LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118344.D

Aca On : 27 Dec 2019 18:11

Operator :© JU

Sample : K6431-03

Misc :

ALS Vial : 12 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-BF122419 .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 5.057 501 505 517 rVB 430069 535253 14.89% 1.356%
2 5.469 571 575 591 rBVY 2839665 2652294 73.76% 6.720%
3 6.487 743 748 758 rBVY 2940278 2856452 79.44% 7.238%
4 6.622 767 771 774 rBVY 3682000 3061078 85.13% 7.756%
5 6.851 806 810 817 rBVY 1059737 870339 24.20% 2.205%
6 7.010 832 837 840 rBVY 2652033 2418380 67.26% 6.128%
7 7.416 902 906 909 rBVY 1983076 1749670 48.66% 4_.433%
8 8.139 1025 1029 1045 rBvV 1224848 1170041 32.54% 2.965%
9 9.216 1207 1212 1215 rBV 4341150 3595798 100.00% 9.111%
10 9.610 1276 1279 1288 rVB 462803 370651 10.31% 0.939%

11 9.898 1324 1328 1332 rBV 1660626 1363431 37.92% 3.455%
12 10.692 1459 1463 1479 rBV 2827598 2502230 69.59% 6.340%
13 11.392 1578 1582 1584 rBV 1652110 1383035 38.46% 3.504%
14 11.416 1584 1586 1591 rVVv 729363 591864 16.46% 1.500%
15 11.469 1591 1595 1598 rVB 96721 93569 2.60% 0.237%

16 11.627 1616 1622 1628 rBV2 58369 94962 2.64% 0.241%
17 11.916 1668 1671 1679 rVB2 476735 514605 14.31% 1.304%
18 12.010 1683 1687 1689 rvv2 135868 145474 4._05% 0.369%

19 12.027 1689 1690 1694 rVB 62554 55343 1.54% 0.140%
20 12.192 1715 1718 1721 rBV 74933 63008 1.75% 0.160%
21 12.222 1721 1723 1729 rVB 99927 97271 2.71% 0.246%
22 12.445 1757 1761 1764 rBV 66682 69531 1.93% 0.176%
23 12.480 1764 1767 1770 rVV3 46331 56535 1.57% 0.143%
24 12.539 1773 1777 1781 rBV2 69555 80187 2.23% 0.203%

25 12.610 1785 1789 1794 rBV 1199215 1068149 29.71% 2.706%

26 12.704 1802 1805 1809 rBV2 116459 127727 3.55% 0.324%

27 12.763 1811 1815 1817 rVB3 38350 48786 1.36% 0.124%
28 12.845 1823 1829 1832 rBV 854892 974074 27.09% 2.468%
29 12.892 1835 1837 1842 rVB2 47397 50868 1.41% 0.129%
30 12.980 1845 1852 1856 rBV 3733604 3512617 97.69% 8.900%
31 13.057 1861 1865 1866 rBV 57689 64108 1.78% 0.162%
32 13.151 1877 1881 1882 rBV3 56817 70697 1.97% 0.179%
33 13.169 1882 1884 1888 rVB 84108 91404 2.54% 0.232%
34 13.239 1893 1896 1898 rVvVv 60868 52338 1.46% 0.133%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118344.D

Aca On : 27 Dec 2019 18:11

Operator :© JU

Sample : K6431-03

Misc :

ALS Vial : 12 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-BF122419.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.274 1898 1902 1909 rVB2 86611 122038 3.39% 0.309%

36 13.398 1921 1923 1926 rBV2 48021 51881 1.44% 0.131%
37 13.551 1943 1949 1951 rBV3 64076 94187 2.62% 0.239%
38 13.686 1969 1972 1976 rVB 95217 82993 2.31% 0.210%
39 13.792 1987 1990 1993 rBV 86575 93579 2.60% 0.237%
40 13.821 1993 1995 1997 rVB 61008 45129 1.26% 0.114%
41 13.845 1997 1999 2000 rBV 56205 45509 1.27% 0.115%

