LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\

Data File : BF103521.D

Aca On : 8 Mar 2018 17:21 Instrument :

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

3?22'6 : J1748-05 AU-06-030618-C

ALS Vial : 11 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-BF022218.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 5.099 509 512 527 rBV 59255 104919 1.29% 0.205%
2 5.487 575 578 608 rBY 2293450 3376880 41.60% 6.588%
3 6.504 747 751 770 rBVY 2422901 3371113 41.53% 6.576%
4 6.634 770 773 786 rVV 2765391 3129173 38.55% 6.104%
5 6.863 808 812 832 rVB 871334 989560 12.19% 1.930%
6 7.016 834 838 853 rBVY 2144361 2254947 27 .78% 4 _.399%
7 7.434 905 909 926 rBVY 1684603 2247504 27 .69% 4 .384%
8 8.145 1027 1030 1051 rVB 907818 1294350 15.94% 2.525%
9 9.086 1187 1190 1195 rBV 158740 159820 1.97% 0.312%
10 9.222 1206 1213 1222 rBV 2615465 2847229 35.07% 5.554%
11 9.286 1222 1224 1228 rVB 111066 98110 1.21% 0.191%

12 9.816 1309 1314 1318 rVB 126190 116211 1.43% 0.227%
13 9.904 1326 1329 1342 rVB2 1222624 1281913 15.79% 2.501%
14 10.316 1397 1399 1402 rVB 157032 117967 1.45% 0.230%
15 10.704 1461 1465 1477 rBV 1256571 1657889 20.42% 3.234%

16 10.792 1477 1480 1484 rVvVv 131415 170101 2.10% 0.332%
17 11.239 1553 1556 1558 rBV 107486 90858 1.12% 0.177%
18 11.398 1580 1583 1586 rBV 877240 942925 11.62% 1.839%
19 11.428 1586 1588 1595 rVB 271194 282194 3.48% 0.550%
20 11.545 1605 1608 1613 rVB 142647 115207 1.42% 0.225%

21 11.775 1642 1647 1650 rBV 3822403 3635901 44.79% 7.093%
22 11.922 1667 1672 1674 rBV 1013972 1091876 13.45% 2.130%
23 11.945 1674 1676 1681 rVB 368289 344592 4.24% 0.672%
24 12.075 1695 1698 1700 rBV 95409 87173 1.07% 0.170%
25 12.469 1759 1765 1767 rBV 4976550 8117948 100.00% 15.836%

26 12.492 1767 1769 1775 rVV2 4950194 5717970 70.44% 11.155%
27 12.563 1778 1781 1786 rVB 2056449 1902562 23.44% 3.711%
28 12.622 1786 1791 1799 rBV2 520012 878678 10.82% 1.714%
29 12.698 1802 1804 1814 rVB2 177457 242521 2.99% 0.473%
30 12.798 1819 1821 1825 rVB 109475 109764 1.35% 0.214%

31 12.833 1825 1827 1829 rBV 183005 189657 2.34% 0.370%
32 12.857 1829 1831 1836 rVB 266965 275400 3.39% 0.537%
33 12.986 1849 1853 1856 rBV 1636640 1543008 19.01% 3.010%
34 13.192 1886 1888 1890 rVB 128501 86818 1.07% 0.169%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030818\

Data File : BF103521.D

Aca On : 8 Mar 2018 17:21

Operator : SJ/JU

3?22'6 i J1748-05 AU-06-030618-C
ALS Vial : 11 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF022218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.292 1902 1905 1908 rBV 202167 200945 2.48% 0.392%

36 13.533 1944 1946 1951 rBV 140332 125342 1.54% 0.245%
37 13.863 1999 2002 2008 rBV 462838 507485 6.25% 0.990%
38 13.957 2016 2018 2023 rBV 200861 221774 2.73% 0.433%
39 14.057 2031 2035 2038 rBV2 687786 754610 9.30% 1.472%
40 15.563 2288 2291 2302 rVB 368141 578509 7.13% 1.129%

Sum of corrected areas: 51261403
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030818\

