LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112780.D

Aca On : 1 Mar 2019 00:00

Operator : JU/SJ

Sample : K1654-01

Misc :

ALS Vial : 16 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-BF022719.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 5.345 549 554 557 rBVY 2682179 2569994 90.86% 9.205%
2 6.369 724 728 745 rVB 2647438 2717335 96.07% 9.732%
3 6.510 747 752 755 rBVY 3029071 2740706 96.90% 9.816%
4 6.739 788 791 795 rBV 891519 747213 26.42% 2.676%
5 6.898 814 818 821 rBVY 2491299 2055572 72.67% 7.362%
6 7.298 882 886 889 rBVY 2013722 1650461 58.35% 5.911%
7 8.022 1006 1009 1023 rBY 1105586 1000478 35.37% 3.583%
8 9.098 1188 1192 1195 rBvV 3511818 2828494 100.00% 10.131%
9 9.486 1256 1258 1262 rBV 186118 162170 5.73% 0.581%
10 9.669 1286 1289 1295 rVB 40071 50926 1.80% 0.182%
11 9.769 1303 1306 1310 rBvV 1125921 1029825 36.41% 3.688%
12 9.804 1310 1312 1316 rVB 64188 55146 1.95% 0.198%
13 9.975 1338 1341 1345 rBV 50129 40406 1.43% 0.145%
14 10.316 1396 1399 1405 rVB 56218 49737 1.76% 0.178%

15 10.551 1435 1439 1443 rBV 2014447 1824000 64.49% 6.533%

16 11.051 1522 1524 1528 rVB 39503 33455 1.18% 0.120%
17 11.245 1554 1557 1560 rBV 1104728 1066566 37.71% 3.820%
18 11.269 1560 1561 1565 rVV 546918 373253 13.20% 1.337%

19 11.322 1565 1570 1573 rVB2 92285 93557 3.31% 0.335%
20 11.474 1593 1596 1599 rVB 54878 48036 1.70% 0.172%
21 11.727 1631 1639 1640 rBV3 22111 33863 1.20% 0.121%
22 11.780 1645 1648 1652 rBV2 219156 224568 7.94% 0.804%
23 11.857 1658 1661 1663 rBV 60495 59251 2.09% 0.212%
24 12.298 1732 1736 1739 rBV 51034 56906 2.01% 0.204%

25 12.451 1759 1762 1766 rBV 418426 358954 12.69% 1.286%

26 12.568 1779 1782 1786 rBV2 66479 84651 2.99% 0.303%
27 12.680 1796 1801 1803 rBV 297366 310440 10.98% 1.112%
28 12.704 1803 1805 1815 rVB3 81318 122200 4._.32% 0.438%
29 12.827 1822 1826 1829 rVB 2572376 2153118 76.12% 7.712%
30 13.510 1939 1942 1947 rVB 32929 38361 1.36% 0.137%

31 13.621 1957 1961 1964 rBV2 31696 34905 1.23% 0.125%
32 13.733 1974 1980 1985 rVB3 96948 144963 5.13% 0.519%
33 13.868 1998 2003 2006 rBV2 839580 882853 31.21% 3.162%
34 13.898 2006 2008 2010 rVB 116995 91047 3.22% 0.326%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112780.D

Aca On : 1 Mar 2019 00:00

Operator : JU/SJ

Sample : K1654-01

Misc :

ALS Vial : 16 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\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.057 2032 2035 2038 rBV 73804 64621 2.28% 0.231%

36 14.362 2084 2087 2092 rVB 112804 105312 3.72% 0.377%
37 14.657 2134 2137 2142 rVB 130727 123776 4._.38% 0.443%
38 14.880 2171 2175 2178 rBV 115725 169841 6.00% 0.608%
39 14.980 2188 2192 2198 rVB 165618 186731 6.60% 0.669%
40 15.162 2220 2223 2228 rVB 61588 73233 2.59% 0.262%

