LSC Area Percent Report

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

Data File : BF104761.D

Aca On > 24 Apr 2018 17:27 Instrument :

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

3?22'6 : J2151-07 AU-05-042318-A

ALS Vial : 12 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 5.428 564 568 580 rBY 2025084 1901061 20.02% 4 .460%
2 6.451 737 742 745 rBV 1946996 1886201 19.86% 4._.425%
3 6.580 760 764 767 rBVY 2340763 2008227 21.14% 4.711%
4 6.804 799 802 806 rBV 708817 603385 6.35% 1.416%
5 6.963 825 829 832 rBVY 1980267 1609997 16.95% 3.777%
6 7.375 894 899 902 rBVY 1404295 1196256 12.59% 2.806%
7 7.969 994 1000 1008 rBV 56881 97174 1.02% 0.228%
8 8.092 1018 1021 1026 rBV 946719 772285 8.13% 1.812%
9 9.169 1200 1204 1207 rBvV 2716838 2317133 24.40% 5.436%
10 9.563 1266 1271 1274 rBV 230194 237204 2.50% 0.556%

11 9.851 1316 1320 1323 rBV 890561 810462 8.53% 1.901%
12 10.245 1383 1387 1389 rBvV 108241 118411 1.25% 0.278%
13 10.268 1389 1391 1394 rVB 154010 115713 1.22% 0.271%
14 10.639 1451 1454 1463 rVB 1227661 1206097 12.70% 2.829%
15 10.745 1469 1472 1481 rVB 141661 203248 2.14% 0.477%

16 11.192 1545 1548 1551 rBV 134573 112613 1.19% 0.264%
17 11.339 1569 1573 1576 rBV 856639 741403 7.81% 1.739%
18 11.727 1634 1639 1642 rBV 4205201 4017156 42.29% 9.424%
19 11.868 1659 1663 1669 rVvB2 136927 140076 1.47% 0.329%
20 12.427 1751 1758 1760 rBV 5316771 9498119 100.00% 22.282%

21 12.451 1760 1762 1770 rVV2 5535772 6699373 70.53% 15.716%
22 12.521 1770 1774 1777 rVV 2564012 2264181 23.84% 5.312%
23 12.557 1778 1780 1785 rVB 143003 167034 1.76% 0.392%
24 12.927 1839 1843 1847 rVB 1955966 1763083 18.56% 4._.136%
25 13.162 1881 1883 1890 rVB4 157557 188630 1.99% 0.443%

26 13.239 1894 1896 1901 rVB 209361 202940 2.14% 0.476%
27 13.656 1964 1967 1968 rBV2 89620 96682 1.02% 0.227%
28 13.815 1991 1994 2000 rVB2 227487 233932 2.46% 0.549%
29 13.915 2007 2011 2014 rBV 234110 245950 2.59% 0.577%
30 13.986 2019 2023 2026 rBV 692931 694424 7.31% 1.629%

31 15.462 2271 2274 2280 rVB 384885 478175 5.03% 1.122%

Sum of corrected areas: 42626625
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LSC Report - Integrated Chromatogram

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

Data File : BF104761.D

Aca On - 24 Apr 2018 17:27

Operator : JU/SJ

ﬁ?ggle i J2151-07 AU-05-042318-A
ALS Vial :© 12 Sample Multiplier: 1

Z:\HPCHEMI\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

Abundance TIC: BF104761.D

5000000

4000000

3000000

6.58

2000000 5.43 6.45 6.96

7.37

1000000 6.80

Ot e e e ettt
Time--> 2.50 3.00 3.50 4.00 4.50 5.00

Abundance TIC: BF104761.D

T
5.50 6.00 6.50 7.00 7.50

5000000

11.73
4000000

3000000 917 12,52
2000000

1000000, 8:09 9.85

o7 jf6 . o2
ot e e e

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: BF104761.D

5000000

4000000

3000000

2000000

13.99 15.46
1382

1000000

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:\HPCHEMI\BNA F\DATA\BF042418\

Data File : BF104761.D

Aca On - 24 Apr 2018 17:27

Operator : JU/SJ

ﬁ?ggle i J2151-07 AU-05-042318-A
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

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

= C:\DATABASE\NIST11.L

LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown6.58 Concentration Rank 4

