LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031920\
Data File : BF119463.D
Aca On - 20 Mar 2020 3:13 Instrument :
Operator : CG/JU E?Afs el

- _ lentosampleld :
3?22'6 : L1913-15 MK-031220-2-5-COMP-B4
ALS Vial : 23 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-BF031820.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 5.063 499 506 512 rvB 89470 121124 1.86% 0.198%
2 5.463 568 574 577 rBVY 6676251 6495298 100.00% 10.611%
3 6.469 740 745 748 rBVY 5677986 6286301 96.78% 10.270%
4 6.669 777 779 785 rBV 86275 89238 1.37% 0.146%
5 6.851 806 810 813 rBVY 2337618 1840046 28.33% 3.006%
6 7.010 832 837 840 rBY 5726784 5141272 79.15% 8.399%
7 7.410 900 905 908 rBVY 4287905 4082775 62.86% 6.670%
8 8.134 1024 1028 1031 rBV 2644666 2239642 34.48% 3.659%
9 9.216 1207 1212 1215 rBV 6790107 5985892 92.16% 9.779%%
10 9.298 1222 1226 1235 rBv2 100626 156062 2.40% 0.255%

11 9.604 1275 1278 1283 rBV 737236 610221 9.39%% 0.997%
12 9.751 1300 1303 1307 rBV 163233 139403 2.15% 0.228%
13 9.892 1321 1327 1331 rBV 2450866 2076266 31.97% 3.392%
14 10.092 1358 1361 1364 rBV2 74694 72790 1.12% 0.119%
15 10.439 1417 1420 1426 rVB2 61530 72215 1.11% 0.118%

16 10.680 1457 1461 1464 rBV 3701562 3207008 49.37% 5.239%
17 10.804 1479 1482 1490 rVB3 137459 189347 2.92% 0.309%
18 11.280 1561 1563 1568 rVB2 87198 94565 1.46% 0.154%
19 11.380 1576 1580 1583 rBV 2238988 1956089 30.12% 3.196%
20 11.404 1583 1584 1587 rVV 519695 299389 4.61% 0.489%

21 11.457 1587 1593 1595 rVvVv 186332 186994 2.88% 0.305%
22 11.680 1629 1631 1635 rBV 96147 77388 1.19% 0.126%
23 11.886 1663 1666 1667 rBV 97460 82842 1.28% 0.135%
24 11.910 1667 1670 1676 rVvV 998555 882488 13.59% 1.442%
25 11.992 1681 1684 1687 rBV2 198152 230282 3.55% 0.376%

26 12.092 1698 1701 1703 rBV 87253 78832 1.21% 0.129%
27 12.180 1713 1716 1718 rBV 81856 81684 1.26% 0.133%
28 12.433 1756 1759 1762 rBV 169081 162047 2.49% 0.265%
29 12.474 1763 1766 1771 rVV5 121164 194578 3.00% 0.318%
30 12.516 1771 1773 1778 rVB3 101849 127426 1.96% 0.208%

31 12.598 1783 1787 1789 rBV 1353330 1212767 18.67% 1.981%
32 12.698 1800 1804 1806 rBV2 323675 320294 4._.93% 0.523%
33 12.827 1820 1826 1828 rBV 1465051 1470504 22.64% 2.402%
34 12.974 1847 1851 1854 rBV 5474540 5013530 77.19% 8.190%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031920\
Data File : BF119463.D
Aca On - 20 Mar 2020 3:13 Instrument :
Operator : CG/JU EﬁAfs el

- _ lentosampleld :
3?22'6 : L1913-15 MK-031220-2-5-COMP-B4
ALS Vial : 23 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.045 1860 1863 1866 rVB 86518 101374 1.56% 0.166%

36 13.133 1875 1878 1879 rBV2 91988 103359 1.59% 0.169%
37 13.157 1879 1882 1884 rVB 222370 216755 3.34% 0.354%
38 13.216 1889 1892 1895 rVvB2 171877 212330 3.27% 0.347%
39 13.257 1896 1899 1902 rBV2 210212 196799 3.03% 0.321%
40 13.351 1913 1915 1918 rVB 133504 99765 1.54% 0.163%