41 15.215 2229 2232 2237 rVV 88229 108456 3.83% 0.388%
42 15.280 2238 2243 2247 rVV 731908 839021 29.66% 3.005%
43 15.339 2249 2253 2260 rVB 137595 184840 6.53% 0.662%
44 15.745 2318 2322 2326 rVB 104233 133605 4.72% 0.479%
45 16.215 2398 2402 2410 rVB2 67602 123996 4_.38% 0.444%

46 16.768 2492 2496 2503 rVB4 37613 73501 2.60% 0.263%

Sum of corrected areas: 27920343
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112780.D

Aca On : 1 Mar 2019 00:00

Operator : JU/SJ

Sample : K1654-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance : .
3500000 TIC: BF112780.D

6.51
3000000

5.35 6.37

2500000 6.90

2000000 730
1500000

1000000 6.74

500000

e e L SR—

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance : .
3500000 TIC: BF112780.D

3000000
12.83

2500000

2000000 10.56

1500000
8.02 9.77 11.25
1000000

13.2
12.45
1

7
b il e
-3P1.47 11.44.86 12.30(|12.92.

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance : .
3500000 TIC: BF112780.D

500000

9.49

9.69.809.97 10.32

11.05

3000000
2500000
2000000
1500000

1000000 13.87 15.28

500000 gq- 34
14.66 14: L8P 15.74

- e S

I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112780.D

Aca On : 1 Mar 2019 00:00

Operator : JU/SJ

Sample : K1654-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.51 Concentration Rank 1

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

6.51 73.36 ng 2740710 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 752 (6.510 min): BF112780.D (-747) (-) m/z 132.00 100.00%
5000 68
40 % J 620 640 6.60 6.80
54 . . . .
Jrer lasus o "m/z 68.00 40.05%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 M
5000 IR SRR LR SRR
6.20 6.40 6.60 6.80
31 78 m/z 134.00 32.91%
'"%I!J!'I'!"I""I""I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 640 6.60 680
5000 og 116 m/z 66.00 26.46%
SN | YN A II%Q7 ‘ ol 158 ..,.1§?.
m/z--> 40 80 100 120 140 160 180
Abundance #14517: 2H—Cyc|0penta[d]pyridazine, 2'm9thy|' L L L L L L B
132 6.20 6.40 6.60 6.80
m/z 68.95 15.50%
5000
63 104
P 7\\7 2 Hr o
L 1y 1yl | | I i
m/z--> 40 60 80 1(')0 150 140 160 180 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112780.D

Aca On : 1 Mar 2019 00:00

Operator : JU/SJ

Sample : K1654-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 5
R.T. EstConc Area Relative to ISTD R.T.
11.78 4.21 ng 224568 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 60
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 53

Abundance Scan 1648 (11.780 min): BF112780.D (-1645) (-) m/z 73.00 100.00%

60 73

192

5000

j%

11.40 11.60 11.80 12.00
m/z 43.00 93.72%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 ’
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 [TTrr[rrrr[rrrryrrror|m

11.40 11.60 11.80 12.00
m/z 60.00 88.50%

213
143 157171 185 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73

43 LI ey e ]
11.40 11.60 11.80 12.00

5000 129 m/z 57.00 77.73%

143 157 214

|
U [
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

e

Abundance #54734: Anthracene, 2-methyl- A B EREaE R
192 11.40 11.60 11.80 12.00
m/z 41.00 73.81%
5000
165
63 % J\ 115 139152 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112780.D

Aca On : 1 Mar 2019 00:00

Operator : JU/SJ

Sample : K1654-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Heptadecyl heptafluorobutyrate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.73 3.28 ng 144963 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 93
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93