Data File : BF103521.D

Aca On : 8 Mar 2018 17:21

Operator : SJ/JU

ﬁ?ggle i J1748-05 AU-06-030618-C
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF103521.D

5000000

4000000

6.63
6.50

3000000

5.49 7.02

2000000 743

1000000 6.86

5.10

N
T T

o~ ——

4.00

4.50

5.00
TIC: BF103521.D

5.50 6.00 6.50 7.00
77

T
2.50

T
3.00

Time--> 3.50
Abundance

5000000

4000000 1

3000000
9.22

2.56

2000000

8.15

1000000
1311029 13.53

0

13.00

13.50

12.00 12.50

11.50

10.50 11.00
TIC: BF103521.D

Time--> 9.50 10.00
Abundance

5000000

4000000

3000000

2000000

14.06

13.86
3.9

1000000 15.56

19.00

17.50

18.00 18.50

16.00

16.50 17.00

15.00 15.50

14.00 14.50

Time-->
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030818\

Data File : BF103521.D

Aca On : 8 Mar 2018 17:21

Operator : SJ/JU

ﬁ?ggle i J1748-05 AU-06-030618-C
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 17

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

5.10 2.12 ng 104919 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 512 (5.099 min): BF103521.D (-509) (-) m/z 43.00 100.00%
a3
59
5000
101 U R L I
| 83 | 4.80 5.00 5.20 5.40
rrrprererprrer e el m/z 59.00 61.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR RS LR UL I
4.80 5.00 5.20 5.40
59 101 m/z 101.00 20.97%
%7\\35\\\‘ 51“‘ 67 83 91 “
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 57.95 15.86%
68
50 126 142
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4-methyl-
43 4.80 5.00 5.20 5.40
m/z 41.00 9.69%
5000
101
15
27 & ‘
'“v“'v”m'“ww'Wth““b'“wgﬁw”'VHWH'WH“V'“V”'l U L I R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030818\

Data File : BF103521.D

Aca On : 8 Mar 2018 17:21

Operator : SJ/JU

ﬁ?ggle i J1748-05 AU-06-030618-C
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown6.63 Concentration Rank 4

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

6.63 63.24 ng 3129170 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 772 (6.628 min): BF103521.D (-770) (-) m/z 132.00 100.00%
132
5000 68
6
75 104 6.20 6.40 6.60 6.80 7.00
..,....,....,...!!'!.‘.‘.7 i S '|....,..5.‘.7,....,.-:..,.1.1.5.,....,'...,.. m/z 67.95 49.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80 7.00
78 m/z 65.95 35.03%
I 1 | !
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.20 6.40 6.60 6.80 7.00
5000 m/z 134.00 30.84Y%
33 44 g7 105
51 60 7078 g 115
wwmmwwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.20 6.40 6.60 6.80 7.00
m/z 69.00 19.66%
5000
104
66
14 27 37445158 P 77 g9 97 || 115
m/z--> 15 25 §0 45 55 éo 75 85 do 160 1i0 150 1§0 140 620 eho 660 6%0 760
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030818\

Data File : BF103521.D

Aca On : 8 Mar 2018 17:21

Operator : SJ/JU

ﬁ?ggle i J1748-05 AU-06-030618-C
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 14

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

9.09 2.49 ng 159820 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 2.2-d... 216 C12H2403 074367-33-2 90
2 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 64
3 Butanoic acid. decvl ester 228 C14H2802 005454-09-1 45
4 Butanoic acid. 2-methvlpropvl ester 144 C8H1602 000539-90-2 42
5 Butanoic acid, l-methylpropyl ester 144 C8H1602 000819-97-6 40

Abundance Scan 1191 (9.092 min): BF103521.D (-1187) (-) m/z 71.00 100.00%
7
43
5000
83
118131 145 160173 8.80 9.00 9.20 9.40
,,m, '.,|.l.|..'|,.... 1 S m/z 43.00 77.56%
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance #74090. Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydro...
7
43
5000 UL RS SRS
56 8.80 9.00 9.20 9.40
m/z 56.00 28.41%
98
|""ﬂb"ul'J“'lkj"“'%%%l""ﬁ%%" |'}7?|"" [Trrr T T
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
71
43 8.80 9.00 9.20 9.40
5000 m/z 83.00 26.79%
56

