LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010821\
Data File : BF122943.D

Acqg On : 8 Jan 2021 16:28
Operator : JU/CG

Sample : M1le44-19

Misc :

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122943.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.222 17 23 28 rVB 428658 576252 16.09% 1.749%
2 2.328 37 41 50 rvB2 50537 77328 2.16% 0.235%
3 3.416 223 226 236 rBvV 27728 59727 1.67% 0.181%
4 5.134 510 518 524 rVB 286222 322464 9.00% 0.978%
5 5.528 580 585 588 rBV 3311317 3185258 88.92% 9.665%
6 6.528 750 755 758 rBV 3337162 3294514 91.97% 9.997%
7 6.916 817 821 824 rBV 1237041 954235 26.64%  2.895%
8 7.469 911 915 919 rBV 2068056 2006029 56.00% 6.087%
9 8.198 1035 1039 1042 rBV 1586262 1265394 35.32% 3.840%
10 9.275 1218 1222 1225 rBV 4253782 3558450 99.34% 10.797%
11  9.363 1232 1237 1239 rBV3 51768 66999 1.87% 0.203%
12 9.392 1239 1242 1245 rVB 55455 54522 1.52% 0.165%
13  9.663 1285 1288 1293 rBV 217058 203587 5.68% 0.618%
14  9.957 1334 1338 1341 rBV 1781860 1425014 39.78% 4.324%
15 10.745 1467 1472 1475 rBV 2876301 2421800 67.61% 7.349%
16 10.869 1490 1493 1499 rVB5 40361 59795 1.67% 181%

17 11.31@ 1563 1568 1572 rBv4 91655 117074  3.27%
18 11.445 1587 1591 1594 rBV 1606754 1511997 42.21%
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R

19 11.469 1594 1595 1598 rVV 451853 309585 8.64% 939%
20 11.521 1602 1604 1607 rVB 122672 93459 2.61% 284%
21 11.951 1674 1677 1678 rBV 64874 52746 1.47% ©.160%
22 11.974 1678 1681 1685 rVB2 225591 224837 6.28% 0.682%
23 12.063 1693 1696 1698 rBV 97746 106051 2.96% 0.322%
24 12.245 1724 1727 1729 rBV 50758 44243 1.24% ©.134%
25 12.280 1729 1733 1736 rVB2 36774 57982 1.62% ©.176%
26 12.433 1756 1759 1766 rBV 192612 213694 5.97% 0.648%
27 12.498 1767 1770 1773 rVV2 85541 100676 2.81% ©.305%
28 12.539 1774 1777 1782 rVB3 49783 75186 2.10% ©.228%
29 12.663 1795 1798 1801 rBV 757425 602971 16.83%  1.830%
30 12.710 1804 1806 1812 rVB7 37565 47953 1.34% 0.146%
31 12.763 1812 1815 1817 rBV2 50513 52996 1.48% 0.161%

32 12.892 1831 1837 1840 rBV 770171 783161 21.86% 2.376%
33 13.039 1858 1862 1865 rBV 4166160 3582178 100.00% 10.869%

34 13.110 1871 1874 1878 rBV3 47828 74990  2.09% 0.228%
35 13.221 1891 1893 1896 rvB2 89111 76436  2.13% 0.232%
36 13.292 1902 1905 1907 rVB 65719 60012 1.68% 0.182%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010821\
Data File : BF122943.D

Acqg On : 8 Jan 2021 16:28
Operator : JU/CG

Sample : M1le44-19

Misc :

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.327 1907 1911 1914 rBV2 76816 91301 2.55% ©.277%
38 13.939 2012 2015 2023 rVB3 496846 478932 13.37% 1.453%
39 14.098 2036 2042 2044 rBV2 1468398 1618743 45.19%  4.912%
40 14.121 2044 2046 2049 rVB 297122 219028 6.11% 0.665%
41 14.204 2057 2060 2063 rVB 50837 49002 1.37% ©.149%
42 14.574 2121 2123 2126 rBvV2 63317 55837 1.56% 0.169%
43 15.145 2216 2220 2224 rBV 225884 377060 10.53% 1.144%
44 15.457 2269 2273 2279 rVB 169817 214759 6.00% ©.652%
45 15.515 2280 2283 2288 rVB 194369 229317 6.40% ©.696%
46 15.586 2290 2295 2299 rBV = 999648 1193273 33.31% 3.621%
47 16.086 2377 2380 2385 rBV 77836 107760 3.01% ©.327%
48 16.615 2466 2470 2475 rBV 75075 126474 3.53% ©.384%
49 17.080 2545 2549 2559 rVB2 100279 206365 5.76% 0.626%
50 17.239 2572 2576 2586 rVB4 47860 113338 3.16% 0.344%

51 17.533 2622 2626 2634 rVB 80866 155462 4.34% 0.472%

Sum of corrected areas: 32956246
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010821\

BF122943.D
8 Jan 2021 16:28
Ju/CG
. M1e44-19
: 9 Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF122943.D\data.ms

5.528 6.528

7.469

6.916

2.222
.328

5.134
3.416

Time-->

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF122943.D\data.ms

9.275 13.p39

10.745

9.957

8.198 11.445

12.6632.892

0
Time-->

e T T o T
10.00 10.50 11.00 11.50 12.00

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

Time-->

TIC: BF122943.D\data.ms

14.098

15.145 145515

204 14574 16.086 16.615  17.08p239 17.533

T
13.

