/z 57.05 100.00%
57
43
71
5000
10,00 10,20 10.40 10.60
R m/z 43.05 72.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38317: Dodecane
43 57
71
5000 LRI BN UGN B UM
85 mmmmmmmm
29 m/z 71.10 60.79%
98
Sl LT -
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43 RSN SUNRA BN B
71 10.00 10.20 10.40 10.60
5000 a5 m/z 85.10 46 .94%
113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 200 250
Abundance #71394: Pentadecane B
43 5 10.00 10.20 10 40 10 60
m/z 41.05 39.49Y%
5000 oo
Lol | 118127 141155168 187 212
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250 1000 1020 1040 1060
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF042418\

Data File : BF104762.D

Aca On - 24 Apr 2018 17:53

Operator : JU/SJ

ﬁ?ggle i J2151-09 AU-05-042318-B
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Tetradecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.75 2.27 ng 88255 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 90

Abundance Scan 1473 (10.751 min): BF104762.D (-1469) (-) m/z 57.10 100.00%

57

5000

10.40 10.60 10.80 11.00
m/z 71.05  77.43%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59880: Tetradecane
57
5000 85 L L
4 10.40 10.60 10.80 11.00

m/z 43.05 60.24%

L)L M8 141 69 198

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
B B R SRR
10.40 10.60 10.80 11.00
5000 a 85 m/z 85.05 43.74%
15 M3 141 169 197 225 253268 296
mmwmmq’wwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane LR i S
57 10.40 10.60 10.80 11.00
m/z 41.05 28.93%
85
5000 4
| 1L MR 1 160 197212 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 40 10. 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF042418\

Data File : BF104762.D

Aca On - 24 Apr 2018 17:53

Operator : JU/SJ

ﬁ?ggle i J2151-09 AU-05-042318-B
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.82 2.49 ng 96977 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
2 4-tert-Butvilphenvl acetate 192 C12H1602 003056-64-2 78
4-(1.1-Dimethvlpropvlphenvl ace... 206 C13H1802 1000373-45-3 64
4 Phenol. 4-(1.1-dimethvipropvl)- 164 C11H160 000080-46-6 56
5 Pentanoic acid, 5-hydroxy-, p-t-... 250 C15H2203 166273-37-6 56
Abundance Scan 1485 (10.822 min): BF104762.D (-1481) (-) m/z 135.05 100.00%
135
5000
M g3 65 77 95 1?7 21 | o i 220 10.60 10.80 11.00 11.20
e bl A S5 Tm/Zz 107.00 13.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66119: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135
5000
10.60 10.80 11.00 11.20
m/z 136.10 11.49%
18204 5 77 95'%159 | 149 175 191 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
135
10.60 10.80 11.00 11.20
5000 m/z 121.00 7.67%
150
15 20 B 565 77 91 197 119 177 192
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65961: 4-(1,1-Dimethylpropyl)phenyl acetate
135 10.60 10.80 11.00 11.20
m/z 41.00 4.72%
5000
107 164
15 27 435465 77 91 | 119 | 149 ) 177 149 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10,60 10.80 11.00 11.20

8270-BF040618.M Wed Apr 25 15:27:42 2018 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF042418\