42 13.874 2000 2004 2011 rVB3 468524 672292 18.70% 1.703%
43 14.045 2028 2033 2036 rBV2 1288948 1453443 40.42% 3.683%
44 14.068 2036 2037 2041 rVB 358008 265427 7.38% 0.673%

45 14.198 2056 2059 2061 rBV 88508 89909 2.50% 0.228%
46 14.274 2068 2072 2075 rBV3 33514 49117 1.37% 0.124%
47 14.433 2097 2099 2102 rVB 76622 60240 1.68% 0.153%
48 14.468 2102 2105 2107 rBV 38734 41627 1.16% 0.105%
49 14.504 2108 2111 2118 rVB5 138719 220001 6.12% 0.557%
50 14.810 2161 2163 2167 rVB 95716 82974 2.31% 0.210%

51 15.098 2208 2212 2215 rBV 401113 580410 16.14% 1.471%
52 15.151 2219 2221 2224 rVV 112061 110950 3.09% 0.281%
53 15.410 2261 2265 2270 rVB 221053 291902 8.12% 0.740%
54 15.474 2271 2276 2280 rVB 294181 379679 10.56% 0.962%
55 15.539 2282 2287 2290 rBV 882915 1141087 31.73% 2.891%

56 15.980 2358 2362 2367 rBV 115910 168794 4.69% 0.428%
57 16.039 2367 2372 2381 rVV6 137546 286330 7.96% 0.725%

58 17.039 2536 2542 2548 rBV2 178507 331572 9.22% 0.840%
59 17.498 2615 2620 2629 rVB 122099 253825 7.06% 0.643%

Sum of corrected areas: 39466664
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118344.D

Aca On : 27 Dec 2019 18:11

Operator :© JU

Sample - K6431-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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: BF118344.D

4000000
6.62

3000000 5.47 6.49

7.01

2000000 7.42

6.85
1000000

5.06

1 b LI 1

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 TIC: BF118344.D

4000000 12.08

3000000 10.69

2000000
9.90 11.39

8.14
1000000

9.61

S s
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: BF118344.D

4000000

3000000

2000000

14.04

1000000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118344.D

Aca On : 27 Dec 2019 18:11

Operator :© JU

Sample - K6431-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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.

5.06 12.30 ng 535253 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 505 (5.057 min): BF118344.D (-501) (-) m/z 43.00 100.00%

43
59
5000
101

4.80 5.00 5.20 5.40

51 69 83 ,
0 ...,....,....,....l,'::..,..:!,....,....,.-...,....,....,....,....,....,...., m/z 59.00 62.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
il}
5000 59 LA L L L L L L L L
4.80 5.00 5.20 5.40
m/z 101.00 25.77%
o | 83 o310t
Ot e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime
43
N BERRE mE s
4.80 5.00 5.20 5.40
5000 m/z 58.00 15.06%
101
15 58
|28 L 69 84
Ot T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R L Rmam i o
59 4.80 5.00 5.20 5.40
m/z 40.95 9.40%
5000 41
68
150 . 126 147 A
0.”PH.P”q.”q”.quulnnp.”P”q.”w”.w”.qnnp.”“”., R S e o AN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118344.D

Aca On : 27 Dec 2019 18:11

Operator :© JU

Sample - K6431-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 unknown6.62 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
" 6.62 70.34ng 3061080  1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25

2 Xenon 132 Xe 007440-63-3
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9

5 1,3,4-Thiadiazole-2(3H)-thione, ...

132 C3H4N2S2

2
9
028749-81-7 9
9
9

029490-19-5

m/z 132.00 100.00%

6.20 6.40 6.60 6.80 7.00

m/z--> 20 30 40 50 60 70 80

Abundance Scan 771 (6.622 min): BF118344.D (-767) (-)
5000 o
40 6
047 e || D e7 104 145 |
o} S e M2 .- A P 1S~ - B [ N

90 100 110 120 130 140

m/z 68.10

36 .84%

A
| LI LELIL LN L LI LI LA}

6.20 6.40 6.60 6.80 7.00

m/z--> 20 30 40 50 60 70 80

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 61
97
79 117
|..| osoll Boe ] 108 e
0 R R RREAREEEEES L e Ea s

