LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042419\
Data File : BF113953.D

Aca On : 24 Apr 2019 11:39

Operator : JU/SJ

Sample : K2515-07

Misc :

ALS Vial : 5 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF042219 .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 2.205 17 20 25 rvB 40651 53566 1.16% 0.160%
2 5.522 579 584 587 rBVY 2963751 3003299 65.23% 8.987%
3 6.528 749 755 771 rBVY 2826630 3203237 69.57% 9.585%
4 6.669 774 779 782 rBVY 3403375 3305357 71.79% 9.890%
5 6.893 814 817 821 rBV 839670 724887 15.74% 2.169%
6 7.051 840 844 848 rBVY 2838658 2686333 58.35% 8.038%
7 7.451 907 912 915 rBVY 1905248 2029792 44.09% 6.074%
8 8.175 1031 1035 1039 rBvV 1093942 894157 19.42% 2.676%
9 9.251 1213 1218 1221 rBV 4412548 4182846 90.85% 12.516%
10 9.639 1280 1284 1289 rBV 315109 262013 5.69% 0.784%

11 9.928 1329 1333 1346 rVB 1145379 1105306 24.01% 3.307%
12 10.716 1463 1467 1485 rBV 2487298 2453888 53.30% 7.343%
13 11.416 1582 1586 1589 rBV 1424171 1182787 25.69% 3.539%
14 11.939 1670 1675 1679 rBV 149795 168316 3.66% 0.504%
15 12.598 1783 1787 1790 rBV 54036 63320 1.38% 0.189%

16 12.722 1802 1808 1822 rBV 174509 240593 5.23% 0.720%
17 13.004 1850 1856 1859 rBV 4583644 4604086 100.00% 13.777%
18 13.227 1891 1894 1899 rBV 87351 79720 1.73% 0.239%
19 13.574 1949 1953 1956 rBV 175304 151042 3.28% 0.452%
20 13.904 2005 2009 2014 rVB 228994 195970 4._.26% 0.586%

21 14.057 2030 2035 2042 rBV 1075470 1091530 23.71% 3.266%
22 14.227 2060 2064 2067 rBV 184175 162394 3.53% 0.486%
23 14.539 2112 2117 2121 rVB 155841 150786 3.28% 0.451%
24 14.857 2167 2171 2178 rVB 124071 133598 2.90% 0.400%
25 15.198 2225 2229 2235 rVB 92633 111123 2.41% 0.333%

26 15.551 2284 2289 2293 rBV 724776 937574 20.36% 2.805%

27 15.592 2293 2296 2302 rVB 75595 99580 2.16% 0.298%

28 16.033 2366 2371 2377 rBV2 55114 81251 1.76% 0.243%

29 16.551 2455 2459 2467 rVB2 35104 61283 1.33% 0.183%
Sum of corrected areas: 33419634
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF042419\

BF113953.D

24 Apr 2019 11:39

JussJ

K2515-07

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF113953.D

6.67

5.52

6.53 7.05

7.45

0
Time-->

T
5.00

Abundance

4000000

3000000

2000000

1000000

TIC: BF113953.D

10.72

11.42
9.93

9.64

11.94
A

12,86,

13.23

A
T LI —

0
Time-->

12.50

11.50

12.00

10.00

9.50 10.50 11.00

13.00

Abundance

4000000

3000000

2000000

1000000

13

.57
A

TIC: BF113953.D

14.06
15.55

13.90|| 14.23 1454 1486 ‘[LL
14 15.20 .59 16.03 16.55

0
Time-->

13.50

T
18.00

17.00 17.50

15.50

16.00 16.50

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042419\
Data File : BF113953.D

Aca On : 24 Apr 2019 11:39

Operator : JU/SJ

Sample : K2515-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 unknown6.67 Concentration Rank 1

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

6.67 91.20 ng 3305360 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 779 (6.669 min): BF113953.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 IREBE ARSI S
40.0 54.0 J 6.40 6.60 6.80 7.00
0 |.':8,1-9...,':.1.1“?-?..-.,....,....,.... m/z 68.00 40.87%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IREBE ARSI S

6.40 6.60 6.80 7.00
m/z 134.00 33.64%

31.0 510
o e
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
L
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 25.75%
41.0 97.0
‘ ‘ 117.0
oMo ge LW
miz--> 40 60 80 100 120 140 160 180

Abundance #52379: Tranylcypromine-propionyl e ./.\. R AR RARE
57.0 132.0 6.40 6.60 6.80 7.00

m/z 69.00 16.25%

74.0

5000 98.0 116.0

L 1580  189.0

0....,...&qm..”h.ﬂ.., el SRR’ SN L K —

I T
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042419\
Data File : BF113953.D