Data File : BF104762.D

Aca On - 24 Apr 2018 17:53

Operator : JU/SJ

ﬁ?ggle i J2151-09 AU-05-042318-B
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 8 unknownl10.85 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.85 4.23 ng 164444 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-(1.1-dimethvlethvl)- 150 C10H140 000088-18-6 38
2 2.5-Cvclohexadiene. 1.4-diethvl-... 164 C12H20 1000150-21-6 38
3 Acetamide. N-(2-methviphenvI)- 149 C9H11NO 000120-66-1 35
4 Benzaldehvde diethvlacetal 180 C11H1602 000774-48-1 35
5 Silane, chlorotripropyl- 192 C9H21CISi 000995-25-5 25
Abundance Scan 1490 (10.851 min): BF104762.D (-1486) (-) m/z 135.00 100.00%
107 135 149
5000
10.60 10.80 11.00 11.20
m/z 149.10 86.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23765: Phenol, 2-(1,1-dimethylethyl)-
135
107
5000 ERR U B BN SR
150 10.60 10.80 11.00 11.20
91 m/z 107.00 84 .94%
41 65 77
'}?I?Z'JJ"EIHM"H"Lml'l'%ﬁ%"'I"u'l""l'"'I""I"
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
107
135 10.60 10.80 11.00 11.20
5000 m/z 74.00 52.13%
91
29 41 53 65 77 121 149 164
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23634: Acetamide, N-(2-methylphenyl)-
107 10.60 10.80 11.00 11.20
m/z 121.00 46.74%
5000 149
43
77
m/z--> 2'0 4'0 6|0 8|O 1(')0 150 14'10 1('30 1éo 2(')0 22'0 10.60 10.80 11.00 11.20
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

Library Search Compound Report

Z:\HPCHEM1I\BNA F\DATA\BF042418\

BF104762.D

24 Apr 2018 17:53

Jus/sJ

J2151-09 AU-05-042318-B
13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNIST11.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 Hexestrol, O-acetyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.88 3.34 ng 129708 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexestrol. O-acetvl- 312 C20H2403 1000374-87-8 50
2 ((1.2-Diethvlethvlene)bis(p-phen... 354 C22H2604 004547-76-6 50
3 1.5.6.7-Tetrahvdro-4-indolone 135 C8H9NO 013754-86-4 49
4 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 49
5 Thymol 150 C10H140 000089-83-8 38

Abundance Scan 1495 (10.880 min): BF104762.D (-1493) (-) m/z 135.10 100.00%
135
107
5000
41
g 7 3174391 220 10.60 10.80 11.00 11.20
m/z 121.05 69.70%
m/z--> 50 100 150 200 250 300 350
Abundance #154882: Hexestrol, O-acetyl-
135
5000
107 10.60 10.80 11.00 11.20
m/z 149.05 66.60%
15 4 77 | | 153 176193211 241 312
m/z--> 55 160 1éo 200 2%0 360 3%0
Abundance
135
10,60 10,80 11.00 11.20
5000 m/z 107.00 64.27%
177
107
14 43 77 153 211 241 283 354
m/z--> 55 160 1éo 260 2%0 360 3%0
Abundance #15533: 1,5,6,7-Tetrahydro-4-indolone
79 107 135 10.60 10.80 11.00 11.20
m/z 41.00 20.26%
5000
52
28
i #"M'IJ'*'h UL UL UL UL B SRR UM SR SR
m/z--> 50 100 150 200 250 300 350 10.60 10.80 11.00 11.20

8270-BF040618.

M Wed Apr 25 15:27:43 2018

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF042418\

Data File : BF104762.D

Aca On - 24 Apr 2018 17:53

Operator : JU/SJ

ﬁ?ggle i J2151-09 AU-05-042318-B
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Acetamide, N-(3-methylphenyl)- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
11.00 2.39 ng 92775 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(3-methvlphenvl)- 149 C9H11NO 000537-92-8 52
2 Acetamide. N-methvl-N-phenvl- 149 C9H11NO 000579-10-2 38
3 p-Propionotoluidide 163 C10H13NO 002759-55-9 38
4 Phenol. 2-(1.1-dimethvlethv)-5-_... 164 C11H160 000088-60-8 35
5 2,4-Cycloheptadien-1-one, 2,6,6-... 150 C10H140 000503-93-5 27