41 13.380 1918 1920 1923 rBV 140284 116150 1.79% 0.190%
42 13.551 1947 1949 1952 rBV3 136817 119634 1.84% 0.195%
43 13.804 1990 1992 1993 rBVY 128965 86552 1.33% 0.141%
44 13.868 2000 2003 2013 rVB2 1121531 1263684 19.46% 2.064%
45 14.027 2025 2030 2032 rBV2 2001945 2611232 40.20% 4._.266%

46 14.051 2032 2034 2036 rVB 665091 507657 7.82% 0.829%
47 14.198 2057 2059 2063 rVB3 239635 234931 3.62% 0.384%
48 14.504 2109 2111 2114 rBV2 385435 330803 5.09% 0.540%
49 14.815 2161 2164 2167 rBVY 292848 274658 4.23% 0.449%
50 15.068 2203 2207 2210 rBV 547927 875722 13.48% 1.431%

51 15.157 2220 2222 2231 rVB2 342545 532220 8.19% 0.869%
52 15.368 2256 2258 2264 rVB 360906 436181 6.72% 0.713%

53 15.433 2266 2269 2273 rVB 454848 484278 7.46% 0.791%
54 15.498 2276 2280 2283 rBV 1026418 1132178 17.43% 1.850%

Sum of corrected areas: 61212861
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031920\

Data File : BF119463.D

Aca On - 20 Mar 2020 3:13

Operator : CG/JU

ﬁ?ggle i L1913-15 MK-031220-2-5-COMP-B4
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF119463.D

6000000 6.47 7.01

5000000
7.41

4000000
3000000
6.85
2000000

1000000

N 5.06 B || se7
e e ey

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF119463.D

6000000 12.97
5000000
4000000 10.68
3000000 8.13

9.89 11.38
2000000

1000000 9.60
9.30 9.75

1009 10.44 .
R e e e e e T

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF119463.D

6000000

5000000

4000000

3000000 14.03

2000000 13.87

14.05 1450 14.82
14.20

1000000

77—

T 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\HPCHEM1\BNA F\DATA\BF031920\

Data File : BF119463.D

Aca On - 20 Mar 2020 3:13

Operator : CG/JU

ﬁ?ggle i L1913-15 MK-031220-2-5-COMP-B4
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 2 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.91 9.02 ng 882488 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 60
3 Tridecanoic acid 214 C13H2602 000638-53-9 49
4 Tetradecanoic acid 228 C14H2802 000544-63-8 49
5 n-Decanoic acid 172 C10H2002 000334-48-5 38

Abundance Scan 1670 (11.910 min): BF119463.D (-1667) (-) m/z 60.00 100.00%
43 60 73
5000 129 192
J R P R [ S 1160 1160 12160 1230
o/ m— m/z 43.05 95.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
4 60 73 kw\dﬂmwv~wvvw
5000 29 256 U AR U SR SRR
11. 60 11. 80 12. oo 12.20
213 m/z 72.95 87.80%
h ! 143157171185 | oo
0 —T At r I|
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11,60 11.80 12.00 12.20
5000 129 m/z 57.00 82.56%
29 87
115 | 143 199 242
101 185
ol 254 Ml Wl LT | s |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 /VVMAJ$j\~¢_/_JkﬁAMJLJVV_LNJ“
Abundance #72646: Tridecanoic acid A R
43 60 78 11.60 11.80 12.00 12.20
m/z 55.00 75.99%
5000 - e
‘ T7 115 ‘ 71 214
O 0 T B P e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031920\

Data File : BF119463.D

Aca On - 20 Mar 2020 3:13

Operator : CG/JU

ﬁ?ggle i L1913-15 MK-031220-2-5-COMP-B4
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Anthracene, 1l-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.99 2.35 ng 230282 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1-methvl- 192 C15H12 000610-48-0 60
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 60
3 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 50
4 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 46
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 46

Abundance Scan 1684 (11.992 min): BF119463.D (-1681) (-) m/z 192.00 100.00%

2

5000

93 11.60 11.80 12.00 12.20 12.40

m/z 189.00 89.89%

o 110 127 152 208 224238 258 274

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54740: Anthracene, 1-methyl-

5000
11.60 11.80 12.00 12.20 12.40

m/z 190.10 82.68%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192
11.60 11.80 12.00 12.20 12.40
5000 m/z 191.10 68.74%

165
39 63 g2 96 115 139

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #53204: 4H-Cyclopenta[def]phenanthrene R E e e e
190 11.60 11.80 12.00 12.20 12.40
m/z 193.10 20.15%
5000
95