27 83 og
111 157 143 159 173185198 215 243

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

Abundance #84466: Butanoic acid, decyl ester A B e T
3 7 89 8.80 9.00 9.20 9.40
m/z 57.00 25.29%
5000 56
29 ‘ ‘ 112 140
,.m..‘,‘:..‘.‘}‘.‘ll‘.,.‘l.:M,..‘.. ....l....,....,1.8?..,....,....,... e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030818\

Data File : BF103521.D

Aca On : 8 Mar 2018 17:21

Operator : SJ/JU

ﬁ?ggle i J1748-05 AU-06-030618-C
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 Pentadecane, 7-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.79 3.61 ng 170101 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 78
2 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 76
3 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 72
4 Decane. l1l-bromo-2-methvl- 234 C11H23Br 127839-47-8 64
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 64
Abundance Scan 1480 (10.792 min): BF103521.D (-1477) (-) m/z 57.00 100.00%
57
43 71

5000

10.40 10.60 10.80 11.00 11.20
m/z 43.00 71.79%

99
113 126 140 155167 182195

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83040: Pentadecane, 7-methyl-
57
43 71
5000 LA B L L L L L L L LB
85 10 40 10. 60 10 80 11. OO 11. 20
29 m/z 71.00 70.06%
99 112 140
Do 2T 127140 155168 183 197 211 226
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43 e LR B R S
10.40 10.60 10.80 11.00 11.20
5000 1 m/z 85.00 36.81%
29 85 99
15 13 127 142
A B o B R B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester A A B A R e
57 10.40 10.60 10.80 11.00 11.20
m/z 41.00 33.21%
43 71
5000 85
113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 40 10. 60 10 80 11. OO 11. 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030818\

Data File : BF103521.D

Aca On : 8 Mar 2018 17:21

Operator : SJ/JU

ﬁ?ggle i J1748-05 AU-06-030618-C
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 1,2-Benzenedicarboxylic aci... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

11.55 2.44 ng 115207 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. bi... 278 C16H2204 000084-69-5 86
2 1.2-Benzenedicarboxvlic acid. bu... 304 C18H2404 000084-64-0 86
3 Phthalic acid. isobutvl nonvl ester 348 C21H3204 1000309-04-4 78
4 Phthalic acid. 8-chlorooctvl iso... 368 C20H29CI104 1000356-85-8 78
5 Phthalic acid, cyclohexylmethyl ... 318 C19H2604 1000309-08-6 78
Abundance Scan 1609 (11.551 min): BF103521.D (-1605) (-) m/z 148.90 100.00%

149
5000
57 S | EE 1
41 76 104 151150 | 167 197205 223 11.20 11.40 11.60 11.80

S D SIS MO S~ 20 E A o — m/z 57.00 25.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #125896: 1,2-Benzenedicarboxylic acid, bis(2-methylpropyl)...
149

5000
11.20 11.40 11.60 11.80

m/z 41.00 10.07%

57 104
Rt 167 nm205223

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

Abundance
149

11.20 11.40 11.60 11.80

5000 m/z 56.00 7.80%
41
207 7% 76 104121135 167 205 223
Tmmmmwwwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #182720: Phthalic acid, isobutyl nonyl ester
149 11.20 11.40 11.60 11.80