90 100 110 120 130 140

Abundance #14560: Xenon

5000

66

132

124,

m/z--> 20 30 40 50 60 70 80

v ——— .1 ]| 1 _—

90 100 110 120 130 140

Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132
117
5000
39 91
27 | s’ Tes | el || g5
) NN NNEEN BN M T N . o T A T M-

m/z 134.00 33.17%
SRS ARESE AN SR A
6.20 6.40 6.60 6.80 7.00

m/z 66.00 24.71%

—

6.20 6.40 6.60 6.80 7.00

m/z--> 20 30 40 50 60 70 80

90 100 110 120 130 140

m/z 69.05

6.20 6.40 6.60 6.80 7.00

15.85%
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118344.D

Aca On : 27 Dec 2019 18:11

Operator :© JU

Sample - K6431-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.92 7.44 ng 514605 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Dodecanoic acid 200 C12H2402 000143-07-7 68
Abundance Scan 1672 (11.922 min): BF118344.D (-1668) (-) m/z 73.00 100.00%
73
43 60
5000 129
213
157171185 256 R R SN IR I
143 199 11. 60 11. 80 12. 00 12 20
(o} m/z 59.95 68.61%
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 LR B SN UL B

11.60 11.80 12.00 12.20
m/z 43.05 65.11%

213
‘J‘“ 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 73
_'_l—l_'_l_'_l—l_l_'_'_'—rl_'_l_'—r'_l_'_'—r

43 11.60 11.80 12.00 12.20
5000 129 m/z 41.05 60.35%
29 185 228
‘ T7 01115 143157171 ‘ 199
SR 0 1 vl 7 30
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73 11.60 11.80 12.00 12.20

m/z 55.00 57.06%

5000 129
29
199
143157171185 242
ol 15 | ‘

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\BF122719\
Data File : BF118344.D

Aca On : 27 Dec 2019 18:11

Operator :© JU

Sample - K6431-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.01 2.10 ng 145474 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70
2 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI103S 036155-87-0 50
3 Carbonic acid. ethvl 2-formvl-4.... 262 C10H8CI1204 1000331-34-4 47
4 Methvl diselenide 190 C2H6Se2 007101-31-7 43
5 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 37

Abundance Scan 1687 (12.010 min): BF118344.D (-1683) (-) m/z 190.10 100.00%
190
5000
% 165
63 83 11.60 11.80 12.00 12.20 12.40
o 39 51 110121 139150 176 209 n/77 189.00 96 . 04%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000
o4 11.60 11.80 12.00 12.20 12.40
m/z 192.05 43.95%
oL 27 39 50 63 81 | 110122 137 150 163 178 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53266: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydroxyboryl
190

45 146
11.60 11.80 12.00 12.20 12.40
5000 82 m/z 191.10 37.47%
117
57
69 162
3 T
o WSS L W A RV [NRRES || AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #111816: Carbonic acid, ethyl 2-formyl-4,6-dichlorophenyl ...
190 11.60 11.80 12.00 12.20 12.40
m/z 94.50 19.43%
5000
172
oo 74 97109 13144 46 217
R L L B e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118344.D

Aca On : 27 Dec 2019 18:11

Operator :© JU

Sample - K6431-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 n-Tetracosanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 9.25 ng 672292 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 93
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 1-Heptacosanol 396 C27H560 002004-39-9 93
4 9-Nonadecene 266 C19H38 031035-07-1 91
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 90
Abundance Scan 2003 (13.868 min): BF118344.D (-2000) (-) m/z 43.05 100.00%
0% ,FA,/\,“~M,‘~J\x\_w,,bjk~v‘_
SR AR SUNRILA SR SR
139 229 13.60 13.80 14.00 14.20
o 108,196 | 252 280 m/z 83.05 99.01%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
o7
5000 111 LA L L L L L L
Bmmmmmmm
m/z 57.10 94 _35%
29 139
o L ,197 195 222 250 280 308 336
m/z--> 50 100 150 200 250 360 3%0
Abundance #166292: Behenic alcohol
56 88
'13.60 13.80 14.00 14.20
5000 11 m/z 97.10 90.43%
29
L ” L 415,267 196 224 252 280 308
m/z--> 55 160 150 260 2éo 360 3%0
Abundance #210517: 1-Heptacosanol S an B
57 97 13.60 13.80 14.00 14.20
m/z 55.05 88.12%
5000
125
o 21 | L L1534181 209 236 264 292 320 350 378
m/z--> % 1m 1m 2& 250 3& 3% Bmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118344.D