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

6.58 66 .57 ng 2008230 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 764 (6.580 min): BF104761.D (-760) (-) m/z 132.00 100.00%
5000 68
40 | o J 6.20 6.40 6.60 6.80 7.00
o Ml g e | ysus W njz 68.10  39.67%
m/z--> 40 60 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 R AN RS UL
6.20 6.40 6.60 6.80 7.00
21 51 78 m/z 134.00 32.91%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 24.93%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl L LR i e e )
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 15.50%
5000 og M°
N ...,....,.?% .,m97.hq. A 188 .1§?.
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00

8270-BF040618.M Wed Apr 25 15:26:57 2018
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Library Search Compound Report

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

Data File : BF104761.D

Aca On - 24 Apr 2018 17:27

Operator : JU/SJ

ﬁ?ggle i J2151-07 AU-05-042318-A
ALS Vial : 12 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 3 Benzenamine, 2-methoxy- Concentration Rank 16

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

7.97 2.52 ng 97174 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine. 2-methoxv- 123 C7HONO 000090-04-0 95
2 2-Pvridinamine. 3-methvl- 108 C6H8N2 001603-40-3 64
3 2-Pvridinamine. 4-methvl- 108 C6H8N2 000695-34-1 64
4 Bicvclol2.2.27oct-2-ene 108 C8H12 000931-64-6 64
5 1,2-Benzenediamine 108 C6H8N2 000095-54-5 64

Abundance Scan 1000 (7.969 min): BF104761.D (-994) (-) m/z 80.00 100.00%
8o 108 123
5000
53 AN RN R L
|| 92 | 7.60 7.80 8.00 8.20 8.40
..,....,....,....',.'...:'..:.,.--...,...: VRSN MMBBNBNS [N m/z 108.00 96.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10151: Benzenamine, 2-methoxy-
80 108
123
5000
7.60 7.80 8.00 8.20 8.40
53 m/z 123.00 91.03%
15 28 . ‘\ \‘ 73 | 92 |
m/z--> 10 20 35 Jo 55 60 70 80 90 100 110 120 130
Abundance
108
7.60 7.80 8.00 8.20 8.40
5000 80 m/z 53.00 21.27%
39 53 91
15 28 64
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5330: 2-Pyridinamine, 4-methyl-
108 7.60 7.80 8.00 8.20 8.40
m/z 65.00 14 .60%
80
5000
39 53 66
“I'%$'I"ﬁﬁ'"J””"Iw"'P'lll""P"'I??""' e I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

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

Data File : BF104761.D

Aca On - 24 Apr 2018 17:27

Operator : JU/SJ

ﬁ?ggle i J2151-07 AU-05-042318-A
ALS Vial : 12 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 4 Propanoic acid, 2-methyl-, ... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.24 2.92 ng 118411 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-., 1-(1.... 286 C16H3004 074381-40-1 72
2 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 72
3 Methvlamine. N-(l-methvlhexvlide... 127 C8H17N 022058-71-5 59
4 diethvl 2-hvdroxv-3-(tetrahvdrof... 260 C12H2006 1000365-67-1 50
5 3,3-Dimethylheptadecane 268 C19H40 1000360-43-3 45
Abundance Scan 1386 (10.239 min): BF104761.D (-1383) (-) m/z 71.00 100.00%
7
5000 43
56 83 g7 111 155 10.00 10.20 10.40 10.60
Ol bt 28 A4 A 28 Tm/z 43.05  50.72%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #132857: Propanoic acid, 2-methyl-, 1-(1,1-dimethylethyl)-...
7
5000 LR SR I UL SR
10.00 10.20 10,40 10.60
43 m/z 41.05 11.79%
56 | 83 g7 111 143 159 173 243
mz-> 20 Jo éo éo 100 120 140 160 180 200 220 240
Abundance
71
43 10,00 10.20 10.40 10.60
5000 m/z 56.00 8.59%
56
27

111 157 143 159 173185198 215 243

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

Abundance #11922: Methylamine, N-(1-methylhexylidene)- B R B A
56 71 10.00 10.20 10.40 10.60
m/z 55.00 8.49%
5000
42
bl 98112126
s  a s B B e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10 20 10. 40 10 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104761.D

Aca On : 24 Apr 2018 17:27

Operator : JU/SJ

Sample : J2151-07

Misc :

ALS Vial : 12 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 Heptadecane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
10.27 2.86 ng 115713 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 86
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 86
5 Hexadecane 226 C16H34 000544-76-3 83

