LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\

Data File : BF108197.D

Aca On : 16 Aug 2018 16:15 Instrument :

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

3?22'6 : J4269-01 AU-06-081518-A

ALS Vial : 8 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818 .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 3.655 221 224 234 rBV 40624 78443 1.84% 0.190%
2 5.260 493 497 503 rBV 177320 206565 4 .85% 0.502%
3 5.643 557 562 565 rBY 3798910 3654560 85.75% 8.875%
4 6.637 725 731 734 rBVY 3849993 3902725 91.58% 9.477%
5 6.784 751 756 760 rBVY 4003006 3905747 91.65% 9.485%
6 7.013 791 795 799 rVB 1332829 1084369 25.44% 2.633%
7 7.172 818 822 825 rBVY 3373058 2825829 66.31% 6.862%
8 7.578 886 891 894 rBVY 2666165 2561145 60.10% 6.220%
9 8.295 1009 1013 1017 rBV 1469789 1346805 31.60% 3.271%
10 9.372 1188 1196 1199 rBVY 4934204 4261723 100.00% 10.349%

11 9.760 1258 1262 1267 rBV 458431 366988 8.61% 0.891%
12 10.060 1309 1313 1317 rBV 1751561 1521418 35.70% 3.695%
13 10.854 1443 1448 1456 rBV 2725240 2629681 61.70% 6.386%
14 11.554 1563 1567 1570 rBV 1632849 1381060 32.41% 3.354%
15 11.925 1627 1630 1633 rVB 670322 516422 12.12% 1.254%

16 12.060 1649 1653 1656 rBV 190515 183602 4_.31% 0.446%
17 12.619 1744 1748 1749 rBV 1301604 1238119 29.05% 3.007%
18 12.636 1749 1751 1758 rVV 2541212 2327122 54.61% 5.651%
19 12.719 1762 1765 1769 rVB 446578 376103 8.83% 0.913%
20 12.772 1771 1774 1778 rBV 147643 128799 3.02% 0.313%

21 13.007 1808 1814 1819 rBV 144239 170561 4._00% 0.414%
22 13.142 1832 1837 1840 rBV 3693727 3193172 74.93% 7.754%
23 14.030 1984 1988 1995 rBV3 209658 309503 7.26% 0.752%
24 14.207 2014 2018 2021 rBV 1309470 1274892 29.91% 3.096%

25 14.236 2021 2023 2029 rVB 91645 92982 2.18% 0.226%
26 14.671 2095 2097 2104 rVB3 50478 83857 1.97% 0.204%
27 15.301 2200 2204 2207 rBV 78371 121349 2.85% 0.295%
28 15.630 2257 2260 2266 rVB 58387 79826 1.87% 0.194%

29 15.701 2269 2272 2277 rVB 81004 107779 2.53% 0.262%
30 15.771 2279 2284 2289 rBV 904017 1247805 29.28% 3.030%

Sum of corrected areas: 41178951
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\

Data File : BF108197.D

Aca On : 16 Aug 2018 16:15

Operator : JU/SJ

ﬁ?ggle i J4269-01 AU-06-081518-A
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF108197.D

78

6.646'

4000000 5.64

7.17

3000000
7.58

2000000
7.01

1000000

5.26

ol — ——— —
5.00 5.50
TIC: BF108197.D

Time-->
Abundance

4000000 13.14

3000000 10.85

12.64

2000000
10.06 11.55

8.30

1000000

0 — T T T T T =TT

T T
12.50 13.00

11.50

12.00

R 1 I
10.00 10.50 11.00
TIC: BF108197.D

Time-->
Abundance

4000000
3000000

2000000

14.21

15.77
1000000

140310 o4 1467 15.30 1516

oH———
Time--> 13.50

T
17.00

I
17.50

-
18.00

16.00

16.50

1 T
15.00 15.50

T T T
14.00 14.50 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\

Data File : BF108197.D

Aca On : 16 Aug 2018 16:15

Operator : JU/SJ

ﬁ?ggle i J4269-01 AU-06-081518-A
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 8

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

5.26 3.81 ng 206565 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28

Abundance Scan 497 (5.260 min): BF108197.D (-493) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 IR A S UL AR
5.00 5.20 5.40 5.60
e 8O e | 2 ee 10 52, 60W
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L RS S U
59.0 500 520 540 5.60
m/z 101.10 16.23%
S Y NSO | N - Y ot
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
" 500 520 540 560
5000 m/z 58.10 13.72%
41.0
..,....,...HHM...H:ku?%?ul:i....7?9.,.5@9,....J....“
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- Rma RN R
59.0 5.00 520 5.40 5.60
m/z 41.00 8.43%
5000 41.0
31.0
69.0 87.0
15.0 ‘J ARSIl ‘ 98.0
mz-> 10 20 30 40 50 60 70 8 90 100 110 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
Data File : BF108197.D