Abundance Scan 1515 (10.998 min): BF104762.D (-1512) (-) m/z 149.05 100.00%
107 149
121
5000 163
41 55 135 UNRA N UMM SN B
65 77 91 177 10.60 10.80 11.00 11.20 11.40
S N NSOV YOUS VR 1 [ . m/z 107.00 84.75%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #23637: Acetamide, N-(3-methylphenyl)-
107
5000 149
10.60 10.80 11.00 11.20 11.40
43 m/z 121.00 55.57%
|52 65 T & ]
m/z--> 20 30 40 55 60 70 80 §o 100 110 120 130 140 1%0 160 170 180
Abundance
107
149 10.60 10.80 11.00 11.20 11.40
5000 m/z 163.05 38.18%
43 -7
AL KA AR LR LA AR AN RN LAY LR AN LA AR AR LA RS AL
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #32812: p-Propionotoluidide
107 10.60 10.80 11.00 11.20 11.40
m/z 135.05 14.11%
5000
163
29 39 51 65 7 91 | 118 134 144 ‘
m/z--> 20 3'0 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 10.60 10.80 11.00 11.20 11.40

8270-BF040618.M Wed Apr 25 15:27:43 2018 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF042418\

Data File : BF104762.D

Aca On - 24 Apr 2018 17:53

Operator : JU/SJ

ﬁ?ggle i J2151-09 AU-05-042318-B
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 11 Hexestrol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.03 2.55 ng 99215 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexestrol 270 C18H2202 000084-16-2 72
2 Pentanoic acid. 5-hvdroxv-. p-t-... 250 C15H2203 166273-37-6 64
3 Phenol. 2-methvl-5-(1-methvlethvl)- 150 C10H140 000499-75-2 64
4 ((1.2-Diethvlethvlene)bis(p-phen... 354 C22H2604 004547-76-6 50
5 m-Anisic acid, 4-chlorophenyl ester 262 C14H11CI03 1000307-79-9 50
Abundance Scan 1520 (11.027 min): BF104762.D (-1518) (-) m/z 135.05 100.00%
5000
41 107 10.80 11.00 11.20 11.40
7 91 121 | 149 . . ) )
..,....,h..??,....,....,.|...,...! es i1l | m/z 106.95  17.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119448: Hexestrol
135
5000
107 10.80 11.00 11.20 11.40
m/z 136.10 11.29%
55 7791 | 121 | 165 181 212 270
m/z--> 25 Jo éo éo 160 120 150 160 180 200 220 250 2éo '
Abundance
135
10.80 11.00 11.20 11.40
5000 m/z 41.05 7.71%
150
41 107
27 755 7791 191 177 192206219 235 250
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #23804: Phenol, 2-methyl-5-(1-methylethyl)- R AEEmEEES L
135 10.80 11.00 11.20 11.40
m/z 43.10 4 .86%
5000
150
91 117
a8 e ey | [P PV B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 80 11. oo 11. 20 11. 40

8270-BF040618.M Wed Apr 25 15:27:44 2018 Page: 13



Library Search Compound Report

8270-BF040618.M Wed Apr 25 15:27:44 2018

Data Path : Z:\HPCHEMI\BNA F\DATA\BF042418\

Data File : BF104762.D

Aca On - 24 Apr 2018 17:53

Operator : JU/SJ

ﬁ?ggle i J2151-09 AU-05-042318-B
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

11.73 91.89 ng 3573310 Phenanthrene-d10 11.34
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 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 87

007132-64-1 86
005129-58-8 80

4 Pentadecanoic acid. methvl ester 256 C16H3202
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002

Abundance Scan 1639 (11.727 min): BF104762.D (-1635) (-) m/z 74.00 100.00%
74
87
5000
43
15 4] 205229 L U B VA
Ob el bt i L R e L AT S T m/z 87.00 73.81%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
87
5000 |||||||||||||||||||
43 11.40 11.60 11.80 12.00
2 143 m/z 43.05 30.88%
\Mwwﬁmm 157171185199713227 347 270
I B e e  BRRAE LamE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74
R RamE o
87 11.40 11.60 11.80 12.00
5000 43 m/z 55.05 25.39%
29 %7 143
1011151297~ 157171 185199213227 241 270
T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50099: Decanoic acid, methyl ester TR T
74 11.40 11.60 11.80 12.00
a7 m/z 41.05  23.87%
43
5000
‘ fg 101
NI :1..,w..l.l.?.l?.g.,‘...1?7....1.8.6.. S SIS | W ——
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 1140 11.60 11.80 12.00

