LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090917\
Data File : BF098388.D

Aca On : 9 Sep 2017 16:20

Operator : SJ/JU

Sample : 15178-06

Misc :

ALS Vial : 13 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-BF081517.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 4.863 468 472 488 rVB 188718 297841 10.58% 1.150%
2 5.293 540 545 548 rBVY 2423647 2461506 87 .46% 9.506%
3 6.334 716 722 737 rBVY 2328861 2814406 100.00% 10.869%
4 6.451 737 742 745 rBVY 2638943 2494112 88.62% 9.632%
5 6.675 776 780 784 rBV 762619 624219 22.18% 2.411%
6 6.834 802 807 810 rBVY 2108959 1931926 68.64% 7.461%
7 7.245 871 877 880 rBVY 1658332 1643302 58.39% 6.346%
8 7.957 994 998 1001 rBV 952981 821122 29.18% 3.171%
9 9.033 1175 1181 1184 rBVvV 2875908 2730249 97.01% 10.544%
10 9.428 1244 1248 1252 rBV 160747 122967 4_.37% 0.475%

11 9.704 1291 1295 1299 rBV 933618 852168 30.28% 3.291%
12 10.498 1425 1430 1433 rBV 1493487 1378957 49.00% 5.325%
13 11.186 1543 1547 1550 rBV 931785 774540 27.52% 2.991%
14 12.598 1783 1787 1790 rBV 83094 68137 2.42% 0.263%
15 12.774 1812 1817 1820 rBV 2105970 1948975 69.25% 7.527%

16 13.257 1892 1899 1905 rBV 1435673 1660619 59.00% 6.413%
17 13.327 1909 1911 1917 rVB2 25489 31244 1.11% 0.121%
18 13.668 1966 1969 1982 rBV 110620 134603 4.78% 0.520%
19 13.821 1990 1995 1998 rBV 679981 627381 22.29% 2.423%
20 14.292 2073 2075 2081 rBV 28743 32663 1.16% 0.126%

21 14.586 2120 2125 2129 rBV2 77180 91599 3.25% 0.354%
22 14.898 2174 2178 2182 rBV 134668 137510 4_89% 0.531%
23 15.221 2228 2233 2236 rBV 499586 647398 23.00% 2.500%
24 15.245 2236 2237 2244 rVB 219416 201111 7.15% 0.777%
25 15.645 2299 2305 2310 rBV 200405 292832 10.40% 1.131%

26 16.098 2376 2382 2388 rBV 197633 323423 11.49%% 1.249%
27 16.633 2467 2473 2482 rVB2 129409 254762 9.05% 0.984%
28 17.262 2573 2580 2589 rVB 99811 230034 8.17% 0.888%
29 18.003 2697 2706 2714 rBV2 57843 160062 5.69% 0.618%
30 18.886 2849 2856 2865 rVB5 33625 105024 3.73% 0.406%

Sum of corrected areas: 25894692
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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

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF090917\
BF098388.D
9 Sep 2017 16:20
SJ/Ju
15178-06
13 Sample Multiplier: 1
Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF098388.D
6.45

5.29 6.33

6.83

6.67

4.86

U

7.25

0
Time-->

T
5.50

T
5.00 6.00

Abundance

2500000

2000000

1500000

7.96

1000000

500000

TIC: BF098388.D

12.77

10.50

9.70 11.19

9.43 12.60

A

13.26

@33 13.

Or-—
Time--> 8.00

12.50

11.50 12.00

10.50 11.00

10.00

8.50

I

9.00

T
9.50

13.50

13.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF098388.D

13.82

15.22

1490 {24 1564 1610 16.63 17.26
4.59 \
i 4 =

14.5 18.00
14.29

18.89

Time-->

14.00

18.00 18.50

17.00 17.50

16.50

15.50 16.00

14.50 15.00

19.00

8270-BF081517.

