LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO72717\

Data File : BF097137.D

Aca On - 27 Jul 2017 22:05 Instrument :
Operator : SJ/JU BNA_F

Sample  : 14424-04 2X It el
Misc i AU-06-072417-B
ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF072517.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 3.198 217 223 231 rBV 34343 64908 2.85% 0.385%
2 4.616 460 464 477 rBV 119705 160916 7.07% 0.955%
3 5.081 540 543 561 rBY 1036534 1092675 48.00% 6.487%
4 6.145 720 724 736 rBVY 1182215 1184715 52.05% 7.034%
5 6.257 739 743 751 rVB 1227145 1066741 46.86% 6.333%
6 6.487 778 782 791 rBV 685707 623005 27.37% 3.699%
7 6.639 804 808 818 rBV 841468 741907 32.59% 4 .405%
8 7.051 874 878 890 rBV 803844 704632 30.96% 4.184%
9 7.769 996 1000 1011 rBVY 1063962 870905 38.26% 5.171%
10 8.845 1179 1183 1186 rBvV 1181516 929522 40.84% 5.519%

11 9.245 1248 1251 1256 rBV 147852 110714 4._86% 0.657%
12 9.516 1293 1297 1300 rBV 939156 856814 37.64% 5.087%

13 9.945 1366 1370 1372 rBV 49684 45145 1.98% 0.268%
14 10.298 1426 1430 1435 rVB 556319 492798 21.65% 2.926%
15 10.439 1451 1454 1461 rBvV 30757 39861 1.75% 0.237%
16 10.886 1522 1530 1533 rBV2 28462 28640 1.26% 0.170%

17 10.986 1543 1547 1551 rBV 766863 653472 28.71% 3.880%
18 11.410 1615 1619 1622 rVB 747747 632237 27.78% 3.754%
19 11.539 1636 1641 1644 rBV3 30786 30359 1.33% 0.180%
20 12.086 1730 1734 1736 rBV 2256466 2276226 100.00% 13.514%

21 12.110 1736 1738 1745 rVB 1909795 1657860 72.83% 9.843%
22 12.198 1749 1753 1756 rBV 396848 372785 16.38% 2.213%

23 12.227 1756 1758 1760 rVVv2 29459 30975 1.36% 0.184%
24 12.245 1760 1761 1769 rVB3 23272 28169 1.24% 0.167%
25 12.416 1786 1790 1795 rVB2 29409 36243 1.59% 0.215%
26 12.568 1812 1816 1819 rVB 734582 629935 27.67% 3.740%
27 12.833 1856 1861 1864 rVB4 16568 26907 1.18% 0.160%
28 12.915 1872 1875 1877 rBV 36698 26955 1.18% 0.160%
29 13.339 1944 1947 1950 rBv4 23388 25515 1.12% 0.151%
30 13.486 1968 1972 1978 rVB3 40458 55185 2.42% 0.328%
31 13.580 1985 1988 1990 rBV 32372 34267 1.51% 0.203%
32 13.610 1990 1993 1997 rVB 597429 519240 22.81% 3.083%
33 14.115 2075 2079 2086 rBV2 31782 46603 2.05% 0.277%
34 14.404 2125 2128 2131 rBV 39215 36713 1.61% 0.218%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\

Data File : BF097137.D

Aca On = 27 Jul 2017 22:05

Operator : SJ/JU

a?ggle ; 14424-04 2X AU-06.072417.8
ALS Vial =: 20 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\HPCHEMI\BNA F\METHODS\8270-BF072517 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.692 2174 2177 2180 rBvV2 39548 36194 1.59% 0.215%
36 14.957 2217 2222 2226 rBvVY 445680 514529 22.60% 3.055%
37 15.004 2228 2230 2234 rVB 47956 47685 2.09% 0.283%
38 15.362 2288 2291 2295 rBV3 29178 42364 1.86% 0.252%
39 15.774 2359 2361 2366 rVB 32768 41382 1.82% 0.246%
40 16.021 2402 2403 2407 rBv4 17271 27291 1.20% 0.162%
Sum of corrected areas: 16842989
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BFO72717\