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF042418\

Data File : BF104762.D

Aca On - 24 Apr 2018 17:53

Operator : JU/SJ

ﬁ?ggle i J2151-09 AU-05-042318-B
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.43 169.45 ng 6589540 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
4 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 98
5 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 95

Abundance Scan 1758 (12.427 min): BF104762.D (-1752) (-) m/z 67.05 100.00%

67

5000

o

12.20 12.40 12.60 12.80
m/z 81.10 87.44%

135150

178195 2209237 263 204

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67

——

5000 Tty r iy rprrrrrrror et
12.20 12.40 12.60 12.80
109 m/z 55.10 60.00%
i, 1 135150 ;75 262 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
a1 67
E  REEEEES R e e
12.20 12.40 12.60 12.80
5000 95 m/z 95.10 59.64%
110 294
135150 178195 220 237 263
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester RN R AR RN

12.20 12.40 12.60 12.80
m/z 41.05  48.51%

5000

?

I I T T
12.20 12.40 12.60 12.80

8270-BF040618.M Wed Apr 25 15:27:45 2018 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF042418\

Data File : BF104762.D

Aca On - 24 Apr 2018 17:53

Operator : JU/SJ

ﬁ?ggle i J2151-09 AU-05-042318-B
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 14 12-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.45 177.91 ng 6918350 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 90
2 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 90
3 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 90
4 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 89
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 86

Abundance Scan 1762 (12.451 min): BF104762.D (-1759) (-) m/z 55.10 100.00%

12.20 12,40 12.60 12.80
m/z 74.00 82.38%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141284: 12-Octadecenoic acid, methyl ester
5000

12.20 12.40 12.60 12.80
m/z 69.10 78.35%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55

74
5000
1

41 nmnmnmnm
5000 74 m/z 83.10 71.01%
o 264
27 11 222
138152 180 507%%p35 578 296
Wmmmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester S AEE R R

5 12.20 12.40 12.60 12.80
m/z 97.10 65.48%

264
138152 180 57222554 278 296

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

74
5000

8270-BF040618.M Wed Apr 25 15:27:45 2018 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF042418\

Data File : BF104762.D

Aca On - 24 Apr 2018 17:53

Operator : JU/SJ

ﬁ?ggle i J2151-09 AU-05-042318-B
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 15 11-Tricosene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.17 5.85 ng 191025 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Tricosene 322 C23H46 052078-56-5 52
2 11-Eicosenoic acid. methvl ester 324 C21H4002 003946-08-5 41
3 9-Tricosene. (2)- 322 C23H46 027519-02-4 38
4 Ascaridole 168 C10H1602 000512-85-6 35
5 2(5H)-Furanone, 5,5-dimethyl- 112 C6H802 020019-64-1 25

Abundance Scan 1884 (13.168 min): BF104762.D (-1882) (-) m/z 57.10 100.00%

41
5000

219234 261 292 504 12.80 13.00 13.20 13.40
m/z 55.00 93.34%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163017: 11-Tricosene
43

5000 8 R AR M
12. 80 13. OO 13 20 13.40

11 m/z 69.10 85.76%
| 140 168 196 224 243 266 204 322
T T I e R [ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

55

83 12.80 13.00 13.20 13.40

5000 ds 292 m/z 41.00 65.28%

123 208 250
152 180 225 274 324

mﬁmmwwwmrmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163019: 9-Tricosene, (2)- L BT o e
12.80 13.00 13.20 13.40
m/z 167.10 63.68%

5000

322

167 195 222238 262 294
R e e e e S EEmes
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 80 13. OO 13 20 13.40

8270-BF040618.M Wed Apr 25 15:27:45 2018 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF042418\

Data File : BF104762.D

Aca On - 24 Apr 2018 17:53

Operator : JU/SJ

ﬁ?ggle i J2151-09 AU-05-042318-B
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 16 Eicosanoic acid, methyl ester Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.24 5.15 ng 168083 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 98
2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 91
3 Methvl stearate 298 C19H3802 000112-61-8 90
4 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 90
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 83

