LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\
Data File : BF099557.D

Aca On : 16 Oct 2017 21:22

Operator : SJ/JU

Sample : 15782-05

Misc :

ALS Vial : 10 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-BF092317.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 5.075 504 508 527 rBV 467802 662172 22.13% 2.578%
2 5.475 571 576 579 rBVY 2523247 2528819 84.51% 9.846%
3 6.487 742 748 762 rBVY 2327429 2741024 91.60% 10.673%
4 6.616 766 770 774 rBV 2665231 2691399 89.94% 10.479%
5 6.845 805 809 815 rBV 672652 588315 19.66% 2.291%
6 6.998 831 835 839 rBY 2255806 2094859 70.01% 8.157%
7 7.410 900 905 908 rBVY 1634320 1686117 56.35% 6.565%
8 8.122 1022 1026 1030 rBV 831229 806894 26.96% 3.142%
9 9.198 1204 1209 1213 rBVY 2898504 2992405 100.00% 11.651%
10 9.592 1272 1276 1285 rBV 719671 570164 19.05% 2.220%

11 9.880 1321 1325 1329 rBV 1050695 885527 29.59% 3.448%
12 10.592 1442 1446 1452 rBB 100488 78594 2.63% 0.306%
13 10.675 1455 1460 1463 rBV 1618536 1509651 50.45% 5.878%
14 11.369 1574 1578 1582 rBV 973923 814895 27.23% 3.173%
15 12.951 1843 1847 1851 rBV 2218298 2250687 75.21% 8.763%

16 13.833 1993 1997 2005 rBV 65738 91651 3.06% 0.357%
17 14.015 2024 2028 2035 rBV 597812 577226 19.29% 2.248%
18 14.457 2098 2103 2110 rBv4 27073 48737 1.63% 0.190%
19 14.762 2152 2155 2158 rVB 34578 34513 1.15% 0.134%
20 14.833 2163 2167 2173 rVB 345234 348326 11.64% 1.356%
21 14.910 2176 2180 2186 rBV 69786 79309 2.65% 0.309%
22 15.092 2208 2211 2214 rBV 80825 81800 2.73% 0.318%
23 15.486 2271 2278 2286 rBV2 467833 678923 22.69% 2.643%
24 15.668 2306 2309 2316 rVB4 22302 31526 1.05% 0.123%

25 15.898 2343 2348 2354 rVB 134294 187389 6.26% 0.730%

26 16.398 2427 2433 2441 rVB2 100671 175464 5.86% 0.683%

27 16.692 2479 2483 2488 rVB7 19938 36083 1.21% 0.140%

28 16.980 2526 2532 2540 rVB 76641 151694 5.07% 0.591%

29 17.245 2573 2577 2583 rBV7 21308 39158 1.31% 0.152%

30 17.674 2643 2650 2662 rVB2 50084 126731 4.24% 0.493%

31 18.492 2783 2789 2800 rVB5 29911 92864 3.10% 0.362%
Sum of corrected areas: 25682916
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\
Data File : BF099557.D

Aca On : 16 Oct 2017 21:22

Operator : SJ/JU

Sample : 15782-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF099557.D

6.62

5.47

2500000
6.49 7.00

2000000
7.41
1500000

1000000
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500000 5.07

0 ——— T T T T T T
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TIC: BF099557.D

I
5.50

Time--> 6.00

Abundance

2500000
12.95

2000000

10.67
1500000

9.88
1000000 1137

8.12
9.59

500000

10%3
S V| —

T
10.50 11.00
TIC: BF099557.D

0

13.50

12.50

13.00

11.50 12.00

10.00

9.50

Time--> 9.00

Abundance

2500000

2000000

1500000

1000000

14.02
500000

17.67 18.49

18.00 18.50

16.40
J\

16.50 17.00

16.98
16,69 1698 17.24

19.00

17.50

14.50 15.00 15.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\
Data File : BF099557.D

Aca On : 16 Oct 2017 21:22

Operator : SJ/JU

Sample : 15782-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.07 22.51 ng 662172 1,4-Dichlorobenzene-d4 6.85
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 507 (5.069 min): BF099557.D (-504) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 llllllllllllllllllllllll
| 83.0 | 4.80 5.00 5.20 5.40
NN NS A m/z 59.00 59.06%
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 RN S IR
4.80 500 5.20 5.40
59.0 1010 m/z 101.00 20.16%
27.0 -
0'W””P'”P”W”'W””Pdmg'ﬁiqP'”P”W”'W””P”'P”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 210 m/z 58.00 16.57%
ol 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- R Emam mam
59.0 4.80 500 5.20 5.40
31.0 m/z 41.10 8.64%
5000
3.0 73.0
15\'0 A‘ \ | 87.0 102.0
G e B RN AR AR RN AR AR RARAN AR LAAS) SARS RSN EARRY R RN S UL
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 : Z:\HPCHEM1\BNA F\DATA\BF101617\
Data File : BF099557.D

Aca On : 16 Oct 2017 21:22

Operator : SJ/JU

Sample : 15782-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 unknown6.62 Concentration Rank 1