BF097137.D

27 Jul 2017 22:05

SJ/Ju

14424-04 2X

20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

AU-06-072417-B

Abundance

2000000

1500000
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14.96

.00

1412 14.40 14.69 1536 15.7716.02

Time-->

14.00

14.50 15.00

15.50

16.00 16.50 17.00 17.50

18.00

18.50

19.00

8270-BF072517

-M Fri Jul 28 17:02:06 2017

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\

Data File : BF097137.D

Aca On = 27 Jul 2017 22:05

Operator : SJ/JU

a?ggle ; 14424-04 2X AU-06.072417.8
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 1,3,5-Cycloheptatriene Concentration Rank 9

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

3.20 2.08 ng 64908 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5-Cvcloheptatriene 92 C7HS8 000544-25-2 87
2 Toluene 92 C7HS8 000108-88-3 86
3 Molvbdenum. di-_.mu.-chlorobisl(1... 532 C20H26CI12Mo2 035625-66-2 78
4 Cvclobutene. 2-propenvlidene- 92 C7H8 052097-85-5 64
5 1,5-Heptadien-3-yne 92 C7HS8 003511-27-1 64

Abundance Scan 223 (3.198 min): BF097137.D (-217) (-) m/z 91.10 100.00%
91.1
5000
391-0 280 300 320 340 3.60
et ey | M/Z 92.10  57.02%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2468: 1,3,5-Cycloheptatriene
91.0

5000 e A ma RaaeE SRS
2.80 3.00 3.20 3.40 3.60

39.0 m/z 39.00 15.40%
o “

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance

91.0

2.80 3.00 3.20 3.40 3.60
5000 m/z 65.00 12.08%

39.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #237942: Molybdenum, di-.mu.-chlorobis[(1,2,3,4,5,6-.eta.)... e e
91.0 2.80 3.00 3.20 3.40 3.60
m/z 51.00 9.80%
50001 390
)] 13s. 01760 225. 0266 03070 353.0394.0436.0 530.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 2. 80 3.00 3. 20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\

Data File : BF097137.D

Aca On = 27 Jul 2017 22:05

Operator : SJ/JU

a?ggle ; 14424-04 2X AU-06.072417.8
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.62 5.17 ng 160916 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 465 (4.622 min): BF097137.D (-460) (-) m/z 43.00 100.00%
43.0
59.1
5000
| | mo 450 4% 4b0 480 500
e L B LA m/z 59.10 54 .60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS LR UL AR A
59.0 420 440 460 480 5.00
0,
150 a0 1010 m/z 58.00 15.04%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
420 440 4.60 4.80 500
5000 41.0 m/z 101.10 14.16%
31.0
69.0 870
15.0 50.0 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester T BRaan e
43.0 420 4.40 4.60 4.80 5.00
m/z 41.10 11.16%
5000 57.0
29.0
101.0
"'l“"|“'MNH'J|“"|““'|“"|“Z%?“"|”"J“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\

Data File : BF097137.D

Aca On = 27 Jul 2017 22:05

Operator : SJ/JU

a?ggle ; 14424-04 2X AU-06.072417.8
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 unknown6.26 Concentration Rank 3

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

6.26 34.25 ng 1066740 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 743 (6.257 min): BF097137.D (-739) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 RS RS SRR LS
401 540 | 6.00 6.20 6.40 6.60
S TSP IR | N - S . A BN N m/z 68.10 38.34%
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 N
5000 U U R I
6.00 6.20 6.40 6.60
310 510 ‘ m/z 134.00 33.59%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 600 6.0 6.40 6.60
5000 67.0 m/z 66.00 24.89%
41.0 97.0
53.0
79.0 117.0
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14491: 5-Aminoindole LS LA L L L BB
132.0 6.00 6.20 6.40 6.60
m/z 69.05 14.81%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