27 43 63 g1

’ T I T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031920\

Data File : BF119463.D

Aca On - 20 Mar 2020 3:13

Operator : CG/JU

ﬁ?ggle i L1913-15 MK-031220-2-5-COMP-B4
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 7
R.T. EstConc Area Relative to ISTD R.T.
12.70 3.27 ng 320294 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Dodecanoic acid 200 C12H2402 000143-07-7 64
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 62
Abundance Scan 1804 (12.698 min): BF119463.D (-1800) (-) m/z 43.10 100.00%
43 | 73
5000
129 202
i 185 241 284 12.40 12,60 12.80 13.00
1 157 : : : :
N 1 20 283 L1302 m/z 57.00 94.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid
43 | 73
5000 129 R e e  EEEmmmEm
12. 40 12. 60 12. 80 13. oo
m/z 73.00 86.84Y%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 73
L B B B B B
12.40 12.60 12.80 13.00
5000 m/z 60.00 81.23%
27 129 242
97 199
113 ' 154171 225
O‘Wmﬁmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #61121: Dodecanoic acid R L e L L e
73 12.40 12.60 12.80 13.00
m/z 55.00 79 .75%
43
5000
129
, 157 200
AR L L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031920\

Data File : BF119463.D

Aca On - 20 Mar 2020 3:13

Operator : CG/JU

ﬁ?ggle i L1913-15 MK-031220-2-5-COMP-B4
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 1-Docosene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.87 9.68 ng 1263680 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 93
2 5-Eicosene. (E)- 280 C20H40 074685-30-6 90
3 Cvclotetracosane 336 C24H48 000297-03-0 90
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 90
5 n-Tetracosanol-1 354 C24H500 000506-51-4 90
Abundance Scan 2003 (13.868 min): BF119463.D (-2000) (-) m/z 57.00 100.00%
o7
83
5000
111 230
SR AR SUNRILA SR SR
139 200 13.60 13.80 14.00 14.20
I I Ay l A7.166 T | 251 280 308329 358 382 m/z 55.00 92.61%
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene
55
97
5000 LRI B DU BRI B
29 13 60 13. 80 14. oo 14 20
195 m/z 43.05 87.80%
0 IL . | 153 181 308
m/z--> 55 100 1éo 260 2éo 360 3éo
Abundance
55
83 '13.60 13.80 14.00 14.20
5000 m/z 83.10 72.56%
29 111
o 139 167 196 223 252 280
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #174179: Cyclotetracosane A BAE B BaE s S
43 83 13.60 13.80 14.00 14.20
m/z 97.10 64.03%
5000
111
ol 1. | J |139 167 196 224 250 279 308 336
m/z--> % 1m 1% 2& 2% 3& 3% Bmwmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031920\

Data File : BF119463.D

Aca On - 20 Mar 2020 3:13

Operator : CG/JU

ﬁ?ggle i L1913-15 MK-031220-2-5-COMP-B4
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .50 2.53 ng 330803 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
3 Octadecane 254 C18H38 000593-45-3 83
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 68
5 Tetradecane 198 C14H30 000629-59-4 64
Abundance Scan 2110 (14.498 min): BF119463.D (-2109) (-) m/z 57.05 100.00%
5000
240 LN DAL AL SN

14.20 14.40 14.60 14.80
m/z 43.00 62.26%

117 15197207 292 378355 397 428

04
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94346: Heptadecane

14.20 14.40 14.60 14.80
m/z 71.00 42.22%

5000

29
141169197 240

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
R A
14.20 14.40 14.60 14.80
5000 85 m/z 85.10 35.71%
113
0 141 183211239267 296
T T T [ T T T T [ T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #105886: Octadecane R R R
14.20 14.40 14.60 14.80
m/z 41.00 26.56%
5000

113141 169 197 905 254

’ T T T I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031920\

Data File : BF119463.D

Aca On - 20 Mar 2020 3:13

Operator : CG/JU

ﬁ?ggle i L1913-15 MK-031220-2-5-COMP-B4
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 6
R.T. EstConc Area Relative to ISTD R.T.
14.82 4.85 ng 274658 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Nonadecane 268 C19H40 000629-92-5 91
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
4 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 89
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 2165 (14.821 min): BF119463.D (-2161) (-) m/z 57.05 100.00%