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

6.62 91.50 ng 2691400 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 771 (6.622 min): BF099557.D (-766) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 RS RAREE AR SARRENAE
401 54.0 6.20 6.40 6.60 6.80 7.00
0 gL.0 e — m/z 134.00 34.19%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R R UL LR
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 68.10 32.72%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 20.21%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl L B R
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.00 13.30%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l S L
m/z--> 40 60 80 100 120 140 160 180 6.0 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\
Data File : BF099557.D

Aca On : 16 Oct 2017 21:22

Operator : SJ/JU

Sample : 15782-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 4 Heptadecyl trifluoroacetate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.83 3.18 ng 91651 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
3 1-Docosene 308 C22H44 001599-67-3 91
4 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
Abundance Scan 1996 (13.827 min): BF099557.D (-1993) (-) m/z 57.00 100.00%
57.0 83.1
5000 111.1
- 5160 13130 1410 1420
Obrrrpreer el m/z 83.10 91.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate
57.0
97.0
5000
13.60 13.80 14.00 14.20
29.0 125.0 m/z 97.10 81.49%
o L H‘ ‘ \‘ L \‘ 154.0182.0210.0238.0 2830 3340
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0
69.0
97.0 13.60 13.80 14.00 14.20
5000 m/z 43.10 78.44%
125.0
o 153.0 196.0 224.0
R R AR LR RS ALY AR LS LR LARRN U LR LR LA LR LR AR A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #151538: 1-Docosene e e e S B,

13.60 13.80 14.00 14.20
m/z 55.05 77.96%

5000
29.0
125.0
153.0181.0 .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\
Data File : BF099557.D

Aca On : 16 Oct 2017 21:22

Operator : SJ/JU

Sample : 15782-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 5 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.83 10.26 ng 348326 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 90
4 2.6.10.14.18-Pentamethvl-2.6.10.... 342 C25H42 075581-03-2 64
5 2,6,10-Dodecatrien-1-o0l, 3,7,11-... 264 C17H2802 004128-17-0 64
Abundance Scan 2166 (14.827 min): BF099557.D (-2163) (-) m/z 69.10 100.00%
69.1
5000 ALA
137 1 1460 1480 15.00 1690
07. 1 14.60 14.80 15.00 15.20
o.?g.\p,-l.' b 280 emo e os T 52800
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69.0
5000 LI SR UL UL
14,60 14.80 15.00 15.20
m/z 41.05 23.87%
ol Lu by ﬂ [k ‘. 1750 2310 2730 3410
m/z--> 50 150 200 250 300 350 400
Abundance
69.0
1460 14.80 15.00 15.20
5000 m/z 95.00 13.15%
137.0
ol29.0 107.0 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... L B E e e e e
69.0 14.60 14.80 15.00 15.20
m/z 68.00 12.52%
5000
111
oLl il \" Bl HJ H } I 192.0 231.0 273.0 315.0 384.0
m/z--> 50 100 150 260 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\
Data File : BF099557.D

Aca On : 16 Oct 2017 21:22

Operator : SJ/JU

Sample : 15782-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 Oxirane, hexadecyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.91 2.34 ng 79309 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 90
3 Octadecanal 268 C18H360 000638-66-4 87
4 1.19-Eicosadiene 278 C20H38 014811-95-1 74
5 Hexadecanal 240 C16H320 000629-80-1 64

Abundance Scan 2180 (14.910 min): BF099557.D (-2176) (-) m/z 57.00 100.00%

5000

14.60 14.80 15.00 15.20
m/z 82.00 81.52%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117618: Oxirane, hexadecyl-

5000
14.60 14.80 15.00 15.20
0
20.0 136.0 m/z 43.05 79.25%
o 211.0 250.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 82.0
R R R EE s
14.60 14.80 15.00 15.20
5000 m/z 55.00 65.57%
110.0
138.0

166.0 194.0 236.0 264.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117607: Octadecanal e A RERREEEES
43.0 14.60 14.80 15.00 15.20

m/z 96.05 62 .49%

5000

137.0 166.0 194.0 2220 250.0

O.H,J”h”n :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\
Data File : BF099557.D

Aca On : 16 Oct 2017 21:22

Operator : SJ/JU

Sample : 15782-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.09 2.41 ng 81800 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2211 (15.092 min): BF099557.D (-2208) (-) m/z 57.05 100.00%
57.0
85.0
5000
141.1169.1 14.80 15.00 15.20 15.40
0....|,l.l.. .J...,...1.97,1...?“3,3.°...,....,.. m/z 71.00 69.23%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 AN DU SRR B
14.80 15.00 15.20 15.40
0.0 130 m/z 43.05 58.08%
0 \‘. Al ‘\ “\ ‘hw I u‘ 141 0169 0197 0225 0253 0 296.0
m/z--> 56 160 1%0 260 2%0 360 3%0
Abundance
57.0
14.80 15.00 15,20 15.40
5000 850 m/z 85.05 54 _.33%
113.0
o 29.0 141.0169.0197.0225.0253.0 295.0 366.0
m/z--> 56 160 1%0 260 2%0 360 3%0
Abundance #185533: Pentacosane
57.0 14.80 15.00 15.20 15.40
m/z 55.05 24 .01%
5000 85.0
13.0
oL 29y Lﬁ‘ilﬁ4}°}690 211.0239.0267.0295.0323.0352.0
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3&1;0 14 I80 15. 00 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\
Data File : BF099557.D