Aca On : 24 Apr 2019 11:39

Operator : JU/SJ

Sample : K2515-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.94 2.85 ng 168316 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 n-Decanoic acid 172 C10H2002 000334-48-5 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 18
Abundance Scan 1675 (11.939 min): BF113953.D (-1670) (-) m/z 73.00 100.00%
73.0
43.0
5000 129.0
97.0 2131 e
|| 157.0 1851 256.2 1160 11.80 12.00 12.20
I 1 m/z 60.00 74.24%

m/z--> 20 40 6 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41/0

5000 129.0 LA L L L L N
11.60 11.80 12.00 12.20

60 || M/z 43.00 70.73%

‘J‘u 157.0 185.0 213.0 .
of :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid

430 | 739

11. 60 11. 80 12. OO 12.20

O

5000 m/z 57.00 58.05%
129.0 171.0 214.0
[ T
obpebe Ml ANl L L 3520 | geso |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #39472: n-Decanoic acid
60.0 11.60 11.80 12.00 12.20
0
410 m/z 55.00 57.30%
5000 129.0
87.0
‘ ‘ ‘ 172.0
ol LS80 L gsso
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042419\
Data File : BF113953.D

Aca On : 24 Apr 2019 11:39

Operator : JU/SJ

Sample : K2515-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.72 4_.07 ng 240593 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 49
Abundance Scan 1808 (12.722 min): BF113953.D (-1802) (-) m/z 73.00 100.00%
73.0
43.0
5000 129.0
185.1 241.1 e o e
L0 | 1570 | 2131 | 284.2 12.40 12.60 12.80 13.00
o! Aol e L Tm/z 43.00  74.89%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43.0

3

129.0 R o EEEEmmma
12. 40 12. 60 12. 80 1300

m/z 60.00 74 .11%

5000

185.0 241.0 284.0
L1570, | 2130 |

0 A N i < B R NSNS
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0
R e
73.0 12.40 12.60 12.80 13.00
5000 284.0 m/z 57.10 68.65%
129.0
185.0213.0241.0
D S T P
m/z--> 50 0 150 200 250 300 350
Abundance #84453: Tetradecanoic acid e L A R E mm e e
73.0 12.40 12.60 12.80 13.00
43.0 m/z 41.00 57.66%
5000 129.0
185.0 228.0
| \ w79 |
ob—— - — 77— e e Saac
m/z--> 50 150 200 250 300 350 12. 40 12. 60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042419\
Data File : BF113953.D

Aca On : 24 Apr 2019 11:39

Operator : JU/SJ

Sample : K2515-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.57 2.77 ng 151042 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Hexadecane. l1l-iodo- 352 C16H33l1 000544-77-4 90
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 1952 (13.569 min): BF113953.D (-1949) (-) m/z 57.05 100.00%

57.0
85.0
5000

]_4]_]_ 13 20 13.40 13.60 13.80
o...J, L, llll poAe1 207 2810 m/z 71.10 82.01%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_

5000
13.20 13.40 13.60 13.80
m/z 43.10 63.75%

29.0 13.0
oL Ld Ll [ ‘14‘101690197022502530 296.0
i ., AL B i e B o e e o B
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0

13. 20 13. 40 13 60 13.80

5000 85.0 m/z 85.05 56.33%
29.0
o1 j | l‘lﬂal 14}01690197022502530 205.0323.0  367.0
. . A e e P S e
miz--> 50 100 150 200 250 300 350
Abundance #184946: Hexadecane, 1-iodo-
57.0 13.20 13.40 13.60 13.80
m/z 41.00 24 .85%
85.0
5000
29.0 13. 141 0 2250
ol ‘ J“r 16901970 352.0
....,.. — A
miz--> 50 100 150 200 250 300 350 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042419\
Data File : BF113953.D

Aca On : 24 Apr 2019 11:39

Operator : JU/SJ

Sample : K2515-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 2-methyloctacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.90 3.59 ng 195970 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2008 (13.898 min): BF113953.D (-2005) (-) m/z 57.10 100.00%
57.1
5000
J st 13.60 13.80 14.00 14.20
41.0 : : : :
ol Ml had 240 0 amo U 05 77.55%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
51.0
5000
13.60 13.80 14.00 14.20
99.0 m/z 43.00 58.02%
Ozmlljijmlmonmzmw%o
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57.0
13.60 13.80 14.00 14.20
5000 m/z 85.05 55.81%
99.0
oL 270 L] pevo 183.0 2250 267.0 309.0 3650
m/z--> 50 100 15 200 250 300 350 '
Abundance #94346: Heptadecane N N B L L B
57.0 13.60 13.80 14.00 14.20
m/z 41.05 22.91%
5000
99.0
0 27\‘0\ | ] | J | 1419 183.0 240.0
mz-> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20

8270-BF042219.M Thu Apr 25 16:39:55 2019 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042419\
Data File : BF113953.D

Aca On : 24 Apr 2019 11:39

Operator : JU/SJ

Sample : K2515-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Triacontane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.23  2.98ng 162394  Chrysene-d12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Heneicosane 206 C21H44 000629-94-7 91