Abundance Scan 1979 (13.727 min): BF112780.D (-1974) (-) m/z 57.00 100.00%
g7
111
230 ISR N SN BN UGS
| 139163 200 13.40 13.60 13.80 14.00
ol Rl T N O B B m/z 55.00 95.73%
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
83
5000 ISR N RN BN UGS
111 13.40 13.60 13.80 14.00
29 m/z 43.00 95.08%
LLALL A 130 %0 210238 283 434
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1
87 83
13.40 13.60 13.80 14.00
5000 11 m/z 83.00 93.34%
29 139
L L 41,167 195 222 250 280 308 336
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #131393: n-Nonadecanol-1 B EAEEmEEmEET
83 13.40 13.60 13.80 14.00
m/z 97.05 76 .85%
- ‘M»—/J”/\l
111
18“\. | ‘1 | J139,168 196 238 266
m/z-> 0 50 100 150 200 250 300 350 400 13140 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112780.D

Aca On : 1 Mar 2019 00:00

Operator : JU/SJ

Sample : K1654-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Tetratetracontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .36 2.39 ng 105312 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2087 (14.362 min): BF112780.D (-2084) (-) m/z 57.00 100.00%
57
5000 V~H¥JL-M,ﬂmﬂ“,,vvaAv~/\»
4 14.00 14.20 1440 1460
183
o b B TW/Z 71.05  67.03%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

5000 R
14,00 14.20 14.40 14.60

m/z 43.00 65.17%

141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #141426: Heneicosane
57
R AR EEEEE T
14.00 14.20 14.40 14.60
5000 m/z 85.05 51.49%
99
26 ] JJ 141 183 225 296
T T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #219831: Triacontane L
57 14.00 14.20 14.40 14.60
m/z 55.00 25.94%
5000
99
26 (1| || 14 183 225 267 300 351 422
I REaa s B e S S B o e R AR EEEEE T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14. 00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112780.D

Aca On : 1 Mar 2019 00:00

Operator : JU/SJ

Sample : K1654-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.66 2.95 ng 123776 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Nonadecane 268 C19H40 000629-92-5 93
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 2138 (14.662 min): BF112780.D (-2134) (-) m/z 57.00 100.00%
57
85
5000
141 197 268 14.40 14.60 14.80 15.00
3 ,I. " 'l Nttt ANl B G m/z 71.10 67.46%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 L I B SULR U
14.40 14.60 14.80 15.00
m/z 43.00 61.32%
29 113 141
P Lo g7y, 169 107 225 253 282
m/z--> 55 160 150 260 250 300 3éo
Abundance #117638: Nonadecane
57
1440 14.60 14.80 15.00
5000 85 m/z 85.05 53.84Y%
29
DLl (M8 10 160 197 205 208
m/z--> 55 160 1éo 260 250 300 3éo
Abundance #194493: Hexacosane B B B B o e
57 14.40 14.60 14.80 15.00
m/z 55.00 21.78%
5000 85
2?“ “ || M 141 169 197 225 253 205 323 367
m/z--> 55 160 150 260 2%0 360 3éo 1420 1460 1480 1550
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112780.D

Aca On : 1 Mar 2019 00:00

Operator : JU/SJ

Sample : K1654-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Octadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.98 4.45 ng 186731 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Heneicosane 296 C21H44 000629-94-7 81
3 Hexacosane 366 C26H54 000630-01-3 81
4 Dodecane. 2-methvl- 184 C13H28 001560-97-0 76
5 Tetratetracontane 619 C44H90 007098-22-8 74
Abundance Scan 2192 (14.980 min): BF112780.D (-2188) (-) m/z 57.00 100.00%
57
5000 85
252

141 160 224 14.60 14.80 15.00 15.20
|,| A 'l ALY I 9T o .A}L.Z.K?.,....,.. m/z 71.05 66.82%

m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85 [TTrr[rrrr[rrrryrrrr|m
14.60 14.80 15.00 15.20
29 m/z 43.00 58.24%
LALLM 4 160 107 505 254
— =l =
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
R o R o R
85 14.60 14.80 15.00 15.20
5000 m/z 85.05 49.11%
29 113
LU {77, M2 169 107 225 253 296
L e e e T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane R AR RS RS EEE
57 14.60 14.80 15.00 15.20
m/z 252.05 24 .66%
5000 85
29