Aca On : 16 Oct 2017 21:22

Operator : SJ/JU

Sample : 15782-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.90 5.52 ng 187389 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Docosane 310 C22H46 000629-97-0 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2348 (15.898 min): BF099557.D (-2343) (-) m/z 57.10 100.00%
57.1
5000
%0 15.60 15.80 16.00 16.20
141.1 . . . .
ol d .J.|| Lo, 1882 2392 2811 | "m/z 71.05 69.80%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 AR
15,60 15.80 16.00 16.20
m/z 85.10 55.99%
9.0 239.0
ol b L {2410 1830 269.0 308.0 352.0
m/z--> 50 100 150 200 2%0 300 350 '
Abundance
57.0
15.60 15.80 16.00 16.20
5000 m/z 43.05 54 _.80%
99.0
oL 27.0 1410 183.0 225.0 267.0 309.0  365.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane B S B B
57.0 15.60 15.80 16.00 16.20
m/z 55.00 23.08%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 ' 15,60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\
Data File : BF099557.D

Aca On : 16 Oct 2017 21:22

Operator : SJ/JU

Sample : 15782-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 10 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.98 4_47 ng 151694 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Triacontane 422 C30H62 000638-68-6 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 2532 (16.980 min): BF099557.D (-2526) (-) m/z 57.05 100.00%
0 Q»W/\NVA
16,60 16.80 17.00 17.20
0! m/z 71.05 69.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57.0
5000 A BN B B B
mmmmﬂmnm
99.0 m/z 43.05 54 _.66%
oLt 1 h 1 \\ | %41 -0 1830 2250 2810 337.0 3940
m/z--> 50 150 200 2%0 360 3éo 460
Abundance
57.0
16,60 16,80 17.00 17.20
5000 m/z 85.05 54 _.22%
99.0
o 141.0 1830 2390 2510 323.0
m/z--> éo 160 150 200 250 300 3éo 460
Abundance #219831: Triacontane e e
57.0 16.60 16.80 17.00 17.20
m/z 55.05 22 .00%
5000
99.0
01260, | | | J | 1410 1830 2250 267.0 3090 3510 422.0
m/z--> % 1m ﬁo m 2m ﬁo @ 4& mmmmﬂmnm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\
Data File : BF099557.D

Aca On : 16 Oct 2017 21:22

Operator : SJ/JU

Sample : 15782-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 12 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.49 2.74 ng 92864 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 86
2 Tetracosane 338 C24H50 000646-31-1 80
3 Hentriacontane 437 C31H64 000630-04-6 80
4 Octacosane 394 C28H58 000630-02-4 80
5 Heptacosane 380 C27H56 000593-49-7 72
Abundance Scan 2789 (18.492 min): BF099557.D (-2783) (-) m/z 57.05 100.00%
57.0
5000 \/W\Mj\w\f‘
1111 lllllllllllllllllll
155.1 5070 mmmmmmmm
o...,...h“||i.,....,n...,....,....,....,...., m/z 71.05 67.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane
57.0
5000 LN SN ISR BULILE R
mmmmmmmm
99.0 m/z 85.00 61.10%
m/z--> éo 100 1éo 260 2éo 360 3éo 460 !
Abundance
57.0
18.20 18.40 18.60 18.80
5000 m/z 43.00 51.11%
99.0
0l25.0 141.0 183.0 225.0 2670 338.0
m/z--> éo 160 1éo 260 250 360 3%0 460 !
Abundance #223852: Hentriacontane I AEEREE TS
57.0 18.20 18.40 18.60 18.80
m/z 111.10 19.82%
5000
99.0
o | | 1410 1830 2250 267.0 309.0 351.0 437.0
m/z--> éo 160 1éo 260 250 360 3éo 460 ! 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101617\
Data File : BF099557.D

Acq On : 16 Oct 2017 21:22

Operator : SJ/JU

Sample : 15782-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
2-Pentanone, 4-hy... 5.07 22.5 ng 662172 1 6.85 588315 20.0
unknown6 .62 6.62 91.5 ng 2691400 1 6.85 588315 20.0
Heptadecyl triflu... 13.83 3.2 ng 91651 5 14.02 577226 20.0
Squalene 14.83 10.3 ng 348326 6 15.49 678923 20.0
Oxirane, hexadecyl- 14 .91 2.3 ng 79309 6 15.49 678923 20.0
Heneicosane 15.09 2.4 ng 81800 6 15.49 678923 20.0
Heptadecane, 9-oc... 15.90 5.5 ng 187389 6 15.49 678923 20.0
Octacosane 16.98 4.5 ng 151694 6 15.49 678923 20.0
Hexacosane 18.49 2.7 ng 92864 6 15.49 678923 20.0
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