LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112717\
Data File : BF100895.D

Aca On : 27 Nov 2017 16:40

Operator : SJ/JU

Sample : 16513-01

Misc :

ALS Vial : 17 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-BF110817.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 3.987 309 323 326 rBVY 4038122 8494030 100.00% 28.603%
2 5.104 509 513 523 rVB 106117 167412 1.97% 0.564%
3 5.492 574 579 588 rBY 2079307 2206044 25.97% 7.429%
4 6.498 744 750 762 rVB 1866690 2335649 27 .50% 7 .865%
5 6.634 768 773 776 rBY 2258014 2296768 27 .04% 7.734%

6.857 807 811 815 rVB 660454 545947 6.43% 1.838%
7.016 834 838 841 rvB 1988372 1769987 20.84% 5.960%
7.428 902 908 910 rBV 1318231 1421311 16.73% 4._.786%
8.139 1025 1029 1032 rVB 813790 656823 7.73% 2.212%
9.216 1206 1212 1215 rBV 2602985 2465107 29.02% 8.301%

=
QO ~NO®

11 9.604 1274 1278 1281 rBV 262903 199899 2.35% 0.673%
12 9.892 1323 1327 1331 rBV2 802044 706637 8.32% 2.380%
13 10.686 1457 1462 1465 rBV 1437863 1361147 16.02% 4._.584%
14 11.380 1576 1580 1583 rBV 727944 593834 6.99% 2.000%
15 11.898 1663 1668 1679 rBV 449043 421962 4.97% 1.421%

16 12.680 1797 1801 1813 rBV 282331 305282 3.59% 1.028%
17 12.963 1845 1849 1853 rBV 1645873 1613657 19.00% 5.434%
18 13.845 1996 1999 2008 rVB 195591 206811 2.43% 0.696%
19 13.992 2020 2024 2026 rBV 849411 703363 8.28% 2.369%
20 14.021 2026 2029 2032 rVB 558963 502379 5.91% 1.692%

21 15.486 2273 2278 2287 rBV 420978 548780 6.46% 1.848%

22 15.986 2358 2363 2370 rVvv3 47630 85001 1.00% 0.286%
23 17.115 2550 2555 2566 rBV7 39045 88210 1.04% 0.297%
Sum of corrected areas: 29696040
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

= Z:\HPCHEMI\BNA F\DATA\BF112717\
: BF100895.D

: 27 Nov 2017 16:40

: SJ/JU

: 16513-01

17 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
LSCINT.P

ration Parameters:

Abundance
4000000

3000000

2000000

1000000

TIC: BF100895.D

6.63
6.50

5.49 7.02

6.86

5.10

0
Time-->

5.00

4.00

I
5.50

I
4.50

I
2.50

I
3.00

I
3.50

Abundance
4000000

3000000

2000000

1000000

TIC: BF100895.D

9.22

12.96
10.69

11 38
11.90

L

12.68

]

0
Time-->

13.00

13. 50

12.00 12.50

10. 50 11 OO 11.50

10. OO

Abundance
4000000

3000000

2000000

1000000

TIC: BF100895.D

13.99
14.02

13.84

15.49

’ 15.99

17.12

Time-->

18.50 19.00

17.50

18.00

16.50 17.00

16.00

15.00

15.50

14.00 14.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100895.D

Aca On : 27 Nov 2017 16:40

Operator : SJ/JU

Sample : 16513-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.10 6.13 ng 167412 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 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28

Abundance Scan 512 (5.098 min): BF100895.D (-509) (-) m/z 43.00 100.00%
43.0
59.0
5000
1o 480 500 520 540
o...,....,....,....','::.?,1'.0.:!,....,....,8.3'.0..,...:,|....,. m/z 59.00 52.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B L LR I I
4.80 5.00 5.20 5.40
59.0 1010 m/z 101.10 17.53%
0 270 | 510 ‘ 690 830910 [
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 500 520 540
5000 m/z 58.00 14 .68%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R  EEma
43.0 4.80 5.00 5.20 5.40
m/z 41.05 9.69%
5000
101.0
o 150 om0 | %89 g0 g0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100895.D

Aca On : 27 Nov 2017 16:40

Operator : SJ/JU

Sample : 16513-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.63 Concentration Rank 2

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

6.63 84.14 ng 2296770 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
2 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
3 5-Aminoindole 132 C8H8N2 005192-03-0 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 772 (6.628 min): BF100895.D (-768) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 500 || o e 620 64 650 B> 750
oS MO 1 P . A | R m/z 68.10 41.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 T
620 640 6.60 6.80 7.00
33.0 44.0 0.0 105.0 m/z 134.00 32.47%
0"I”"P"W'L”I'L“Iﬁqﬂ*'“l:”llﬁgﬂ"il'”hl”"P"W T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
m/ 66.10 25 .50%
5000 104.0 z (
39.0 520 g0 780
o 92.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole e REARE REmmE A
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.46%
5000
104.0
ol 140 270 390 510 000770 g90 || uso
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100895.D

Aca On : 27 Nov 2017 16:40

Operator : SJ/JU

Sample : 16513-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.90 14.21 ng 421962 Phenanthrene-d10 11.38
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68
Abundance Scan 1668 (11.898 min): BF100895.D (-1663) (-) m/z 72.95 100.00%
430 730
5000 129.1
9r.1 213.2 U LA AN BRI U
157.1 1851 256.3 11.60 11.80 12.00 12.20
0 m/z 43.05 96.80%
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 A AU
nmnmnmnm
Ji 1570 1geo 2130 2560 | M/Z 60.00  89.77%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 11'60 11.80 12.00 12.20
5000 129.0 m/z 57.10 80.09%
171.0
97.0 214.0
o 152.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid T TR e
43.0 |, 73.0 11.60 11.80 12.00 12.20
m/z 41.05 75.94Y%
5000 129.0
0l15.0 Lﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11.80 12. oo 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100895.D

