LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100186.D

Aca On > 4 Nov 2017 18:44

Operator : SJ/JU

Sample = 16099-02

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-BF102317.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 4.987 490 493 514 rBV 167105 315316 14.53% 1.680%
2 5.398 560 563 591 rBY 1451338 2061563 95.00% 10.985%
3 6.422 733 737 754 rBVY 1836632 2109490 97.21% 11.241%
4 6.539 754 757 776 rVB 2106563 2170004 100.00% 11.563%
5 6.763 792 795 805 rVB 518346 464336 21.40% 2.474%
6 6.916 818 821 847 rVB 1543034 1468775 67.69% 7.827%
7 7.334 889 892 909 rBVY 1120183 1234282 56.88% 6.577%
8 8.045 1010 1013 1026 rBV 697849 659174 30.38% 3.513%
9 8.610 1106 1109 1120 rBB 67286 70912 3.27% 0.378%
10 9.116 1191 1195 1198 rBV 2132265 1760911 81.15% 9.383%

11 9.516 1260 1263 1273 rVB 408110 328885 15.16% 1.753%
12 9.798 1307 1311 1319 rVB 805097 743213 34.25% 3.960%
13 10.510 1429 1432 1437 rBV 313148 248303 11.44% 1.323%
14 10.598 1443 1447 1458 rBV 1233166 1311675 60.45% 6.990%
15 11.286 1561 1564 1573 rBV 776198 739671 34.09% 3.941%

16 11.804 1648 1652 1656 rBV 56118 61053 2.81% 0.325%
17 12.868 1829 1833 1836 rBV 1536563 1379942 63.59% 7.353%
18 13.739 1977 1981 1987 rBV3 46768 60239 2.78% 0.321%
19 13.939 2012 2015 2025 rBV 515925 504392 23.24% 2.688%
20 14.368 2084 2088 2092 rBV2 21263 27530 1.27% 0.147%
21 14.539 2111 2117 2122 rBV9 15215 37219 1.72% 0.198%
22 14.604 2124 2128 2129 rBV2 19152 23113 1.07% 0.123%
23 14.662 2136 2138 2145 rVB2 24832 26206 1.21% 0.140%
24 14.980 2189 2192 2196 rBV 42066 42065 1.94% 0.224%
25 15.339 2249 2253 2258 rVV2 52036 65597 3.02% 0.350%

26 15.398 2259 2263 2277 rVB 300192 425001 19.59% 2.265%
27 15.751 2319 2323 2329 rVB 57880 80931 3.73% 0.431%
28 16.227 2399 2404 2410 rBV2 60162 106517 4.91% 0.568%
29 16.786 2493 2499 2507 rVB4 48205 100809 4._.65% 0.537%

30 17.439 2604 2610 2618 rBv4 32801 74881 3.45% 0.399%
31 18.215 2736 2742 2753 rVB5 24540 64278 2.96% 0.343%
Sum of corrected areas: 18766283
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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\HPCHEMI\BNA F\DATA\BF110417\

BF100186.D

4 Nov 2017 18:44

SJ/Ju

16099-02

17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF100186.D
54

6.42

6.92
5.40

7.33

4.99

0
Time-->

T
6.00

T
5.00

T
5.50

Abundance

2000000

1500000

1000000

500000

8.05

TIC: BF100186.D

12.87

10.60

11.29

9.52

J\

10.51

11.80

0
Time-->

T T
13.00 13.50

12.50

12.00

10.50 11.00 11.50

9.50

10.00

Abundance

2000000

1500000

1000000

500000

B.74

TIC: BF100186.D

13.94

15.40

16.79 17.44 18.22

1544 1575 1623
14.3744466 14.98 AA A 16:2

Time-->

14.00

19.00

18.50

17.50 18.00

17.00

16.00 16.50

15.50

15.00

14.50
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100186.D

Aca On > 4 Nov 2017 18:44

Operator : SJ/JU

Sample = 16099-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 3

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

4.99 13.58 ng 315316 1,4-Dichlorobenzene-d4 6.76
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-dimethyv... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 494 (4.993 min): BF100186.D (-490) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
| 83.0 460 480 500 520 5.40
o} A | S A S m/z 59.10 64.37%