Abundance Scan 1391 (10.268 min): BF104761.D (-1389) (-) m/z 57.05 100.00%
g7
5000
99 " 10,00 10,20 10.40 10.60
113126 1000 10.20 10.40 10.60
131154 168 m/z 43.05 65.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane
57
43 7
85
5000 RN BN UGN B UL
1000 10.20 10.40 10.60
29 99 m/z 71.05 61.76%
5 | 01 | MP127141185 169 183 107 211 m
m/z--> 20 40 60 éo 160 120 140 160 180 200 220 240
Abundance
57
43
71 10.00 10.20 10.40 10.60
5000 85 m/z 85.10 48.75%
29
15 99 113 127 141 155 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48894. Decane, 2,3,5- trlmethyl LI L L
57 10.00 10.20 10.40 10.60
43 m/z 41.10 31.88%
71
5000 85
29 141
Dol ®us T e
m/z--> 25 Jo éo 80 100 120 140 160 180 200 220 240 1000 10.20 10.40 10.60

8270-BF040618.M Wed Apr 25 15:27:01 2018

AU-05-042318-A
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Library Search Compound Report

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

Data File : BF104761.D

Aca On - 24 Apr 2018 17:27

Operator : JU/SJ

ﬁ?ggle i J2151-07 AU-05-042318-A
ALS Vial : 12 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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.74 5.48 ng 203248 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Pentadecane 212 C15H32 000629-62-9 87
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
Abundance Scan 1471 (10.739 min): BF104761.D (-1469) (-) m/z 57.05 100.00%
57
5000 85 J
3 113 10.40 10.60 10.80 11.00
S O - - - E m/z 43.10 69.80%
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57
5000 85 AU RAREE
10 40 10. 60 10 80 11.00
29 m/z 71.05 65.84Y%
m/z--> §0 160 150 260 2éo 360 3%0
Abundance
57
10,40 10.60 10.80 11.00
5000 85 m/z 85.05 44_47%
29 13 141 160 197 205 253 205 323 367
m/z--> §0 160 1%0 260 2éo 360 3%0
Abundance #94345: Heptadecane LI L L B LR
57 10.40 10.60 10.80 11.00
m/z 41.00 33.91%
5000 85
29
L) M3 141 169 195 240
m/z--> 5'0 1(')0 1&1;0 2(')0 25'30 300 3&1;0 10 40 10. 60 10 80 11. 00

8270-BF040618.M Wed Apr 25 15:27:02 2018 Page: 7



Library Search Compound Report

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

Data File : BF104761.D

Aca On - 24 Apr 2018 17:27

Operator : JU/SJ

ﬁ?ggle i J2151-07 AU-05-042318-A
ALS Vial : 12 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 Hexacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.19 3.04 ng 112613 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 83
2 Heptadecane 240 C17H36 000629-78-7 80
3 Hexadecane 226 C16H34 000544-76-3 80
4 Pentacosane 352 C25H52 000629-99-2 80
5 Pentadecane 212 C15H32 000629-62-9 80
Abundance Scan 1548 (11.192 min): BF104761.D (-1545) (-) m/z 57.05 100.00%
5000 85
3 113 155175 196 10.80 11.00 11.20 11.40 11.60
- A 3 e m/z 71.10 68.85%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 LRSI UL SRR L I
10.80 11.00 11.20 11.40 11.60
m/z 43.10 62.03%
29 113 141
LT, 14 169 197 225 253 205 323 367
m/z--> §0 160 1%0 260 2éo 360 3%0
Abundance
57
10.80 11.00 11.20 11.40 11.60
5000 a5 m/z 85.10 46.90%
29
113 141 169 195 240
m/z--> §0 160 1%0 260 2éo 360 3%0 i
Abundance #83023: Hexadecane i e o LSRR
57 10.80 11.00 11.20 11.40 11.60
m/z 41.05 36.10%
5000 85
29 J
m/z--> 5'0 1(')0 1&1;0 2(')0 25'30 300 3&1;0 10.|80 11.'00 11.'20 11.'40 11.|60