m/z 149.90 7.70%

5000

27 41 57 76 104 1y3

167 205 2?3 275 293

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80

8270-BF022218_.M Fri Mar 09 10:16:22 2018 Page: 8



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030818\

Data File : BF103521.D

Aca On : 8 Mar 2018 17:21

Operator : SJ/JU

ﬁ?ggle i J1748-05 AU-06-030618-C
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.77 77.12 ng 3635900 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 94
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 93
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
4 Dodecanoic acid. 10-methvl-. met... 228 C14H2802 005129-65-7 87
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 86
Abundance Scan 1646 (11.769 min): BF103521.D (-1642) (-) m/z 74.00 100.00%
74
5000 43
‘WI wﬁm%mmwmmmm 270 1140 1160 1180 1200
el iy m/z  86.95  70.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119407: Hexadecanoic acid, methy! ester
74
5000 43 N UL BRI UGS
11.40 11.60 11.80 12.00
29 T7 143 07 270 m/z 43.00 35.76%
97 129 171185
”.,.J”,M..M.Jhkﬂn.Jﬂ.i%?.ﬂ.w..}?7”t. Jli???}? ﬂ-?4}%§?---w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74
11.40 11.60 11.80 12.00
5000 43 270 m/z 55.00 31.00%
57 143 227
29 97111 129 157171185199513 | 241,55
m‘mﬁwﬁwﬁmﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107597: Pentadecanoic acid, methyl ester
74 11.40 11.60 11.80 12.00
m/z 41.00 25.84%
5000

143
111 129% 157171185199213227 256

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030818\

Data File : BF103521.D

Aca On : 8 Mar 2018 17:21

Operator : SJ/JU

ﬁ?ggle i J1748-05 AU-06-030618-C
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.47 172.19 ng 8117950 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 Methyl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
5 9,12-0Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
Abundance Scan 1765 (12.469 min): BF103521.D (-1759) (-) m/z 67.00 100.00%
67
5000 ?
263 12.20 12.40 12.60 12.80
o 178 205220 245 294 | "w/z 81.05  80.97%
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
12.20 12.40 12.60 12.80
109 m/z 55.00 67.27%
\J‘\H\ 135150 47 262 294
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
a1 95 12.20 12.40 12.60 12.80
5000 m/z 95.05 53.78%
110
15 135150 178106 200,57 203 ¥
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- R e RS e s
n 87 12.20 12.40 12.60 12.80
m/z 41.05 50.54Y%
110 294
‘ | 01510 175106 29055, 263 2
|||||||||||||| TTTTITT T[T TrroT LISLILIL I ILINLINL I L I O —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
m/z--> 25 45 60 80 160 150 150 1éo 180 200 220 240 2éo 2éo ' 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030818\

Data File : BF103521.D

Aca On : 8 Mar 2018 17:21

Operator : SJ/JU

ﬁ?ggle i J1748-05 AU-06-030618-C
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.49 121.28 ng 5717970 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 87
2 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 76
3 cis-13-0ctadecenoic acid. methvl... 296 C19H3602 1000333-58-3 74
4 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 74
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 72
Abundance Scan 1769 (12.492 min): BF103521.D (-1767) (-) m/z 55.00 100.00%

5000 \ \

12120 12140 12,60 12.80
m/z 74.00 77.07%

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

5
74 )\

12.20 12.40 12.60 12.80
m/z 69.05 73.39%

4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55

12 20 12.40 12.60 12.80

5000

5000 m/z 41.05 67.51%
74
97 264
123 152 180 207222 246 206
Wmmq’mmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141299: cis-13-Octadecenoic acid, methyl ester

12120 12140 12,60 12.80
m/z 83.10 63.35%

-

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

5000

8270-BF022218_.M Fri Mar 09 10:16:23 2018 Page: 11



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030818\

Data File : BF103521.D

Aca On : 8 Mar 2018 17:21

Operator : SJ/JU

ﬁ?ggle i J1748-05 AU-06-030618-C
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.56 40.35 ng 1902560 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 97
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 91
3 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 91
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 91
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
Abundance Scan 1781 (12.563 min): BF103521.D (-1778) (-) m/z 73.95 100.00%
74
5000 43
9 12.20 12,40 12.60 12.80
m/z 87.00 73.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143127: Methyl stearate
74
5000 43 —v“y—v—v—v—v—y—vjljr\ﬁfh—y—v—v—v—r-rv
12.20 12.40 12.60 12.80
143 m/z 43.00 38.84%
27 ‘ #9 97 15 T L 199 221 255270 2?8
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74
12.20 12.40 12.60 12.80
5000 43 m/z 55.00 31.15%
59 143
97 115 185 228
mm‘mwwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143190: Heptadecanoic acid, 16-methyl-, methy! ester — T TR
74 12.20 12.40 12.60 12.80
m/z 41.00 25 .50%
5000
255
55 143 109 ‘ 208
|||||||||llll“|l‘lhl‘ |‘|‘l||“||1r|]|-5|||‘|||||||‘ |1|7|]|- I\I”l |||‘|2|2|7|| ‘|||| |2|7|O||llll‘|ll —v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—r
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