7

5000

14.60 14.80 15.00 15.20

U3 155 189 225 268 206 323 351373 410 442

0! m/z 71.10 49 .00%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #141425:; Heneicosane
57
5000 85 LA B L L L L L L LB
14.60 14.80 15.00 15.20
29 m/z 43.00 47 .53%
. | |13 141 169 197 225 253 206
A e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57
s e RRmaS R S
85 14.60 14.80 15.00 15.20
5000 m/z 85.10 35.09%
29
o 113 141 169 197 268
T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #100330: 2-Bromo dodecane RS EmmEs o L
57 14.60 14.80 15.00 15.20
m/z 55.00 20.89%
5000 85
29 J 113 169
ol {0 |28
m/z--> 0 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031920\

Data File : BF119463.D

Aca On - 20 Mar 2020 3:13

Operator : CG/JU

ﬁ?ggle i L1913-15 MK-031220-2-5-COMP-B4
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Heptacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.16 9.40 ng 532220 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Tricosane 324 C23H48 000638-67-5 87
3 1-lodoundecane 282 C11H231 004282-44-4 87
4 Dodecane. 2-methvl- 184 C13H28 001560-97-0 80
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 80
Abundance Scan 2223 (15.162 min): BF119463.D (-2220) (-) m/z 57.05 100.00%
57
5000 85
113 282 14:80 15.00 15.20 15.40
155 : : : :
ob b Ll 3, 129184 226 | 286 321 356 394421448 504 1243 05 54.63%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #202662: Heptacosane
57
5000 LR DA UM B UL B
85 14.80 15.00 15.20 15.40
m/z 71.05 51.46%
0 29 113141169197 225253281 323351 380
m'z-> 0 55 100 150 200 250 300 350 400 450 500
Abundance
57
14:80 15.00 15.20 1540
5000 85 m/z 85.10 39.89%
29
. 113141160197 205 253081 2
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #128607: 1-lodoundecane R AR EEEEE T
57 14.80 15.00 15.20 15.40
m/z 55.00 17.38%
5000 85
2 155
0 113 77183211 282
m'z-> 0 50 100 150 200 250 300 350 400 450 500 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031920\

Data File : BF119463.D

Aca On - 20 Mar 2020 3:13

Operator : CG/JU

ﬁ?ggle i L1913-15 MK-031220-2-5-COMP-B4
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.37 7.71 ng 436181 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Pervlene 252 C20H12 000198-55-0 96
3 Benzolalpvrene 252 C20H12 000050-32-8 94
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93
Abundance Scan 2258 (15.368 min): BF119463.D (-2256) (-) m/z 252.10 100.00%
252
5000
125 365 15.00 15.20 15.40 15.60
55 95 224 : . . .
ol ol 159 200224 | 281310334 *I°380413440468 498 | 7o oe0 10 26.780%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #104217: Benzo[e]pyrene
252
5000 LU U BRI SURRRE I
15.00 15.20 15.40 15.60
125 m/z 253.10 22.10%
oL 39 74 99, | 150174200224
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
252
15.00 15.20 15.40 15.60
5000 m/z 125.10 16.37%
126
0 39 74 99 174198224
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #104218: Benzo[a]pyrene L BT o e
252 15.00 15.20 15.40 15.60
m/z 125.95 14 .52%
5000
126
olL_39 74100 | 174200224
m/z--> 50 100 150 200 250 300 350 400 450 500 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF031920\

Data File : BF119463.D

Acq On : 20 Mar 2020 3:13

Operator : CG/JU

3?22'6 i L1913-15 MK-031220-2-5-COMP-B4
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF031820_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]
n-Hexadecanoic acid 11.91 9.0 ng 882488 4 11.38 1956090 20.0
Anthracene, 1-met... 11.99 2.4 ng 230282 4 11.38 1956090 20.0
Octadecanoic acid 12.70 3.3 ng 320294 4 11.38 1956090 20.0
1-Docosene 13.87 9.7 ng 1263680 5 14.03 2611230 20.0
Heptadecane 14.50 2.5 ng 330803 5 14.03 2611230 20.0
Heneicosane 14.82 4.8 ng 274658 6 15.50 1132180 20.0
Heptacosane 15.16 9.4 ng 532220 6 15.50 1132180 20.0
Benzo[e]pyrene 15.37 7.7 ng 436181 6 15.50 1132180 20.0
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