8270-BF040618.M Wed Apr 25 15:27:02 2018 Page: 8



Library Search Compound Report

8270-BF040618.M Wed Apr 25 15:27:03 2018

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

Data File : BF104761.D

Aca On - 24 Apr 2018 17:27

Operator : JU/SJ

ﬁ?ggle i J2151-07 AU-05-042318-A
ALS Vial : 12 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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.73 108.37 ng 4017160 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 92
3 Decanoic acid. methvl ester 186 C1l1H2202 000110-42-9 87
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 1639 (11.727 min): BF104761.D (-1634) (-) m/z 74.00 100.00%
!
87
5000
43
1, 113518y o0y Mgy | A0 0
Ot bl o B8 TTT | 57110218 | 241265270 1 /7 87.00  76.12%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
87
5000 L DAL SRR ISR IS
43 1140 11.60 11.80 12.00
7 143 m/z 43.05 31.25%
‘meﬁmm mmmmmwm 270
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74
87 11,40 1160 11.80 12.00
5000 43 m/z 55.05 25 .45%
29 | 57 143
101115129 157171185199213227241 270
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50099: Decanoic acid, methyl ester e R
74 11.40 11.60 11.80 12.00
87 m/z 41.05 23.51%
43
5000
29
9
‘\‘ Wl \H M il 1(\)1115129 | 157 186
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 1140 11.60 11.80 12.00
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Library Search Compound Report

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

Data File : BF104761.D

Aca On - 24 Apr 2018 17:27

Operator : JU/SJ

ﬁ?ggle i J2151-07 AU-05-042318-A
ALS Vial : 12 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 9 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.87 3.78 ng 140076 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58
Abundance Scan 1663 (11.868 min): BF104761.D (-1659) (-) m/z 73.00 100.00%
73
43 60
5000 129
97 192 213 ...............A....
1| g8t 207 256 1160 11.80 12.00 12.20
m/z 60.00 77.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129

11.60 11.80 12.00 12.20

m/z 43.10 72 .49%
213
‘J‘H' 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
R e R e REan
11.60 11.80 12.00 12.20
5000 m/z 57.05 58.85%
29
129
87 115 171 214
101 143157 | 1854
AL o i o e e s e RRARE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73 11.60 11.80 12.00 12.20
m/z 41.05 58.08%
5000 129
29
199
LM 143 157171185 242
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20

8270-BF040618.M Wed Apr 25 15:27:03 2018 Page: 10



Library Search Compound Report

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

Data File : BF104761.D

Aca On - 24 Apr 2018 17:27

Operator : JU/SJ

ﬁ?ggle i J2151-07 AU-05-042318-A
ALS Vial : 12 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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.43 256.22 ng 9498120 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 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
4 11.14-Octadecadienoic acid. meth... 294 C19H3402 056554-61-1 98
5 Methyl 10-trans,l12-cis-octadecad... 294 C19H3402 1000336-44-2 98
Abundance Scan 1758 (12.427 min): BF104761.D (-1751) (-) m/z 67.05 100.00%

& 81
s000, 4t

178 20 263 294 12:20 12.40 12.60 12.80
Ob el 192 s m/z 81.10 87.74%

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 6/7
81
5000

12.20 12.40 12.60 12.80
m/z 55.05 60.32%

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41 67

81 12:20 12.40 12.60 12.80
5000 95 m/z 95.05 59.70%
109
123 294
150164178199206220234 263

Twmwmmwmwm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester e A RBRARRER

12.20 12.40 12.60 12.80
m/z 41.05 50.51%

100 294
263
150164178192206220234249

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

41

5000
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Library Search Compound Report

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

Data File : BF104761.D

Aca On - 24 Apr 2018 17:27

Operator : JU/SJ

ﬁ?ggle i J2151-07 AU-05-042318-A
ALS Vial : 12 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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.45 180.72 ng 6699370 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 90
2 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 90
3 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 90
4 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 87
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 87

Abundance Scan 1762 (12.451 min): BF104761.D (-1760) (-) m/z 55.10 100.00%

5000

A

12.20 12,40 12.60 12.80
m/z 69.10 70.59%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester
69
5000 LIS INL B L L L Y LB
12. 20 12. 40 12. 60 12. 80
”115 m/z 41.10 67.66%
180
41 166 207722235 284975 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55

69 T
12.20 12.40 12.60 12.80

5000 87 m/z 74.05 67 .52%

29 264
111125 299
152 180 507" %236 278 296
mmmmmmmm@m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester

12.20 12.40 12.60 12.80
m/z 83.10 59.82%

264
123138152 180  5(722254¢ 278 296 /AJK

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

29
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Library Search Compound Report