T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010821\
Data File : BF122943.D

Acqg On : 8 Jan 2021 16:28
Operator : JU/CG

Sample : M1e44-19

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.222 12.08 ng 576252 1,4-Dichlorobenzene-d4 6.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
Abundance  Scan 23 (2.222 min): BF122943.D\data.ms (-17) (-) m/z 73.05 100.00%

73.0
5000
43.1
87.1

| deo | 220 240 260
e e m/z 43.10  35.18%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

o

5000 LA L AL BL L  B B
43.0 2.20 2.40 2.60
‘ 87.0 m/z 87.10 24.73%
O\‘\\\‘\“\\\\“\\\\‘\\\\‘\\\\‘\}\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0 e
2.20 2.40 2.60
5000 41.0 55.0 ITI z 55.05 24 .49%
27.0
0 112.0 129.0
T T T e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- e
73.0 220 240 2.60

m/z 41.05 11.69%

5000 43.0
58.0
20.0 ‘ 87‘.0
L

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 260

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010821\
Data File : BF122943.D

Acqg On : 8 Jan 2021 16:28
Operator : JU/CG

Sample : M1e44-19

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.134 6.76 ng 322464 1,4-Dichlorobenzene-d4 6.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 518 (5.134 min): BF122943.D\data.ms (-510) (-) m/z 43.00 100.00%

43.0
59.1
5000
o 4.805.005.20 5.40
I 83.0 R e .
-t m/z 59.10 54.75%
miz-> 20 40 60 80 100 120 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B L B B
59.0 4.80 5.00 5.20 5.40
m/z 101.00 19.26%
15.0 101.0
‘ T | 83.0 | ‘
O\\\\‘\\\\‘i\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance
59.0
R A RARES
4.80 5.00 5.20 5.40
5000 210 m/z 58.00 17.34%
o 126.0142 o
e N B ammaea o SR
miz--> 20 40 60 80 100 120 140
Abundance #4030: 2,3-Butanedione, monooxime s A
43.0 4.80 5.00 5.20 5.40
m/z 41.10 8.26%
5000
101.0
ol 130 600 840
e R AR
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010821\
Data File : BF122943.D

Acqg On 8 Jan 2021 16:28

Operator Ju/caG

Sample : M1e44-19

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.974 2.97 ng 224837  Phenanthrene-die 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 66
3 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 64
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 62
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 62

Abundance Scan 1681 (11.974 min): BF122943.D\data.ms (-1678) (- m/z 73.00 100.00%
431 73. 192.1
5000
4 T T ‘ T T A\
H ‘ 12.00
YA m/z 43.10  98.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
97.0 1570 155 02130 256.0 m/z 192.10  90.92%
0 RARR “1‘\ \H‘\H \H‘\‘\“H!‘L \wh““\ \‘M T s “\ T \“ T \‘\ T \‘\ T \“ T \“\ T ARE T !“ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192.0
-
12.00
5000 m/z 60.00 89.06%
165.0
027.0 630 96.0  139.0
T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54756: Naphtho[2,3-b]norbornadiene e
192.0 12.00
m/z 57.05 83.02%
5000
165.0
0l.320 630 900 1390 h‘\ h\
‘uu‘wuw‘uu‘uu‘uw‘w‘wuw‘uh‘uw‘w‘} T T T T T T L —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00

8270-BF010721.M Mon Jan 11 04:39:22 2021

Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010821\
Data File : BF122943.D

Acqg On : 8 Jan 2021 16:28
Operator : JU/CG

Sample : M1e44-19

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 2,4,4,6,6,8,8-Heptamethyl-1... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.433 2.83 ng 213694  Phenanthrene-die 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 56
2 2,4,4-Trimethyl-1-pentanol, trif... 226 C1OH17F302 1000365-19-5 38
3 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 37
4 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 25
5 Octane, 2-bromo- 192 C8H17Br 000557-35-7 25
Abundance Scan 1759 (12.433 min): BF122943.D\data.ms (-1756) (- m/z 57.10 100.00%
57.1
o N MJLMJV
1250
851 169.2 206.1 .
o‘H,‘Hw“‘”m,m‘uﬁw_m‘“1“4‘2‘:‘1“Hm_mwu‘m_www m/z 113.05 47.97%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 1]
12.50
113.0 m/z 97.10 43.26%
m/z--> 20 40 60 80 100120 140160180200 220240260
Abundance
57.0
——
12.50
5000 m/z 55.10 25.64%
97.0
29.0
0 127.0 169.0 211.0
T T e I e e T e
m/z--> 20 40 60 80 100120 140160180200 220240260
Abundance #123759: 2,4,4-Trimethyl-1-pentanol, pentafluoropropion 7
57.0 12.50
m/z 83.10 17.83%
5000
97.0
29.
ol 23 0‘“\ ‘m || 14701770 2190 261
e e e e e ——
m/z--> 20 40 60 80 100120140160 180200220 240260 12.50