M Mon Sep 11 12:29:19 2017

Page: 2




Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090917\
Data File : BF098388.D

Aca On : 9 Sep 2017 16:20

Operator : SJ/JU

Sample : 15178-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 5

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

4._86 9.54 ng 297841 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 10
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 471 (4.857 min): BF098388.D (-468) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
| 83.0 | 4.60 4.80 5.00 5.20
M Y e MU m/z 59.10 59.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL SRR RN LN
4.60 4.80 5.00 5.20
59.0 1010 m/z 101.00 19.08%
"P"W'?i?'”'l“"P"W"qu”'?%Q'P"W':”I'”'I”"P"W"”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 210 m/z 58.10 16.40%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3158: 5-Hexen-2-one R L AR m mEa
43.0 4.60 4.80 5.00 5.20
m/z 41.00 9.37%
5000
55.0
27.0
15.0
L 1l | 7080 80
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090917\
Data File : BF098388.D

Aca On : 9 Sep 2017 16:20

Operator : SJ/JU

Sample : 15178-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.45 Concentration Rank 1

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

6.45 79.91 ng 2494110 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 742 (6.451 min): BF098388.D (-737) (-) m/z 132.10 100.00%
13R.1
5000 68.1
w01 %1 "o 00 640 650 6580
1 541 . . .
£SO R S 2 | m/z 68.10 44._69%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 U LS U LR
6.20 6.40 6.60 6.80
310 510 m/z 134.10 32.73%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 "% k0 5k ok
5000 ggo 1160 m/z 66.10 27.24%
158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine R mmmas me
132.0 6.20 6.40 6.60 6.80
m/z 69.05 17.53%
97.0
5000
70.0
31.0
44\.0 | |y L | 116.0 I
m/z--> 40 60 80 100 120 140 160 180 620 640 6.60 6.80

8270-BF081517.M Mon Sep 11 12:29:20 2017

Page: 4



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090917\
Data File : BF098388.D

Aca On : 9 Sep 2017 16:20

Operator : SJ/JU

Sample : 15178-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Heptanamide, 4-ethyl-5-methyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.60 2.17 ng 68137 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 64
2 Tetradecanamide 227 C14H29NO 000638-58-4 64
3 Hexadecanamide 255 C16H33NO 000629-54-9 64
4 Octanamide 143 C8H17NO 000629-01-6 59
5 Pentadecanamide, 15-bromo- 319 C15H30BrNO 1000163-86-1 53

Abundance Scan 1787 (12.598 min): BF098388.D (-1783) (-) m/z 59.00 100.00%
5d.0
5000
39# 128.1 12.20 12.40 12.60 12.80 13.00
|||||| o ,l.‘...--l."?.‘.’,. b e 202 Tm/z 72.00  51.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #38995: Heptanamide, 4-ethyl-5-methyl-
59.0
5000 AR B SRR SN
114.0 1220 12.40 12.60 12.80 13.00
' m/z 43.05 26.24%
290 11| 6.0 1420 171.0
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260
Abundance
59.0
SR AARAR AR RARE AR
12.20 12.40 12.60 12.80 13.00
5000 m/z 56.00 23.17%
28.0 86.0 1140  149.0  184.0505.0 227.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #106565: Hexadecanamide e A i
59.0 12.20 12.40 12.60 12.80 13.00
m/z 57.10 22 .54%
5000
290 | .| 880 1140 1420 1700 192. 0212 02310 2550
m/z--> 25 40 60 80 100 150 140 160 180 200 220 240 260 12.20 12.40 12.60 12.80 13.00

8270-BF081517.M Mon Sep 11 12:29:21 2017 Page: 5



Library Search Compound Report

Data Path :

Data File : BF098388.D

Aca On > 9 Sep 2017 16:20
Operator : SJ/JU

Sample - 15178-06

Misc :

ALS Vial : 13 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\BF090917\

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 5 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.26 52.94 ng 1660620 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 95
2 Hexadecanamide 255 C16H33NO 000629-54-9 53
3 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 50
4 Undecanamide. 11-bromo- 263 C11H22BrNO 005875-26-3 47
5 Nonanamide 157 C9H19NO 001120-07-6 47
Abundance Scan 1900 (13.263 min): BF098388.D (-1892) (-) m/z 59.00 100.00%
5d.0
5000
13.00 13.20 13.40 13.60
141 1842 2102 2382 2643 m/z 72.10  80.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128446: 9-Octadecenamide, (2)-
59.0
5000 LN SN SN IR U
13.00 13.20 13.40 13.60
83.0 126.0 m/z 55.05  34.92%
154.0 184.0207.0 238.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
13.00 13.20 13.40 13.60
5000 m/z 41.10 29 .58%
29.0 86.0 1140 1420 170.0 2120  255.0
Wﬁwﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38995: Heptanamide, 4-ethyl-5-methyl- e e e
59.0 13.00 13.20 13.40 13.60
m/z 43.05 23.65%
5000
114.0
200 |l Lss0 1420 1710
m/z--> 20 40 60 80 160 150 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090917\
Data File : BF098388.D