Abundance Scan 1896 (13.239 min): BF104762.D (-1894) (-) m/z 74.00 100.00%
74
5000
43
13.00 13.20 13.40 13.60
m/z 87.00 76.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166218: Eicosanoic acid, methyl ester
74
43
5000
13.00 13.20 13.40 13.60
143 26 m/z 43.10 32.70%
i Ll U s | a7 199 227 os5 283
m/z--> 20 45 éo 80 100 120 140 160 180 200 220 240 260 280 300 350
Abundance
74
" 13.00 13.20 13.40 13.60
5000 m/z 55.05 25.45Y%
43
143 284
241
26 97 115 167185 213 7 To57
Twﬁmmmmmm‘mmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #143126: Methy! stearate b RRREE EE s
74 13.00 13.20 13.40 13.60
m/z 143.10 20.99%
5000
43
143 208
97 199 255
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

8270-BF040618.M Wed Apr 25 15:27:46 2018 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF042418\

Data File : BF104762.D

Aca On - 24 Apr 2018 17:53

Operator : JU/SJ

ﬁ?ggle i J2151-09 AU-05-042318-B
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 17 Bicyclo[3.1.0]hexan-2-one, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.36 8.36 ng 273046 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.0Thexan-2-one. 4-met... 152 C10H160 002506-61-8 90
2 2.5-Cvclohexadien-1-one. 4.4-dim... 168 C9H1203 072054-83-2 38
3 Naphthalene. 1.1"-ethvlidenebisl... 302 C22H38 054934-70-2 30
4 (2)-4-Methvl-5-(2-oxopropvlidene... 152 C8H803 026474-45-3 25
5 1(2H)-Naphthalenone, octahydro-,... 152 C10H160 1000141-71-1 25
Abundance Scan 1917 (13.363 min): BF104762.D (-1912) (-) m/z 55.05 100.00%
56
95 137
5000

169187 211 oo 252 277295 307 13.00 13.20 13.40 13.60
m/z 95.00 60.81%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #25377: Bicyclo[3.1.0]hexan-2-one, 4-methyl-1-(1-methyleth...
41 69 95

5000 152 L o e B e B
13.00 13.20 13.40 13.60

m/z 137.10 57 .30%

123

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

Abundance
137
R e S
153 13.00 13.20 13.40 13.60
5000 m/z 41.05 49 .79%
109
39 77
59 7 e 169
WWWWWTWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #146688: Naphthalene, 1,1"-ethylidenebis[decahydro- R AR EEEEE T
1 137 13.00 13.20 13.40 13.60
41 m/z 69.05 48 .07%
5000
109 165
6 101 302
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

8270-BF040618.M Wed Apr 25 15:27:46 2018 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF042418\

Data File : BF104762.D

Aca On - 24 Apr 2018 17:53

Operator : JU/SJ

ﬁ?ggle i J2151-09 AU-05-042318-B
ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 18 unknownl3.66 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.66 5.25 ng 171521 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.0Thexan-2-one. 6.6-d... 212 C13H12N20 159380-88-8 30
2 Pvrimidin-4(1H)-one. 2-12-(3-met... 292 C14H16N203S 313402-38-9 25
3 Imidazole-4-carboxvlic acid. 5-a... 327 C14H21N306 1000265-66-8 25
4 1.2-Cvclohexanedicarboxvlic acid... 436 C27H4804 1000339-73-1 14
5 1,2-Cyclohexanedicarboxylic acid... 450 C28H5004 1000339-73-2 14
Abundance Scan 1968 (13.663 min): BF104762.D (-1964) (-) m/z 95.00 100.00%

5000

209 o937
186 256 973 292308 327 13.40 13.60 13.80 14.00
m/z 81.05 79.97%

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

Abundance #71057: Bicyclo[3.1.0]hexan-2-one, 6,6-dicyano-5-(1-cyclop...
169
5000 LIS L L L LB L B
39 13.40 13.60 13.80 14.00
194 m/z 55.00 58.81%
91 115 142 o1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
169
A R A
13.40 13.60 13.80 14.00
5000 150 m/z 169.10 50.35%
109
39 78
55 126 190207 231 256 274 292
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166435: Imidazole-4-carboxylic acid, 5-amino-1-(8-hydroxy... e  RRRaE Bam s
155 13.40 13.60 13.80 14.00
m/z 67.00 46.14%
5000 59
43
109 127 327
LB U 17319 oo0a ass282009
P”qnnpn.unpuq””.”.””.”.”u.”.””.”.””.”q””, A R A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF042418\