8270-BF022218_.M Fri Mar 09 10:16:25 2018 Page: 12



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030818\

Data File : BF103521.D

Aca On : 8 Mar 2018 17:21

Operator : SJ/JU

ﬁ?ggle i J1748-05 AU-06-030618-C
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Pentadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.70 5.14 ng 242521 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 94
2 Octadecanoic acid 284 C18H3602 000057-11-4 94
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
4 Undecanoic acid 186 C11H2202 000112-37-8 70
5 Dodecane 170 C12H26 000112-40-3 59
Abundance Scan 1804 (12.698 min): BF103521.D (-1802) (-) m/z 43.00 100.00%
57 73
5000
129
97 185 AU BN R
WSV 43157171 | 203 2262%555 284 12.40 12.60 12.80 13.00
m/z 73.00 89.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
3 73
5]
5000 IR AU BN U
12.40 12.60 12.80 13.00
29 m/z 60.00 83.42%
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73
12.40 12,60 12.80 13.00
5000 129 m/z 57.00 81.61%
97
115 185 284

241
143157171 199515227 | 255
wmwmrwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #107548: n-Hexadecanoic acid B R i B S
43 12.40 12.60 12.80 13.00
5 m/z 55.00 76.96%
5000 29
157171 213
Ih HJ MH‘ 143 27 105100
LU (LA I _'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00

8270-BF022218_.M Fri Mar 09 10:16:26 2018 Page: 13



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030818\

Data File : BF103521.D

Aca On : 8 Mar 2018 17:21

Operator : SJ/JU

ﬁ?ggle i J1748-05 AU-06-030618-C
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknownl12.80 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.80 2.91 ng 109764 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 46
2 Tetradecanamide 227 C14H29NO 000638-58-4 46
3 Decanamide- 171 C10H21NO 002319-29-1 43
4 Hexadecanamide 255 C16H33NO 000629-54-9 43
5 Pentanamide 101 C5H11NO 000626-97-1 43
Abundance Scan 1821 (12.798 min): BF103521.D (-1819) (-) m/z 59.00 100.00%
59
5000 fb
41
121136151 212 12.40 12.60 12.80 13.00 13.20
171 188 234249264 294 77 67.00 29 17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38995: Heptanamide, 4-ethyl-5-methyl-
59
5000
114 12.40 12.60 12.80 13.00 13.20
43 m/z 72.00 41.63%
27 || | g 8 ‘ 142 171
m/z--> 25 4b 65 85 160 150 1&0 1éo 180 260 250 240 2éo 2§o '
Abundance
59
12.40 12.60 12.80 13.00 13.20
5000 m/z 81.00 33.72%
43
27 82 97110128 4 166184198 2?7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38977: Decanamide-
59 12.40 12.60 12.80 13.00 13.20
m/z 41.00 33.59%
5000 P
43
---|-2‘-‘7--]Hl--w--‘nﬁ?-:!-?-]--‘w]:??-|-:-I--5-4-1-7-]-|nn|-n-|n--|n--|-n-|-n-|- N L B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030818\

Data File : BF103521.D

Aca On : 8 Mar 2018 17:21

Operator : SJ/JU

ﬁ?ggle i J1748-05 AU-06-030618-C
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Octadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.19 2.30 ng 86818 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 80
2 Undecane. 3-methvl- 170 C12H26 001002-43-3 80
3 Eicosane 282 C20H42 000112-95-8 80
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 1888 (13.192 min): BF103521.D (-1886) (-) m/z 57.00 100.00%
57
5000
41 S
141 12.80 13.00 13.20 13.40 13.60
Olrrrprrreters 169 195211 234 254 289 309 n/z  71.00 63 12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105884: Octadecane
57
5000 85 ARRUUARUARAR DR
41 12. 80 13. oo 13 20 13 40 13. 60
m/z 43.00 62.91%
Lo ‘ | S u‘ 1:\I\-3 ] 1‘\11 169 197 225 254
m/z--> 25 45 éo éo 160 150 140 160 180 200 220 240 260 2éo 360 !
Abundance
57
12:80 13.00 13.20 13.40 13.60
5000 m/z 85.00 44 .48%
85
41
141
15 112 170
mﬁwﬁwﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129492: Eicosane B B o
57 12.80 13.00 13.20 13.40 13.60
m/z 41.00 26.09%
5000
4 85
‘ S 141 169 107 225 253 262