2 Triacontane 422 C30H62 000638-68-6 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2064 (14.227 min): BF113953.D (-2060) (-) m/z 57.00 100.00%
57.0
5000
o 14100 1420 1440 1460
41.1 : : :
I 1] J Ji 180 aw2zso L7 71.05  79.41%
m/z--> 50 15 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 LA L L L L L L LB
14.00 14.20 14.40 14.60
99.0 m/z 85.10 60.93%
L2500 I J / 14}0 183.0 225.0 296.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
\._A-—_J
14.00 14.20 14.40 14.60
5000 m/z 43.05 58.96%
99.0
o Ly A | Jaro 1830 2250 267.0 309.0 3510 4220
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- R o e LB RE
57.0 14.00 14.20 14.40 14.60
m/z 55.00 22 _.27%
5000
99.0
ol d iy 1410 1830 29 210 3230
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042419\
Data File : BF113953.D

Aca On : 24 Apr 2019 11:39

Operator : JU/SJ

Sample : K2515-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.54 2.76 ng 150786 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2117 (14.539 min): BF113953.D (-2112) (-) m/z 57.05 100.00%
57.0
5000
st 14.20 14.40 14.60 14.80
141 1 . . . :
oJ, -l| Ly 8L 2251 2671 "m/z 71.00 78.18%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 U B R IR
14.20 14.40 14.60 14.80
99.0 m/z 85.05 62.01%
o |Jjjﬂdmw1%onm2mom% 367.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
57.0
14.20 14.40 14.60 14.80
5000 m/z 43.05 56.91%
99.0
2nof | | | J L 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane L B o AT e
57.0 14.20 14.40 14.60 14.80
m/z 55.05 20.93%
5000
99.0
oL 270 || pevo 1830 2250 267.0 309.0 3650
m/z--> 50 100 15 200 250 300 350 ' 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042419\
Data File : BF113953.D

Aca On : 24 Apr 2019 11:39

Operator : JU/SJ

Sample : K2515-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .86 2.85 ng 133598 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexadecane, 1-i1odo- 352 C16H331 000544-77-4 90
Abundance Scan 2172 (14.863 min): BF113953.D (-2167) (-) m/z 57.05 100.00%
57.0
5000
10 sms 2072 480 14180 1500 1550
0 m/z 71.05 95.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
51.0
5000 L SR IR UL I
14.60 14.80 15.00 15.20
j m/z 85.05 65.66%
02610] | | g?l.ol 141.0 183, 0 225.0 267.0 323.0 380.0
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0
14.60 14.80 15.00 15.20
5000 m/z 43.00 55.34%
99.0
01260 )| [ 1410 1830 2250 267.0 309.0 3650
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane R A B e
57.0 14.60 14.80 15.00 15.20
m/z 41.00 24 . 75%
5000
99.0
0260, | | | ﬂ | 1410 1830 2250 267.0 300.0 351.0 422.0
m/z--> 50 100 1éo 260 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042419\
Data File : BF113953.D

Aca On : 24 Apr 2019 11:39

Operator : JU/SJ

Sample : K2515-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.20 2.37 ng 111123 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 2229 (15.198 min): BF113953.D (-2225) (-) m/z 57.00 100.00%
5%.0
5000
99.1 T N e T
141.0 1979 281.0 14.80 15.00 15.20 15.40 15.60
0...J,.-I.-..l|,.'l.-‘..'i-.'..-.',:.'..,.... S m/z 71.05 83.12%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 AR DR DA B B
mmmmmmmmmm
99.0 m/z 85.00 56.59%
02m|jjﬂdmm1%02mzmom% 365.0
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #141426: Heneicosane
57.0
14.80 15.00 15,20 15.40 15.60
5000 m/z 43.05 55.55%
99.0
2nof | | | J L 1410 1830 2250 26602960
m/z--> 50 100 1%0 200 250 360 3%0 '
Abundance #194493: Hexacosane RSN I LI BN N
57.0 14.80 15.00 15.20 15.40 15.60
m/z 55.00 25.97%
5000
99.0
oLl §ohy o, 410 1830 2250 267.0 309.0  367.0
m/z--> 55 160 1%0 200 250 300 3%0 ' 1480 1500 1520 1540 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042419\
Data File : BF113953.D

Acq On 24 Apr 2019 11:39

Operator : JU/SJ

Sample : K2515-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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]
unknown6 .67 6.67 91.2 ng 3305360 1 6.89 724887 20.0
n-Hexadecanoic acid 11.94 2.9 ng 168316 4 11.42 1182790 20.0
Octadecanoic acid 12.72 4.1 ng 240593 4 11.42 1182790 20.0
Heneicosane 13.57 2.8 ng 151042 5 14.06 1091530 20.0
2-methyloctacosane 13.90 3.6 ng 195970 5 14.06 1091530 20.0
Triacontane 14.23 3.0 ng 162394 5 14.06 1091530 20.0
Hexacosane 14 .54 2.8 ng 150786 5 14.06 1091530 20.0
Heptacosane 14 .86 2.9 ng 133598 6 15.55 937574 20.0
Octacosane 15.20 2.4 ng 111123 6 15.55 937574 20.0
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