8270-BF010721.M Mon Jan 11 04:39:23 2021 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010821\
Data File : BF122943.D

Acqg On : 8 Jan 2021 16:28
Operator : JU/CG

Sample : M1e44-19

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 G5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.939 5.92 ng 478932 Chrysene-d12 14.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91
Abundance Scan 2015 (13.939 min): BF122943.D\data.ms (-2012) (- m/z 57.10 100.00%
57.1
97.1
5000 ‘/\LLL
230.1 ——
39.1 14.00
ol LL ‘H‘i ! ‘F Do 2982 4 2808 4/, 8310 95.26%
miz--> 50 100 150 200 250 300
Abundance #127769: 5-Eicosene, (E)-
55.0
5000 97.0 1
14.00
m/z 55.10  90.04%
0 \2\34\L ‘\‘ “‘ ‘\ h\ \“H\‘H“ }“ \%\3?.? T ]\_8\2-\0‘ \22\3\0\ ‘ \2\89.\()‘ T
miz--> 50 100 150 200 250 300
Abundance
83.0
43.0
——
14.00
5000 m/z 43.10 87.71%
125.0
0 167.0 210.0 280.0
— e
miz--> 50 100 150 200 250 300
Abundance #155046: 1-Heneicosanol —
55.0 14.00
97.0 .
m/z 97.10 82.29%
5000
39.0
io0 [ L1111 20 20 2200 se0 i
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010821\
Data File : BF122943.D

Acqg On : 8 Jan 2021 16:28
Operator : JU/CG

Sample : M1e44-19

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.457 3.60 ng 214759 Perylene-di2 15.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Perylene 252 C20H12 000198-55-0 98
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 95
4 Benzo[a]pyrene 252 C20H12 000050-32-8 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
Abundance Scan 2273 (15.457 min): BF122943.D\data.ms (-2269) (- m/z 252.10 100.00%
252.1
5000
e
55.1 12\5'0 174.0212 365.: 15.50
oL 22t ) 1740212 | 9 7 5e.e5  28.75%
miz--> 50 100 150 200 250 300 350
Abundance #104217: Benzo|e]pyrene
252.0
5000 ‘}h T
15.50
m/z 253.10 23.38%
125.0
0390 830 | 2000 |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance
252.0
—5
15.50
5000 m/z 125.00 14 .69%
125.0
olTO 83.0 200.0
T T T e
m/z--> 50 100 150 200 250 300 350
Abundance #104227: Benz[e]acephenanthrylene ——
252.0 15.50
m/z 126.00 12.01%
5000
126.0
0l 390 870 ‘\\ 2000 ||
e P
m/z--> 50 100 150 200 250 300 350 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010821\
Data File : BF122943.D

Acqg On : 8 Jan 2021 16:28
Operator : JU/CG

Sample : M1e44-19

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.615 2.12 ng 126474 Perylene-di2 15.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 78
2 Hexadecane 226 C1l6H34 000544-76-3 72
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 72
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 72
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
Abundance Scan 2470 (16.615 min): BF122943.D\data.ms (-2466) (- m/z 57.10 100.00%
57.1
5000 h\h
9.1 T ]
‘ ‘ ‘ H 141.0 1911 243.0284.1 16.50 17.00
obe bl Ly T SRS m/z 71.10  74.70%
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 —r ——
16.50 17.00
9.0 m/z 43.10 59.04%
ol .|| 141018302250267.0300.0 367
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
—— —
16.50 17.00
5000 m/z 85.10 53.22%
99.0
141.0 1839 226.0
o B
miz--> 50 100 150 200 250 300 350
Abundance #202264: Octadecane, 1-iodo- T —
57.0 16.50 17.00
m/z 55.05 20.89%
2000 ﬁn%MA%“WWVA“NAMwWMMW
9.0
olsO [l || 070 2830 S
m/z--> 50 100 150 200 250 300 350 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010821\
Data File : BF122943.D

Acqg On : 8 Jan 2021 16:28
Operator : JU/CG

Sample : M1le44-19

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010721.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|
Butane, 2-metho... 2.222 12.1 ng 576252 1 6.916 954235 20.0
2-Pentanone, 4-... 5.134 6.8 ng 322464 1 6.916 954235 20.0
n-Hexadecanoic ... 11.974 3.0 ng 224837 4 11.445 1512000 20.0
2,4,4,6,6,8,8-H... 12.433 2.8 ng 213694 4 11.445 1512000 20.0
5-Eicosene, (E)- 13.939 5.9 ng 478932 5 14.098 1618740 20.0
Benzo[e]pyrene 15.457 3.6 ng 214759 6 15.586 1193270 20.0
Hexacosane 16.615 2.1 ng 126474 6 15.586 1193270 20.0
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