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

4.60 4.80 5.00 5.20 5.40

59.0 m/z 101.10 27.17%
101.0
0 20 || 99 m0 O
T T I T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
A A RammmEr
460 4.80 5.00 5.20 5.40
5000 41.0 m/z 58.10 19.67%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime et ey

43.0 460 480 500 520 540

m/z 41.00 9.38%

5000
101.0
150 310 | 80490 gs0 |

m/z-->

10 20 30 40 50 60 70 80 90 100 110 120 130 140

4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100186.D

Aca On > 4 Nov 2017 18:44

Operator : SJ/JU

Sample = 16099-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown6.54 Concentration Rank 1

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

6.54 93.47 ng 2170000 1,4-Dichlorobenzene-d4 6.76
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 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
5 1-Aminoindan 133 C9H11N 034698-41-4 9

Abundance Scan 757 (6.539 min): BF100186.D (-754) (-) m/z 132.00 100.00%
132.0
5000
68.1
w0 |} %0 s 620 640 6.60 6.80
O e L B o R I m/z 68.10 34 .33%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 USSR SRS SRR SRR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.77%
0"hMH'H'|J”ﬂ|'“'|J“'|"“l"'w""w"'l”"l'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
620 640 6.60 680
5000 67.0 m/z 66.05 21.32%
41.0 97.0
115.0
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220 L
Abundance #102556: Amphetaminil R mmma R
132.0 6.20 6.40 6.60 6.80
m/z 96.00 13.36%
5000
105.0
oL B0  TIO | | | 15001780  206.02220
m/z--> 40 60 80 100 120 140 160 180 200 220 620 640 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100186.D

Aca On > 4 Nov 2017 18:44

Operator : SJ/JU

Sample = 16099-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 2-Hydroxy-iso-butyrophenone Concentration Rank 12

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

8.61 2.15 ng 70912 Naphthalene-d8 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 83
2 Ethanol. 1l-methoxv-. benzoate 180 C10H1203 051835-44-0 45
3 Guanidine 59 CH5N3 000113-00-8 7
4 _.alpha.-(Methvlthio)acetamide 105 C3H7NOS 022551-24-2 7
5 Acetamide 59 C2H5NO 000060-35-5 5

Abundance Scan 1109 (8.610 min): BF100186.D (-1106) (-) m/z 59.10 100.00%
5d.1
5000 105.0
77.
43|-° | | 120.0 820 840 8.60 8.80 9.00
OW””P”Wh“P”W””P“h““P”W”“'“W“”P”W””'”W“”P”W”” m/z 105.00 36.58%
m/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 RS L UL R
8.0 840 8.60 8.80 9.00
43.0 77.0 105.0 m/z 77.10 27.68%
0 o M 91.0 \\ 121.0 149.0
mz-> 20 3'0 40 5'0 6|0 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
59.0
820 840 8.60 8.80 9.00
5000 m/z 106.00 21.39%
75.0 105.0
43.0
o 121.0 149.0 165.0 180.0
A AR R AN KRR AR KRR R LS LA LA LA LA LR EARAN LA AR
m/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #258: Guanidine T RRme B
430 59.0 8.20 8.40 8.60 8.80 9.00
m/z 51.00 13.95%
5000
28.0
OW”Mﬂ”W““P”W””P“W““P”W””P“W“”P”W””P”W“”P”W”” SRR SRR R
m/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100186.D

Aca On > 4 Nov 2017 18:44

Operator : SJ/JU

Sample = 16099-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.51 6.68 ng 248303 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Benzeneacetic acid. .alpha.-oxo-... 164 C9H303 015206-55-0 47
3 Benzenebutanoic acid. .agamma.-oxo- 178 C10H1003 002051-95-8 47
4 S-Benzovl(thiohvdroxvlamine) 153 C7H7NOS 025740-80-1 47
5 Benzenecarbothioic acid 138 C7H60S 000098-91-9 47
Abundance Scan 1432 (10.510 min): BF100186.D (-1429) (-) m/z 105.00 100.00%
106.0
77.0
5000 182.1
o0 10.20 10.40 10.60 10.80
152.1 : - : :
Ob e el el 9801260 o m/z 77.00 57.90%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47245: Benzophenone
105.0
5000 77.0 182.0 NN SR
10.20 10.40 10.60 10.80
510 m/z 182.10 49_70%
0 27.0 J 910 | 1260 1520 i
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
10.20 10.40 10.60 10.80
5000 7.0 m/z 51.00 19.43%
51.0
15.0 29.0 91.0 121.0136.0 164.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #43587: Benzenebutanoic acid, .gamma.-0xo- R e R
105.0 10.20 10.40 10.60 10.80
m/z 181.10 8.05%
5000 77.0
51.0
270 | 910 | 11901330 1610 1780
m/z--> 20 40 60 80 100 120 140 160 180 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100186.D