Data File : BF104762.D

Aca On - 24 Apr 2018 17:53

Operator : JU/SJ

ﬁ?ggle i J2151-09 AU-05-042318-B
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 19 Docosanoic acid, methyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.91 4.61 ng 150559 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 98
2 Methvl 20-methvl-heneicosanoate 354 C23H4602 1000336-47-4 94
3 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 90
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 90
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 83

Abundance Scan 2010 (13.910 min): BF104762.D (-2008) (-) m/z 74.00 100.00%
74
5000 43
143
97 199 311 13.60 13.80 14.00 14.20
12 255 354
A 22 l A L Ay a8 3800 m/z 87.00 81.64%
m/z--> 50 100 150 200 250 300 350
Abundance #186932: Docosanoic acid, methyl ester
74
_|_|—|_l_l_l_l—|_l_l_l_l—|_l_|_|_|—|_|_|_|_|—|’
5000 43 354 13.60 13.80 14.00 14.20
o 143 a1l m/z 43.10 37.08%
] \‘ H‘ I I 171 199 297 285 283 T |
m/z--> 50 100 150 200 250 300 350
Abundance
74
13.60 13.80 14.00 14.20
5000 m/z 55.10 27 .69%
55 143 354
311
97 199 255
125 171 227 283
m/z--> 50 100 150 200 250 300 350
Abundance #143185: Heptadecanoic acid, 16-methyl-, methy! ester A REEREEaSS
74 13.60 13.80 14.00 14.20
m/z 57.10 26.79%
5000
43
143 298
255
18 .‘J‘,“‘. S s, | a7 199 o7 P are | o
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\BF042418\

Data File : BF104762.D

Acqg On : 24 Apr 2018 17:53 Instrument :
Operator : JU/SJ BNA_F

Sample - J2151-09 ClientSampleld :
Misc - AU-05-042318-B
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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... 5.01 2.4 ng 73455 1 6.81 603226 20.0
unknown6 .58 6.58 59.8 ng 1803750 1 6.81 603226 20.0
Nonanoic acid, 9-... 9.43 3.1 ng 135407 3 9.85 859464 20.0
Dodecane 10.27 3.6 ng 155226 3 9.85 859464 20.0
Tetradecane 10.75 2.3 ng 88255 4 11.34 777747 20.0
Phenol, 4-(1,1,3,... 10.82 2.5 ng 96977 4 11.34 777747 20.0
unknown10.85 10.85 4.2 ng 164444 4 11.34 777747 20.0
Hexestrol, O-acetyl- 10.88 3.3 ng 129708 4 11.34 777747 20.0
Acetamide, N-(3-m... 11.00 2.4 ng 92775 4 11.34 777747 20.0
Hexestrol 11.03 2.5 ng 99215 4 11.34 777747 20.0
Hexadecanoic acid... 11.73 91.9 ng 3573310 4 11.34 777747 20.0
9,12-Octadecadien... 12.43 169.4 ng 6589540 4 11.34 777747 20.0
12-Octadecenoic a... 12.45 177.9 ng 6918350 4 11.34 777747 20.0
11-Tricosene 13.17 5.8 ng 191025 5 13.99 653159 20.0
Eicosanoic acid, ... 13.24 5.2 ng 168083 5 13.99 653159 20.0
Bicyclo[3.1.0]hex... 13.36 8.4 ng 273046 5 13.99 653159 20.0
unknownl3.66 13.66 5.3 ng 171521 5 13.99 653159 20.0
Docosanoic acid, ... 13.91 4.6 ng 150559 5 13.99 653159 20.0
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