8270-BF072517 .M Fri

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\

Data File : BF097137.D

Aca On = 27 Jul 2017 22:05

Operator : SJ/JU

a?ggle ; 14424-04 2X AU-06.072417.8
ALS Vial : 20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 Methyl tetradecanoate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.41 19.35 ng 632237 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl tetradecanoate 242 C15H3002 000124-10-7 93
2 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 91
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
4 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 90
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87

Abundance Scan 1619 (11.410 min): BF097137.D (-1615) (-) m/z 74.00 100.00%
74.0
5000 43.0
R T CAP T R s
...,....-,l....',..l'.. o L L 293 Tz 87.10 72.99%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #95860: Methyl tetradecanoate
74.0
5000 R SR BRI ISR
43.0 11.00 11.20 11.40 11.60 11.80
m/z 43.05 45_41%
Ll 100005090 1700 1990 2a20
m/z--> 20 45 60 80 100 120 150 160 180 200 220 250 260
Abundance
74.0
11.00 11.20 11.40 11.60 11.80
5000 m/z 55.05 33.05%
43.0
143.0
101.0 171.0 199.0 227.0 270.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107593: Pentadecanoic acid, methyl ester P T P TR
74.0 11.00 11.20 11.40 11.60 11.80
m/z 41.05 30.87%
5000
430 143.0 2150
150, |4l g | o RO 260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.00 11.20 11.40 11.60 11.80

Jul 28 17:02:11 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\
Data File : BF097137.D

Aca On 27 Jul 2017 22:05

Operator : SJ/JU

Sample : 14424-04 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 9,12-Octadecadienoic acid (... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.09 69.67 ng 2276230 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-0Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
2 Methvl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 98
4 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 97
5 9,12-0Octadecadienoic acid (Z,2)- 280 C18H3202 000060-33-3 94

Abundance Scan 1735 (12.092 min): BF097137.D (-1730) (-) m/z 67.05 100.00%

67.0

5000

11.80 12.00 12.20 12.40
m/z 81.05 85.11%

220.2 263.3 294.3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139724: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67.0

5000 LN N U N B I D N
11.80 12.00 12.20 12.40
123.0 150.0 m/z 55.05 80.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0
95.0 11.80 12.00 12.20 12.40
5000 m/z 41.05 63.50%
294.0
123.0 150.0 178.0 920.0 263.0
mmwmwwmmmww
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139729: 9,12-Octadecadienoic acid, methyl ester, (E,E)- PR T T

11,80 12.00 12.20 12.40
m/z 95.10 57.79%

5000

123.0 150.0 263.0

178.0 220.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\

Data File : BF097137.D

Aca On = 27 Jul 2017 22:05

Operator : SJ/JU

a?ggle ; 14424-04 2X AU-06.072417.8
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 16-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.11 50.74 ng 1657860 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 94
2 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 94
3 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 91
4 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 91
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 91

Abundance Scan 1738 (12.110 min): BF097137.D (-1736) (-) m/z 55.05 100.00%

5000

=

264.3 11.80 12.00 12.20 12.40
296.2 m/z 41.10 64.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester

180.2 2222

?

11.80 12,00 12.20 12.40
29.0 . 264.0 m/z 43.10 52.63%

5000

1380 1800  222.0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
R R
11.80 12.00 12.20 12.40
5000 m/z 69.10 50.42%
83.0
29.0 264.0
111.0
138.0  180.0 2220 296.0

mmmmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141300: 9-Octadecenoic acid (2)-, methyl ester I RREEEE S
11.80 12.00 12.20 12.40

m/z 74.00 45_87%

o

5000

1 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.80 12.00 12.20 12.40

8270-BF072517.M Fri Jul 28 17:02:12 2017 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\