Aca On : 9 Sep 2017 16:20

Operator : SJ/JU

Sample : 15178-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 n-Tetracosanol-1 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.67 4.29 ng 134603 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 93
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
5 1-Heptacosanol 396 C27H560 002004-39-9 91

Abundance Scan 1969 (13.668 min): BF098388.D (-1966) (-) m/z 83.10 100.00%

57.0 83.1

5000 111.1
I

13.40 13.60 13.80 14.00

140.1 230.1
m/z 57.05 96.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1

57.0 83.0

) ——

5000
13.40 13.60 13.80 14.00
m/z 97.05 86.47%
29.0
Ll ™ 167.0 195.0222.0 250.0 280.0 308.0 336.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55,0 83.0
13.40 13.60 13.80 14.00
5000 111.0 m/z 55.05 84.69%

29.0 139.0
167.0 196.0 224.0 252.0 280.0 308.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #131391: n-Nonadecanol-1 R mam L R S
55.0 83.0 13. 40 13. 60 13. 80 14.00
m/z 69.05 83.28%
5000
29.0
el 16801960 2380 2650 SR ————
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 40 13. 60 13. 80 14. 00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090917\
Data File : BF098388.D

Aca On : 9 Sep 2017 16:20

Operator : SJ/JU

Sample : 15178-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.59 2.83 ng 91599 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Eicosane 282 C20H42 000112-95-8 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 86
Abundance Scan 2126 (14.592 min): BF098388.D (-2120) (-) m/z 57.10 100.00%
57.1
5000 M__HJL,NQMwJX,VVVVwAw-,
| ﬁl 1430 1940 24160 1450 1500
141.1 . . . . )
—_— l*'. A0 80 m/z 71.05  83.49%
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 A AR BRI DR B
mmmmmmmmmm
99.0 m/z 85.05 66.68%
270, | | ) | 1410 1830 2250 26602060
m/z--> 50 160 1%0 200 250 360 350 '
Abundance
57.0
14:20 14.40 14.60 14.80 15.00
5000 m/z 43.05 57.22%
99.0
27.0 1M0mw2mo 281.0  337.0 394.0
m/z--> 55 160 150 200 250 360 350 '
Abundance #129492: Eicosane B e B
57.0 14.20 14.40 14.60 14.80 15.00
m/z 55.00 25.34Y%
270 | | 990 4410 1830 2250 2620
m/z--> m 1& 1% 2m 250 3m 3m ' mmmmmmmmmm
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090917\
Data File : BF098388.D

Aca On : 9 Sep 2017 16:20

Operator : SJ/JU

Sample : 15178-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Hexacosane Concentration Rank 7

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

16.63 7.87 ng 254762 Perylene-d12 15.22

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Octacosane 394 C28H58 000630-02-4 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2472 (16.627 min): BF098388.D (-2467) (-) m/z 57.05 100.00%
57.0
2000 W—L
e " 610 1660 1680 1700
1411 183 2 225.1 267.0 : ' : :
i ﬂﬂ L m/z 71.10 77.41%
miz--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 LA B L L L L L L
16.40 16.60 16.80 17.00
99.0 m/z 85.10 65.68%
“L h‘h h | 1410 1830 2250 267.0 309.0 3670
—— e e
miz--> 50 100 150 200 250 300 350 400
Abundance
57.0
T
16.40 16.60 16.80 17.00
5000 m/z 43.05 47.65%
99.0
26.0 141.0 183.0 225.0 267.0 309.0 351.0 422.0
e S A = = e
miz--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane e RARREEE RS
57.0 16.40 16.60 16.80 17.00
m/z 55.10 20.99%
- Muu[\ﬁwm
99.0
260] | || . | 1410 1830 2250 281.0 337.0  394.0
vt B e A e A sl .
miz--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090917\
Data File : BF098388.D