Aca On : 27 Nov 2017 16:40

Operator : SJ/JU

Sample : 16513-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.68 10.28 ng 305282 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1801 (12.680 min): BF100895.D (-1797) (-) m/z 43.05 100.00%

430 730

5000

12.40 12.60 12.80 13.00

0 m/z 73.00 88.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 284.0
12.40 12.60 12.80 13.00
m/z 57.05 80.04%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 K 73.0
12.40 12.60 12.80 13.00
5000 129.0 m/z 60.00 79.16%
97.0 199.0
157.0 242.0
0 15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
73.0 12.40 12.60 12.80 13.00
43.0 m/z 55.05 72.04%
5000 1290
185.0 228.0
97.0
I ‘ i 1k 157.0 ‘
ok ..H” . HHHHW,”..L.JNAW.”q.”..”..”.“”.““ et
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:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100895.D

Aca On : 27 Nov 2017 16:40

Operator : SJ/JU

Sample : 16513-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Trifluoroacetoxy hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.84 8.23 ng 206811 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 95
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 95
5 1-Heneicosanol 312 C21H440 015594-90-8 95
Abundance Scan 1998 (13.839 min): BF100895.D (-1996) (-) m/z 57.00 100.00%
57.0
97.1
5000
A "5e0 1580 1460 1420
0 - m/z 43.00 87.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
13.60 13.80 14.00 14.20
m/z 55.05 86.52%
oL260] | | M | [ 1390 1950 2690 3300
m/z--> 50 100 150 200 250 300 350 400
Abundance
83.0
430 USRI B BRI B
13.60 13.80 14.00 14.20
5000 m/z 83.05 69.24%
125.0
0 168.0 238.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57.0 13.60 13.80 14.00 14.20
97.0 m/z 97.10 67 .40%
5000
169.0
0L, 260 | | ‘ki 1380 | 2100 2550 406.0
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:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100895.D

Aca On : 27 Nov 2017 16:40

Operator : SJ/JU

Sample : 16513-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 n-Tetracosanol- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.99 3.10 ng 85001 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Tetracosanol- 354 C24H500 000506-51-4 95
2 l1-Heptacosanol 396 C27H560 002004-39-9 93
3 Octacosanol 410 C28H580 000557-61-9 93
4 Heptacosvl acetate 438 C29H5802 1000351-78-2 91
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 2364 (15.992 min): BF100895.D (-2358) (-) m/z 57.10 100.00%
571.1
97.1
5000
R B e
‘ i 219-1 193.1 2811 15.60 15.80 16.00 16.20 16.40
ol e Ll il e m/z 83.05 82.45%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57.0 97.0
5000 | BN BN L L LB L
15.60 15.80 16.00 16.20 16.40
m/z 43.10 79.08%
39.0
e s e e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0 197.0
R RAREemaa
15.60 15.80 16.00 16.20 16.40
5000 m/z 55.00 65.72%
139.0
o 27,0 181.0 222.0 264.0294.0 334.0 378.0
T T T T T e e
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol A B R e
57.0 15.60 15.80 16.00 16.20 16.40
91.0 m/z 97.10 65.29%
5000
e
Oﬂpl‘\thlmonmmommmommmo
e B E e e e AR e R EEEEER S
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100895.D

Aca On : 27 Nov 2017 16:40

Operator : SJ/JU

Sample : 16513-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl7.12 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.12 3.21 ng 88210 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Aromandendrene 204 C15H24 000489-39-4 47
2 1H-3a.7-Methanoazulene. octahvdr... 204 C15H24 000508-55-4 27
3 E.E.Z-1.3.12-Nonadecatriene-5.14... 294 C19H3402 1000131-11-4 22
4 l1sobutyl tridecvl carbonate 300 C18H3603 959275-44-6 15
5 Dichloroacetic acid, 2-pentadecy... 338 C17H32C1202 1000280-64-7 11
Abundance Scan 2556 (17.121 min): BF100895.D (-2550) (-) m/z 55.05 100.00%
53.0 83.0
111.2
5000 133.0
159.0 204.1 2691 o
16.80 17.00 17.20 17.40
0 m/z 69.00 88.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64285: Aromandendrene
41.0 161.0

5000

16.80 17.00 17.20 17.40
m/z 83.05 84.78%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
410 161.0 204.0
91.0 121.0 N e A RmamE
67.0 ) 16.80 17.00 17.20 17.40
5000 i m/z 43.05 81.94%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139697: E,E,Z-1,3,12-Nonadecatriene-5,14-diol e A RERREEESE L
16.80 17.00 17.20 17.40
m/z 41.00 78.80%

5000

210.0 237.0 262.0 2040

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16 80 17. 00 17. 20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112717\
Data File : BF100895.D

Acq On : 27 Nov 2017 16:40

Operator : SJ/JU

Sample : 16513-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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 6.1 ng 167412 1 6.86 545947 20.0
unknown6.63 6.63 84.1 ng 2296770 1 6.86 545947 20.0
n-Hexadecanoic acid 11.90 14.2 ng 421962 4 11.38 593834 20.0
Octadecanoic acid 12.68 10.3 ng 305282 4 11.38 593834 20.0
Trifluoroacetoxy ... 13.84 8.2 ng 206811 5 14.02 502379 20.0
n-Tetracosanol-1 15.99 3.1 ng 85001 6 15.49 548780 20.0
unknownl7.12 17.12 3.2 ng 88210 6 15.49 548780 20.0
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