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

Data File : BF104761.D

Aca On - 24 Apr 2018 17:27

Operator : JU/SJ

ﬁ?ggle i J2151-07 AU-05-042318-A
ALS Vial : 12 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 cis-11-Eicosenoic acid, met... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.16 5.43 ng 188630 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-11-Eicosenoic acid. methvl e... 324 C21H4002 1000333-63-8 56
2 Methvl 9-eilcosenoate 324 C21H4002 1000336-50-5 53
3 cis-13-0Octadecenoic acid. methvl... 296 C19H3602 1000333-58-3 46
4 11-Eicosenoic acid. methvl ester 324 C21H4002 003946-08-5 45
5 cis-13-Eicosenoic acid, methyl e... 324 C21H4002 1000333-52-1 43
Abundance Scan 1883 (13.162 min): BF104761.D (-1881) (-) m/z 55.00 100.00%
55

5000
12.80 13.00 13.20 13.40
e et m/z 69.10 83.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164513: cis-11-Eicosenoic acid, methyl ester

5000

12:80 13.00 13.20 13.40
m/z 83.05 65.13%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55
R e
12.80 13.00 13.20 13.40
5000 74 m/z 74.00 51.87%
97 202
123 152 179 208,,, 250 ., 324
WWWWWWWTTWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141299: cis-13-Octadecenoic acid, methyl ester
5 12.80 13.00 13.20 13.40
m/z 97.10 44 _16%
5000 4 97

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 80 13. 00 13. 20 13 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104761.D

Aca On : 24 Apr 2018 17:27

Operator : JU/SJ

Sample : J2151-07

Misc :

ALS Vial : 12 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 Eicosanoic acid, methyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.24 5.84 ng 202940 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 97
2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 93
3 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 90
4 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 90
5 Methyl 18-methylnonadecanoate 326 C21H4202 1000352-20-6 90

Abundance Scan 1896 (13.239 min): BF104761.D (-1894) (-) m/z 74.00 100.00%
74
5000 43
143 283 13.00 13.20 13.40 13.60
199 : : : :
1 237 2% 36 w7z 87.00 77.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166219: Eicosanoic acid, methyl ester
74
13.00 13.20 13.40 13.60
43 143 326 m/z 43.10 36.05%
sl s o e o g 20
m/z--> 25 45 éo éo 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 55.00 25.78%
43
143 284
241
26 97 115 167185 213 7 To57
Twﬁmmmmmm‘mmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #154941: Nonadecanoic acid, methy! ester b RREmE EE e
74 13.00 13.20 13.40 13.60
m/z 57.10 21.65%
5000
43
143
312
m/z--> ﬁ4b&8mmnmmmmmmmmmmmmmh ﬁmnmnmnm

8270-BF040618.M Wed Apr 25 15:27:05 2018
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Library Search Compound Report

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

Data File : BF104761.D

Aca On - 24 Apr 2018 17:27

Operator : JU/SJ

ﬁ?ggle i J2151-07 AU-05-042318-A
ALS Vial : 12 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 unknownl3.66 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.66 2.78 ng 96682 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Nonadecanone 282 C19H380 000504-57-4 30
2 2.2.3.3-Tetramethvlcvclopropanec... 212 C13H2402 1000221-98-6 25
3 5-(2-ThienvDpentanoic acid 184 C9H1202S 021010-06-0 15
4 3-Thiopheneethanol 128 C6H80S 013781-67-4 11
5 5-(7,7-Dimethyl-1-methyldithiome... 328 C16H2403S2 1000210-90-4 11
Abundance Scan 1968 (13.662 min): BF104761.D (-1964) (-) m/z 95.10 100.00%

5000 151169

237

R REEEEmEm e
295 326 13.40 13.60 13.80 14.00

m/z 81.00 96 .38%

254 278

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129462: 10-Nonadecanone
43 7 155

5000 TT T[T T T T[T T rrrrrrr1
13.40 13.60 13.80 14.00
ZT m/z 55.10 53.69%
””PLAM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
97
N ARREES B
13.40 13.60 13.80 14.00
5000 55 127 m/z 67.00 40.57%
29 197
79 144 169
ﬁmmmﬂwﬁvﬁvwmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #49244: 5-(2-Thienyl)pentanoic acid B EERR Bam e L
o7 13.40 13.60 13.80 14.00
m/z 151.10 39.89%
5000
45 184
27 Lo T7 | 124 166
PR e R e e e N EARREES B
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 : BF104761.D