‘ i || M2 141 169 197 205 253 295 323 367

m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF022719.M Fri Mar 01 17:01:28 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112780.D

Aca On : 1 Mar 2019 00:00

Operator : JU/SJ

Sample : K1654-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 4
R.T. EstConc Area Relative to ISTD R.T.
15.34 4.41 ng 184840 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 90
5 Nonadecane 268 C19H40 000629-92-5 90
Abundance Scan 2253 (15.339 min): BF112780.D (-2249) (-) m/z 57.00 100.00%
57
5000 85
B e - 15100 1520 1540 1560
—_— ,I 'S 'I | aaaer20r 2 28 | m/z 71.05 72.39%
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L DR DU BN AR
15. oo 15. 20 15.40 15.60
m/z 43.00 61.77%
29 113
L L gL [T 100 107 225 253 208
m/z--> 50 100 1%0 200 250 300 3éo
Abundance #185533: Pentacosane
57
15.00 15.20 15.40 15.60
5000 85 m/z 85.05 51.18%
113
29 | [‘ | l“J [ 169189 211 239 267 295 323 352
m/z--> 50 100 150 200 250 300 3éo
Abundance #185535: Heptadecane, 9-octyl- R B
57 15.00 15.20 15.40 15.60
m/z 55.00 19.73%
5000 85
3 1 LA B0 109 a7 B ger poa apg w2 |
m/z--> 50 100 150 200 250 300 350 15. 00 15. 20 15. 40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112780.D

Aca On : 1 Mar 2019 00:00

Operator : JU/SJ

Sample : K1654-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Octadecane, l-iodo- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.22 2.96 ng 123996 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 72
2 Heptadecane 240 C17H36 000629-78-7 72
3 Hexatriacontane 507 C36H74 000630-06-8 64
4 Octacosane 394 C28H58 000630-02-4 58
5 Tetratetracontane 619 C44H90 007098-22-8 58
Abundance Scan 2403 (16.221 min): BF112780.D (-2398) (-) m/z 57.00 100.00%
57
5000
113 TTTTTTTTT T T T T T T T T T T
i B B B L B LA m L m/z 71.05 64.92%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #202264: Octadecane, 1-iodo-
57
5000 85 AR SRR SR R
29 16.00 16.20 16.40 16.60
m/z 85.00 53.30%
I Il:ll3| .15|5.183 211 25.3

1
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94346: Heptadecane
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m/z 43.00 52.37%

5000

29
141169197 240
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Abundance #235973: Hexatriacontane RS EmmEs o L
16.00 16.20 16.40 16.60

m/z 99.00 19.65%
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113141169197 225253 281300337 379 421449477 506
I I I I
mz-> 0 50 100 150 200 250 300 350 400 450 500 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF022819\
Data File : BF112780.D

Acq On : 1 Mar 2019 00:00

Operator : JU/SJ

Sample - K1654-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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]
unknown6.51 6.51 73.4 ng 2740710 1 6.74 747213 20.0
n-Hexadecanoic acid 11.78 4.2 ng 224568 4 11.24 1066570 20.0
Heptadecyl heptaf... 13.73 3.3 ng 144963 5 13.87 882853 20.0
Tetratetracontane 14_.36 2.4 ng 105312 5 13.87 882853 20.0
Eicosane 14.66 3.0 ng 123776 6 15.28 839021 20.0
Octadecane 14.98 4.5 ng 186731 6 15.28 839021 20.0
Heneicosane 15.34 4.4 ng 184840 6 15.28 839021 20.0
Octadecane, 1l-iodo- 16.22 3.0 ng 123996 6 15.28 839021 20.0
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