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

8270-BF022218_.M Fri Mar 09 10:16:27 2018 Page: 15



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030818\

Data File : BF103521.D

Aca On : 8 Mar 2018 17:21

Operator : SJ/JU

ﬁ?ggle i J1748-05 AU-06-030618-C
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Eicosanoic acid, methyl ester Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.29 5.33 ng 200945 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 97
2 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 91
3 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 91
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 89
5 Methyl stearate 298 C19H3802 000112-61-8 83

Abundance Scan 1905 (13.292 min): BF103521.D (-1902) (-) m/z 74.00 100.00%
74
5000 43
216 oa1y57 283 504 326 13.00 13.20 13.40 13.60
m/z 86.95 71.39%
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
5000 SRR SRR N BN
13.00 13.20 13.40 13.60
43 143 326 m/z 43.00 41.61%
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
113.00 13.20 1340 13.60
5000 m/z 55.00 34.12%
43
143
26 97 115 163 185 13 241 284
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #119400: Hexadecanoic acid, methy! ester I EAmEmEEE RS
74 13.00 13.20 13.40 13.60
m/z 57.00 26.66%
5000
43
143 227 270
..1.5,....,\....,....,J..f’.ﬁ..l.l.?... ML RN A (i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. oo 13 20 13. 40 13 60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030818\

Data File : BF103521.D

Aca On : 8 Mar 2018 17:21

Operator : SJ/JU

ﬁ?ggle i J1748-05 AU-06-030618-C
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Heptadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.53 3.32 ng 125342 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Octadecane 254 C18H38 000593-45-3 91
3 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 89
4 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 87
5 Tetracosane 338 C24H50 000646-31-1 83

Abundance Scan 1945 (13.527 min): BF103521.D (-1944) (-) m/z 57.00 100.00%

5000

13.20 13.40 13.60 13.80
m/z 43.00 65.70%

111127 445 167182 205 230 25026698 305320
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #94345: Heptadecane
57
5000 LI LI L L L L L LB |
4 85 13.20 13.40 13.60 13.80
m/z 71.00 59.51%
| (13 141 169 196 240
,””P”q.”qnnpnq.”.””.”..”.””.”..”.””.”..”q”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
T T
13.20 13.40 13.60 13.80
5000 85 m/z 85.00 35.17%
41
o 13 141 169 197 295 254
mmwwwwwmmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105898: Heptadecane, 8-methyl- R R mamEE
57 13.20 13.40 13.60 13.80
m/z 55.00 26.73%
85
5000
4 126
154
| | 0, } | 160 211 239254
AR R R L e L e R R RAAARRARRNRRRRIEREasEaY T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 20 13. 40 13 60 13.80
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Library Search Compound Report

Data Path :

Data File : BF103521.D

Aca On : 8 Mar 2018 17:21
Operator : SJ/JU

Sample - J1748-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

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

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF030818\

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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

Concentration Rank 7

Peak Number 16 Cyclohexadecane

R.T. EstConc Area Relative to ISTD R.T.
13.86 13.45 ng 507485 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 93
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 91
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 1-Hexadecanesulfonyl chloride 324 C16H33CI102S 038775-38-1 91