Aca On > 4 Nov 2017 18:44

Operator : SJ/JU

Sample = 16099-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Heptadecyl trifluoroacetate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.74 2.39 ng 60239 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 94
4 Octacosanol 410 C28H580 000557-61-9 94
5 1-Heptacosanol 396 C27H560 002004-39-9 93
Abundance . Scan 1981 (13.739 min): BF100186.D (-1977) (-) m/z 57.10 100.00%
SIL 971
5000
125.1 e
153.0 207.0 13.40 13.60 13.80 14.00
Ot 1, a2 m/z 55.05 83.86%
m/z--> 50 100 150 200 250 300 350
Abundance #185169: Heptadecy! trifluoroacetate
57.0
5000 AU RN
13140 13.60 13.80 14.00
29.0 125.0 m/z 43.05 83.71%
0 Lﬁmm%mmmwozmo 334.0
m/z--> 50 200 250 300 350
Abundance
57.0 83.0
13.40 13.60 13.80 14.00
5000 111.0 m/z 97.10 81.50%
29.0 139.0
o 167.0195.0222.0250.0 280.0308.0336.0
m/z--> 50 100 150 200 250 300 350
Abundance #194196: Octadecyl trifluoroacetate s e e
57.0 13.40 13.60 13.80 14.00
m/z 83.05 78.02%
5000
9.0 125.0
o‘hM kﬁwmm nm%m 297.0 mw
m/z--> 50 200 250 3& 350 1340 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\BF110417\
Data File : BF100186.D

Aca On > 4 Nov 2017 18:44

Operator : SJ/JU

Sample = 16099-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.34 3.09 ng 65597 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Eilcosane 282 C20H42 000112-95-8 87
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Pentacosane 352 C25H52 000629-99-2 87
5 Hexacosane 366 C26H54 000630-01-3 86
Abundance Scan 2253 (15.339 min): BF100186.D (-2249) (-) m/z 57.10 100.00%
57.1
5000
ro a0 15100 15,20 15.40 1560
(o} m/z 71.10 79.73%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
5000 L A AU B SR
15.00 15.20 15.40 15.60
99.0 m/z 85.05 56.96%
o0 ‘ Ll M0 1830 250 2810 3370 3940
m/z--> §0 160 1%0 260 250 360 3%0 '
Abundance
57.0
15.00 15.20 15.40 15.60
5000 m/z 43.05 55.49Y%
99.0
27.0 1410 1830 2250 2820
m/z--> §0 160 1%0 260 2éo 360 3%0 '
Abundance #215181: 2-methyloctacosane e
57.0 15.00 15.20 15.40 15.60
m/z 99.05 23.58%
5000
99.0
o 21;.9{ ‘ L 1410 1830 2250 267.0 309.0  365.0304.0
m/z--> 5'0 1(')0 1&1;0 2(')0 250 300 3&1,0 ' 15.00 15.20 15.40 15.|60 !
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100186.D

Aca On > 4 Nov 2017 18:44

Operator : SJ/JU

Sample = 16099-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.75 3.81 ng 80931 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Triacontane 422 C30H62 000638-68-6 90
3 Octadecane 254 C18H38 000593-45-3 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 2323 (15.751 min): BF100186.D (-2319) (-) m/z 57.10 100.00%
51.1
5000
41.1 15.40 15.60 15.80 16.00
183.2
0...=,nh:r“'lt""t I m/z 71.05 67.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 U SRR B SR B
mmmmmmmm
99.0 m/z 85.05 54 _.92%
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance
57.0
15.40 15.60 15.80 16.00
5000 m/z 43.05 51.05%
99.0
o 141.0 183, 0 225.0 267 0 309.0 351.0 422.0
m/z--> éo 160 1éo 200 250 360 3%0 460
Abundance #105885: Octadecane R B .
57.0 15.40 15.60 15.80 16.00
m/z 55.00 18.48%
5000
99.0
ol25l0) | | | | | 1410 183022102540
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 350 4(')0 15'40 15. 60 15. 80 16. oo '
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100186.D