Aca On : 16 Aug 2018 16:15

Operator : JU/SJ

Sample : J4269-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.78 Concentration Rank 1

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

6.78 72.04 ng 3905750 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 755 (6.778 min): BF108197.D (-751) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 s || oL Sh0 650 6o 760 720
rerrrerprrrepree bbbl o 830 L3070 WL "m/z 68.10  49.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 UL LA UL L
6.40 6.60 6.80 7.00 7.20
310 510 m/z 134.00 32.63%
'w'“'w'“J”Jh'L'w'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 32.34%
150 280 390 520 830 770 900 1040 .., ||
mz> 10 % 30 40 50 6 70 80 90 100 110 130 130 140 i
Abundance #14144: 5-Fluoro-2-chloropyrimidine R mma e BREER
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.05 20.12%
5000
33.0 44.0 00 105.0
"I”"P"W'L”I'L'Iﬁqﬂ"“l:”llﬁgﬂ"il'”hl”"P"W T USRS S U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
Data File : BF108197.D

Aca On : 16 Aug 2018 16:15

Operator : JU/SJ

Sample : J4269-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.92 7.48 ng 516422 Phenanthrene-d10 11.55
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 94
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 89
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1629 (11.919 min): BF108197.D (-1627) (-) m/z 74.10 100.00%
741
5000
143.1 D1e0 11020 19700 19190
97.1 1711 1901 227.2 11.60 11.80 12.00 12.20
,....,...h',... A 22 | e o 292 Thnjz 87.00  73.18%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 LA SRR BN U
43.0 11.60 11.80 12.00 12.20
143.0 m/z 43.05 44 _76%
| ‘.|| 1l T o 199 0 227.0 270.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
11.60 11.80 12.00 12.20
5000 43.0 m/z 41.10 31.85%
143.0
e LT z0, LT 1850 2270 2100
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester T T T
74.0 11,60 11.80 12.00 12.20

m/z 55.05 31.83%

143.0
‘\ 970 185.0 228.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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AU-06-081518-A
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\

Data File : BF108197.D

Aca On : 16 Aug 2018 16:15

Operator : JU/SJ

ﬁ?ggle i J4269-01 AU-06-081518-A
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.06 2.66 ng 183602 Phenanthrene-d10 11.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 1653 (12.060 min): BF108197.D (-1649) (-) m/z 43.10 100.00%
431 730
5000 ,W“,_vJMVAvhJL,v_u_,_kyu~,
129.1
97.1 192.12132 IR e R e
| 157.1 256.2 1180 1200 1220 12.40
S| | m/z 73.00 87.45%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

11.80 12.00 12.20 12.40

83.0 -
157.0 1g50 2130 256.0 m/z 60.00 81.60%
it
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
73.0
A o u a SR
43.0 11.80 12.00 12.20 12.40
5000 m/z 57.10 79.74%
129.0
‘ 710 2140
o fMB AR Lo | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 M\_/\‘/\N‘J
Abundance #95851: Pentadecanoic acid L T L R
43.0 73.0 11.80 12.00 12.20 12.40
m/z 41.10 73.68%
5000 129.0
.1.5.'(,)... .W.. - s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12. 00 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\

Data File : BF108197.D

Aca On : 16 Aug 2018 16:15

Operator : JU/SJ

ﬁ?ggle i J4269-01 AU-06-081518-A
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 9,12-Octadecadienoic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.62 17.93 ng 1238120 Phenanthrene-d10 11.55
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. methv... 294 C19H3402 002462-85-3 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 98
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 96
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 96

Abundance Scan 1748 (12.619 min): BF108197.D (-1744) (-) m/z 67.05 100.00%

67.0

41.1
5000

i

2633 2943 12.40 12.60 12.80 13.00
m/z 81.05 76.40%

123.1 150.1

178.1 220.3
ERRERRES;

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)-
41.0 67.0

;::EEEF==

12.40 12.60 12.80 13.00
m/z 55.05 71.62%

5000

1230 149.0 1780 262.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67.0
41.0 R A A e

12.40 12.60 12.80 13.00
m/z 41.10 58.95%

5000

123.0 150.0

178.0 223.0 263.0 294.0

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)- AR Ry By
410 67.0 12.40 12.60 12.80 13.00

m/z 95.10 52 .05%

—

-

5000 95.0
hlz&o 150.0 1780 2200 2630 29?0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12. 60 12. 80 13 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\