Aca On - 24 Apr 2018 17:27

Operator : JU/SJ

ﬁ?ggle i J2151-07 AU-05-042318-A
ALS Vial : 12 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 Eicosyl pentafluoropropionate Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.82 6.74 ng 233932 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosvl pentafluoropropionate 444 C23H41F502 1000351-80-8 90
2 9-Tricosene. (2)- 322 C23H46 027519-02-4 89
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 87
4 1-Tricosene 322 C23H46 018835-32-0 87
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 87

Abundance Scan 1995 (13.821 min): BF104761.D (-1991) (-) m/z 57.10 100.00%
57
5000 83
111 R,
139163 234 13.60 13.80 14.00 14.20
Al J Ao 18e20r Ty 2ps01822 . m/z 71.10 62.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #225763: Eicosyl pentafluoropropionate
57
97
5000 LRI SULRLN SN SULBULE IR
13.60 13.80 14.00 14.20
125 m/z 43.10 62.27%
m/z--> 55 " 100 1%0 200 250 300 350 400
Abundance
55 83
1360 13.80 14.00 14.20
5000 111 m/z 69.05 50.98%
29 322
139 167 105 220 262 204
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester L e
4 13.60 13.80 14.00 14.20
69 m/z 83.10 50.47%
97
5000
125
I J il w‘\ \.15..3 196 224
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104761.D

Aca On : 24 Apr 2018 17:27

Operator : JU/SJ

Sample : J2151-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 16 Docosanoic acid, methyl ester

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.92 7.08 ng 245950 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 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 93
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 90
4 Octadecanoic acid. 10-methvl-. m... 312 C20H4002 002490-19-9 90
5 Methyl stearate 298 C19H3802 000112-61-8 87

Abundance Scan 2012 (13.921 min): BF104761.D (-2007) (-) m/z 74.00 100.00%
5000
143 311
165 191 213 13.60 13.80 14.00 14.20
m/z 87.00 80.91%
m/z--> 50 100 150 200 250 300 350
Abundance #186933: Docosanoic acid, methyl ester
74
43
5000
13.60 13.80 14.00 14.20
143 - m/z 43.05 39.33%
2L \9{ Us | a7 199 zo7 255 gy S T
m/z--> 50 100 150 200 250 300 350
Abundance
74
13.60 13.80 14.00 14.20
5000 m/z 57.10 30.04%
43 312
143
18 9115 " 163185 213 p41 269
m/z--> 55 160 150 260 2%0 360 3éo
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester T
74 13.60 13.80 14.00 14.20
m/z 55.05 26.43%
5000 43
56 | 19705 M ags 21 o
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 3&'30 13.|60 13.I80 14.'00 14.'20

8270-BF040618.M Wed Apr 25 15:27:07 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042418\

Data File : BF104761.D

Acg On : 24 Apr 2018 17:27

Operator : JU/SJ

3?22'6 i J2151-07 AU-05-042318-A
ALS Vial : 12 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]
unknown6 .58 6.58 66.6 ng 2008230 1 6.80 603385 20.0
Benzenamine, 2-me... 7.97 2.5 ng 97174 2 8.09 772285 20.0
Propanoic acid, 2... 10.24 2.9 ng 118411 3 9.85 810462 20.0
Heptadecane 10.27 2.9 ng 115713 3 9.85 810462 20.0
Hexadecane 10.74 5.5 ng 203248 4 11.34 741403 20.0
Hexacosane 11.19 3.0 ng 112613 4 11.34 741403 20.0
Hexadecanoic acid... 11.73 108.4 ng 4017160 4 11.34 741403 20.0
n-Hexadecanoic acid 11.87 3.8 ng 140076 4 11.34 741403 20.0
9,12-Octadecadien... 12.43 256.2 ng 9498120 4 11.34 741403 20.0
9-Octadecenoic ac... 12.45 180.7 ng 6699370 4 11.34 741403 20.0
cis-11-Eicosenoic... 13.16 5.4 ng 188630 5 13.99 694424 20.0
Eicosanoic acid, ... 13.24 5.8 ng 202940 5 13.99 694424 20.0
unknownl3.66 13.66 2.8 ng 96682 5 13.99 694424 20.0
Eicosyl pentafluo... 13.82 6.7 ng 233932 5 13.99 694424 20.0
Docosanoic acid, ... 13.92 7.1 ng 245950 5 13.99 694424 20.0
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