Aca On : 9 Sep 2017 16:20

Operator : SJ/JU

Sample : 15178-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 2-methyloctacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

18.00 4.94 ng 160062 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
4 Heptacosane 380 C27H56 000593-49-7 86
5 Octacosane 394 C28H58 000630-02-4 86

Abundance Scan 2705 (17.998 min): BF098388.D (-2697) (-) m/z 57.10 100.00%

57.1

5000

i

17.60 17.80 18.00 18.20 18.40
m/z 71.10 78.36%

m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 TT T T[T T I T [T T T T[T T TT[TT
17. 60 17. 80 18 00 18. 20 18 40
99.0 m/z 85.05 66.98%
28,0 h H | 1410 1830 2250 267.0 309.0  365.0394.0
e A T B e e e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
B o
17.60 17.80 18.00 18.20 18.40
5000 m/z 43.05 49 _.31%
99.0
141.0 183.0 2250 2610 309.0 367.0
—— T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- A B o
57.0 17.60 17.80 18.00 18.20 18.40
m/z 55.00 24 .36%
2000 vﬂNM”NAvawvf\hvmmMWmAﬂww
\ } J 0 a0 239.0
Ly Y 1830 [ 268.0 308.0 352.0
e e e R B R ARama
m/z--> 50 100 150 200 250 300 350 17. 60 17. 80 18 00 18. 20 18 40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090917\
Data File : BF098388.D

Aca On : 9 Sep 2017 16:20

Operator : SJ/JU

Sample : 15178-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Octacosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
18.89  3.24ng 105024  perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 octacosane 304 Co8H58 000630-02-4 86

2 Hexacosane 366 C26H54 000630-01-3 86
3 Triacontane 422 C30H62 000638-68-6 78
4 Heneicosane 296 C21H44 000629-94-7 64

5 Tridecane, l1l-iodo-

310 C13H271

035599-77-0 59

Abundance Scan 2857 (18.892 min): BF098388.D (-2849) (-) 57.10 100.00%
57.1
5000 MA/\(M
J I131 1 169 0 207.1 282.1 18. 60 18 80 19. 00 19 20
T m/z 71.10 88.35%
m/z--> 50 150 200 250 300 350 400
Abundance #209565: Octacosane
57.0
5000 LA L L L L L LB
1860 18.80 19.00 19 20
99.0 m/z 85.05 57.72%
| 1 L \\ | %41 -0 1830 2250 2810 337.0 3940
A . ] e e
m/z--> 50 150 200 250 300 350 400
Abundance
57.0
R AR e
18.60 18.80 19.00 19.20
5000 m/z 43.10 51.75%
99.0
141.0 183. 0 225.0 267 0 309.0 367.0
L e e e e e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane o o = SIS
57.0 18.60 18.80 19.00 19.20
m/z 83.00 21.45%
5000
99.0
260, | | | J | 1410 1830 2250 267.0 3090 3510 422.0
e B e R AR e
m/z--> 50 100 150 200 250 300 350 400 1860 18.80 19.00 19 20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090917\
Data File : BF098388.D

Acq On : 9 Sep 2017 16:20

Operator : SJ/JU

Sample - 15178-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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... 4._.86 9.5 ng 297841 1 6.67 624219 20.0
unknown6 .45 6.45 79.9 ng 2494110 1 6.67 624219 20.0
Heptanamide, 4-et... 12.60 2.2 ng 68137 5 13.82 627381 20.0
9-Octadecenamide, ... 13.26 52.9 ng 1660620 5 13.82 627381 20.0
n-Tetracosanol-1 13.67 4.3 ng 134603 5 13.82 627381 20.0
Heneicosane 14_.59 2.8 ng 91599 6 15.22 647398 20.0
Hexacosane 16.63 7.9 ng 254762 6 15.22 647398 20.0
2-methyloctacosane 18.00 4.9 ng 160062 6 15.22 647398 20.0
Octacosane 18.89 3.2 ng 105024 6 15.22 647398 20.0
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