Data File : BF108197.D

Aca On : 16 Aug 2018 16:15

Operator : JU/SJ

ﬁ?ggle i J4269-01 AU-06-081518-A
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 15-Octadecenoic acid, methy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.64 33.70 ng 2327120 Phenanthrene-d10 11.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
2 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 98
3 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 98
4 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 97
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 96

Abundance Scan 1752 (12.642 min): BF108197.D (-1749) (-) m/z 55.10 100.00%

1

N

5000
206.4 12.40 12.60 12.80 13.00
e : m/z 41.10 62.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester
53.0
5000 LN L L  LL  L
12.40 12.60 12.80 13.00
29.0 111.0 264.0 m/z 69.10 55.01%
1380  180.0 2220

296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester
55.0

L

12.40 12.60 12.80 13.00
m/z 74.05 52.51%

5000

29.0 264.0

111.0
138.0 180.0 222.0

296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141275: 9-Octadecenoic acid, methyl ester L AERRERS LTS
55.0 12.40 12.60 12.80 13.00
m/z 43.10 49.11%

| —

5000

-

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
Data File : BF108197.D

Aca On : 16 Aug 2018 16:15

Operator : JU/SJ

Sample : J4269-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.72 5.45 ng 376103 Phenanthrene-d10 11.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 93
3 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 93
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 93
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91

Abundance Scan 1765 (12.719 min): BF108197.D (-1762) (-) m/z 74.05 100.00%

74.0

5000 431

|

12.40 12,60 12.80 13.00
m/z 87.10 72.84%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143128: Methyl stearate LA

74.0

5000{  43.0 f e T
12.40 12,60 12.80 13.00

143.0 m/z 43.10 45_.14%

199.0 255.0
97.0 | 298.0
|M| Aoz | o, || o |l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester
74.0

12.40 12. 60 12. 80 13.00

5000 m/z 55.10 32.28%
28.0
143.0 255.0 298.0
bib | \‘1010‘ | 1710 190 2270 |
,,, e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119408: Hexadecanoic acid, methyl ester R mmEE e S AREERE RN
74.0 1240 12. 60 1280 1300

m/z 41.05 28.57%

5000
43.0
143.0
‘ L koo 1710 199.0 2270 2700

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

8270-BF080818.M Fri Aug 17 16:38:31 2018

AU-06-081518-A

Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\

Data File : BF108197.D

Aca On : 16 Aug 2018 16:15

Operator : JU/SJ

ﬁ?ggle i J4269-01 AU-06-081518-A
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Cyclotetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.03 4.86 ng 309503 Chrysene-di12 14.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 95
2 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
Abundance Scan 1988 (14.030 min): BF108197.D (-1984) (-) m/z 57.10 100.00%
57.1
97.1
5000
R AR S B B
39.1 229.0 13.80 14.00 14.20 14.40
b ‘I \ s deet 2200 el Tw/z 43.10  98.220%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58279: Cyclotetradecane
54.0
5000 LR SR SIS IR B
97.0 13.80 14.00 14.20 14.40
m/z 55.10 87 .65%
o4 ‘ \ | 1390 1960
miz--> 50 100 150 200 250 300 350 400
Abundance #206447: Pentafluoropropionic acid, hexadecyl ester
57.0
97.0 R AR SN B B
13.80 14.00 14.20 14.40
5000 m/z 83.10 74 .83%
26jo] | | ‘ | |[Be0 1820 2240 2590 370.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester R mEEEs
57.0 13.80 14.00 14.20 14.40
97.0 m/z 69.10 66 .96%
- J‘wﬁ
169.0
260 | | ‘ | | 13807 7 2100 o550 406.0
m/z--> 50 100 150 260 250 300 350 400 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081618\

Data File : BF108197.D

Acg On : 16 Aug 2018 16:15

Operator : JU/SJ

3?22'6 i J4269-01 AU-06-081518-A
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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... 5.26 3.8 ng 206565 1 7.01 1084370 20.0
unknown6.78 6.78 72.0 ng 3905750 1 7.01 1084370 20.0
Hexadecanoic acid... 11.92 7.5 ng 516422 4 11.55 1381060 20.0
n-Hexadecanoic acid 12.06 2.7 ng 183602 4 11.55 1381060 20.0
9,12-Octadecadien... 12.62 17.9 ng 1238120 4 11.55 1381060 20.0
15-Octadecenoic a... 12.64 33.7 ng 2327120 4 11.55 1381060 20.0
Methyl stearate 12.72 5.5 ng 376103 4 11.55 1381060 20.0
Cyclotetradecane 14.03 4.9 ng 309503 5 14.21 1274890 20.0
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