Abundance Scan 2002 (13.863 min): BF103521.D (-1999) (-) m/z 57.00 100.00%
57
5000
11 U DU BN SURIUR SR
226 13.60 13.80 14.00 14.20
139
ob A AL Jl.l 107107 I 263 297 844 m/z 43.00 77.86%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #81246: Cyclohexadecane
55 g3
5000 L SN SR SULRUL I
29 111 13.60 13.80 14.00 14.20
m/z 55.00 70.27%
] \H ‘\ \ ‘\ \‘139 ‘167 196 234
m/z-> 0 50 200 250 300 350 400 450 '
Abundance
57
83 13.60 13.80 14.00 14.20
5000 m/z 71.00 52.74%
29 111
139 168196 207 258
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene e  RRRaE Bam s
43 13.60 13.80 14.00 14.20
m/z 83.00 52 .30%
5000 83
111
‘l 139167196224 267292 321 462 490
m/z-> 0 50 100 150 200 250 300 350 400 450 ' 13.60 13.80 14.00 14.20

8270-BF022218_.M Fri Mar 09 10:16:28 2018

AU-06-030618-C
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8270-BF022218_.M Fri Mar

Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF030818\

Data File : BF103521.D

Aca On : 8 Mar 2018 17:21

Operator : SJ/JU

ﬁ?ggle i J1748-05 AU-06-030618-C
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 17 Docosanoic acid, methyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.96 5.88 ng 221774  Chrysene-d12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 95

2 Methvl 20-methvl-heneicosanoate 354 C23H4602 1000336-47-4 94
3 Methvl stearate 298 C19H3802 000112-61-8 87
4 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87
Abundance Scan 2019 (13.963 min): BF103521.D (-2016) (-) m/z 73.95 100.00%
74
5000 43
143 AR LA AR SIATE
97
12 171191 234 255 311 a5 13.60 13.80 14.00 14.20
o F| e 1 2AR ...2.92,..?3.6,.. m/z 87.00 75.54%
m/z--> 50 100 150 200 250 300 350
Abundance #186930: Docosanoic acid, methyl ester
74
43
5000 LA L L I L L L
13.60 13.80 14.00 14.20
o 143 354 m/z 43.00 49.91%
311
o Al s, | am 1% 227 25 ge3 TT |
m/z--> 50 100 150 200 250 300 350
Abundance
74
13.60 13.80 14.00 14.20
5000 m/z 57.00 37.25%
55 143 354
311
97 199 255
125 171 227 283
m/z--> 50 100 150 200 250 300 350
Abundance #143130: Methy! stearate R EE R E s
74 13.60 13.80 14.00 14.20
m/z 55.00 35.50%
5000
43
97
s | s me T
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20

09 10:16:29 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF030818\

Data File : BF103521.D

Acq On : 8 Mar 2018 17:21 Instrument :

Operator : SJ/JU gﬁA{s el
- _ lentosampleld :

3?22'6 : J1748-05 AU-06-030618-C

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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... 5.10 2.1 ng 104919 1 6.86 989560 20.0
unknown6 .63 6.63 63.2 ng 3129170 1 6.86 989560 20.0
Propanoic acid, 2... 9.09 2.5 ng 159820 3 9.90 1281910 20.0
Pentadecane, 7-me... 10.79 3.6 ng 170101 4 11.40 942925 20.0
1,2-Benzenedicarb... 11.55 2.4 ng 115207 4 11.40 942925 20.0
Hexadecanoic acid... 11.77 77.1 ng 3635900 4 11.40 942925 20.0
9,12-Octadecadien... 12.47 172.2 ng 8117950 4 11.40 942925 20.0
9-Octadecenoic ac... 12.49 121.3 ng 5717970 4 11.40 942925 20.0
Methyl stearate 12.56 40.4 ng 1902560 4 11.40 942925 20.0
Pentadecanoic acid 12.70 5.1 ng 242521 4 11.40 942925 20.0
unknownl12 .80 12.80 2.9 ng 109764 5 14.06 754610 20.0
Octadecane 13.19 2.3 ng 86818 5 14.06 754610 20.0
Eicosanoic acid, ... 13.29 5.3 ng 200945 5 14.06 754610 20.0
Heptadecane 13.53 3.3 ng 125342 5 14.06 754610 20.0
Cyclohexadecane 13.86 13.4 ng 507485 5 14.06 754610 20.0
Docosanoic acid, ... 13.96 5.9 ng 221774 5 14.06 754610 20.0
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