Data File : BF097137.D

Aca On = 27 Jul 2017 22:05

Operator : SJ/JU

a?ggle ; 14424-04 2X AU-06.072417.8
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.20 11.41 ng 372785 Phenanthrene-d10 10.99
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 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 91
4 Heptadecanoic acid. 15-methvl-., ... 298 C19H3802 054833-55-5 91
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
Abundance Scan 1753 (12.198 min): BF097137.D (-1749) (-) m/z 74.00 100.00%
74.0
5000 43.1
‘ | orr ot 2021 . 2553 11,80 12.00 12.20 12.40 12.60
...,....,....',..|'..,':-!.!-,....,..'..,|....1.7.1..1...."....22]?.1. b33 Tm/z 87.10 74.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74.0
5000 2980 | 11.80 12,00 12.20 12.40 12.60
143.0 -
43.0 1990 2520 m/z 43.10 48.37%
97.0
BN W o N L GNP I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74.0
11.80 12.00 12.20 12.40 12.60
5000 m/z 55.05 36.03%
28.0
143.0 255.0 298.0
£ 101.0 171.0 1990 5o ¢
mmwmmmmmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131300: Heptadecanoic acid, methy! ester RERRE RS s L
74.0 11.80 12.00 12.20 12.40 12.60
m/z 41.05 28.82%
5000
43.0
‘ 01200 | 1850130 240 T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 80 12. OO 12 20 12. 40 12 60
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Library Search Compoun

d Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\
Data File : BF097137.D

Aca On 27 Jul 2017 22:05

Operator : SJ/JU

Sample : 14424-04 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Heneicosyl heptafluorobutyrate Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.49 2.13 ng 55185 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS#

1 Heneicosvl heptafluorobutvrate
2 Tricosvl pentafluoropropionate
3 Tricosvl heptafluorobutvrate

4 Tricosyl trifluoroacetate

5 Tetracosyl heptafluorobutyrate

508 C25H43F702
486 C26H47F502
536 C27H47F702
436 C25H47F302
550 C28H49F702

1000351-83-8 72
1000351-81-0 72
1000351-83-4 72
1000351-75-1 64
1000351-83-7 64

m/z 57.05 100.00%

13.20 13.40 13.60 13.80

m/z 43.05 64 .92%

I T I T
13.20 13.40 13.60 13.80

m/z 71.05 55.19%

13.20 13.40 13.60 13.80

m/z 55.05 32.57%

13.20 13.40 13.60 13.80

Abundance Scan 1973 (13.492 min): BF097137.D (-1968) (-)
57.0
5000
7.0
\ rl 149.0 5970
B 1
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #236054: Heneicosy!| heptafluorobutyrate
57.0
97.0
5000
39.0
ol ‘.“,.“y 8 b AB202220 29008390 800
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
97.0
5000
19901810 224.0264.0 322.0 367.0 468.0
I L e e B I e e o o B S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #238204: Tricosyl heptafluorobutyrate
57.0
97.0
5000
‘ 113?'?1381-0222.0265.0 322.0 367.0 518.0
L e e e e e M LA B B e o o o e B
m/z--> 50 100 150 200 250 300 350 400 450 500

m/z 85.05 31.34%

13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072717\

Data File : BF097137.D

Acq On 27 Jul 2017 22:05

Operator : SJ/JU

a?ggle ; 14424-04 2X AU-06.072417.8
ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .M
Quant Title : 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]
1,3,5-Cycloheptat. ... 3.20 2.1 ng 64908 1 6.49 623005 20.0
2-Pentanone, 4-hy... 4.62 5.2 ng 160916 1 6.49 623005 20.0
unknown6 .26 6.26 34.3 ng 1066740 1 6.49 623005 20.0
Methyl tetradecan... 11.41 19.4 ng 632237 4 10.99 653472 20.0
9,12-Octadecadien... 12.09 69.7 ng 2276230 4 10.99 653472 20.0
16-Octadecenoic a... 12.11 50.7 ng 1657860 4 10.99 653472 20.0
Methyl stearate 12.20 11.4 ng 372785 4 10.99 653472 20.0
Heneicosyl heptaf... 13.49 2.1 ng 55185 5 13.61 519240 20.0
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