Aca On > 4 Nov 2017 18:44

Operator : SJ/JU

Sample = 16099-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.79 4.74 ng 100809 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heneicosane 296 C21H44 000629-94-7 83
3 Hexacosane 366 C26H54 000630-01-3 78
4 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 78
5 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 72
Abundance Scan 2500 (16.792 min): BF100186.D (-2493) (-) m/z 57.10 100.00%
57.1
5000 50 WW\JLAW
" Mntoor o e 1640 1660 16.80 1760 1720
ob—— i i m/z 71.10 63.44%
m/z--> 50 1 150 200 250 300 350
Abundance #129490: Eicosane
57.0
85.0
5000 L DU U DS B

16. 40 16. 60 16. 80 17. OO 17. 20

m/z 43.05 52.90%
29.0 1301410
ol ol Ly [ 169.0197.0225.0253,02682.0
e R R
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
N o
5.0 16.40 16.60 16.80 17.00 17.20
5000 ' m/z 85.05 51.84%
29.0 113.0
0 141.0169.0197.0225.0253.0  296.0
e T it S A L
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane R REERRREEEE LR
57.0 16.40 16.60 16.80 17.00 17.20
m/z 55.05 22 .96%
o T MWMNW”“WMMNWIkwﬁﬂWMﬁMMMUWv
29.0
oL j | J‘Jﬂ{‘ 14}01690197022502530 205.0323.0  367.0
L T S S e S e e e e I !
m/z--> 50 100 150 200 250 300 350 16.40 16.60 16,80 17.00 17.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100186.D

Aca On > 4 Nov 2017 18:44

Operator : SJ/JU

Sample = 16099-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Pentacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.44 3.52 ng 74881 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Triacontane 422 C30H62 000638-68-6 90
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 86
Abundance Scan 2610 (17.439 min): BF100186.D (-2604) (-) m/z 57.10 100.00%
57.1
5000 A\w“m/Lw
70 17140 1760 1750
190.9
ol L .l.'l|,'.'|.".'.‘,'."...-,....,.?8.1.0....,...., m/z 71.10 68.55%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
5000 LIS BRI IS SRS B
ﬂ%ﬂ%ﬂ%ﬂ%
99.0 m/z 85.10 58.18%

OznoL L ‘\‘\ 1410 1830 2250 267.0 300.0 352.0
sl WD i e . LA ALt S
miz--> 50 100 150 200 250 300 350
Abundance

57.0

17.20 17. 40 17. 60 17.80

5000 m/z 43.05 43.69%
99.0
o 27,0 1410 1830 2250 2810 337.0  394.0
A L A e e
mz--> 50 100 150 200 250 300 350
Abundance #175555: Tetracosane R
57.0 1720 1740 17.60 17.80

m/z 55.10 21.50%

5000

99.0
141.0 183 0
27‘0{ ‘\ I} I\ I‘ 1 225 0 267.0 309. 0338 0

ol e b Al s NN S

m/z--> 50 100 150 200 250 300 350 17.20 17.40 17.60 17. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110417\
Data File : BF100186.D

Acq On > 4 Nov 2017 18:44

Operator : SJ/JU

Sample - 16099-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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 .99 13.6 ng 315316 1 6.76 464336 20.0
unknown6 .54 6.54 93.5 ng 2170000 1 6.76 464336 20.0
2-Hydroxy-iso-but. .. 8.61 2.1 ng 70912 2 8.05 659174 20.0
Benzophenone 10.51 6.7 ng 248303 3 9.80 743213 20.0
Heptadecyl triflu... 13.74 2.4 ng 60239 5 13.94 504392 20.0
Octacosane 15.34 3.1 ng 65597 6 15.40 425001 20.0
Heneicosane 15.75 3.8 ng 80931 6 15.40 425001 20.0
Eicosane 16.79 4.7 ng 100809 6 15.40 425001 20.0
Pentacosane 17 .44 3.5 ng 74881 6 15.40 425001 20.0
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