Aca On : 27 Dec 2019 18:11

Operator :© JU

Sample - K6431-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.41 5.12 ng 291902 Perylene-di12 15.54
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 Benzolklfluoranthene 252 C20H12 000207-08-9 95
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
5 Benzo[a]pyrene 252 C20H12 000050-32-8 94
Abundance Scan 2265 (15.410 min): BF118344.D (-2261) (-) m/z 252.10 100.00%
282
5000
125

15.00 15.20 15.40 15.60 15.80
100 224
50 74 146 174 200 278 300 327 m/z 250.05 27 .32y

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104217: Benzo[e]pyrene
2
5000
15.00 15.20 15.40 15.60 15.80
125 m/z 253.10 19.54%

63 83 99 146 174 200 224

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104214: Perylene
252
15.00 15.20 15.40 15.60 15.80
5000 m/z 125.00 13.78%
125
o 62 83 99 150 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104224: Benzo[K]fluoranthene e
252 15.00 15.20 15.40 15.60 15.80
m/z 251.05 10.56%
5000
126
o 7499 | 200 2?4 J
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.00 15.20 15.40 15.60 15. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118344.D

Aca On : 27 Dec 2019 18:11

Operator :© JU

Sample - K6431-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Heptadecane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.08 2.96 ng 168794  perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Heptadecare 240 C17H36 000629-78-7 91

2 Docosane 310 C22H46 000629-97-0 90
3 Eicosane 282 C20H42 000112-95-8 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Tetracosane 338 C24H50 000646-31-1 83
Abundance Scan 2362 (15.980 min): BF118344.D (-2358) (-) m/z 57.10 100.00%
57
85
5000
13 e 16160 15,60 16,00 1620 |
3 141 169189 210 239 297 341 : : : -
Oty m/z 71.05 75.69%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 [TTrr[rrrr[rrrryrrrr|m
15.60 15.80 16.00 16.20
29 m/z 43.10 64 .49%
R L T
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane
57
s B Ama s S
15.60 15.80 16.00 16.20
5000 85 m/z 85.10 63.65%
. 2000 || M8 141 160 197 225 253 281 310
=71
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane i B o o MMM,
57 15.60 15.80 16.00 16.20
m/z 55.00 24 .03%
85
5000
oL b1 \ | M 169 197 225 53 282
T A T B A ma e e
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118344.D

Aca On : 27 Dec 2019 18:11

Operator :© JU

Sample - K6431-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 1-Heptacosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.04 5.02 ng 286330 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 91
2 1-Eicosene 280 C20H40 003452-07-1 89
3 Z-5-Nonadecene 266 C19H38 1000131-11-8 89
4 8-Heptadecene 238 C17H34 002579-04-6 87
5 1-Nonadecene 266 C19H38 018435-45-5 87
Abundance Scan 2372 (16.039 min): BF118344.D (-2367) (-) m/z 97.10 100.00%
57
5000 L’W/\/\/WU\
157 HREUR DAL SRR BRI B
‘ 182 205224243 15.80 16.00 16.20 16.40
oyl m/z 83.10 95.91%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
g7 9
5000 LR SR UL RN B
125 15,80 16.00 16.20 16.40
m/z 57.05 89 .36%
0 211 e 1,1?3 181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350
Abundance #127766: 1-Eicosene
4
o7 15,80 16.00 16.20 16.40
5000 69 m/z 69.00 79.51%
oL A | J‘ ‘L 4% e 210 252 20
m/z--> 50 100 1%0 200 250 300 350
Abundance #115907: Z-5-Nonadecene b RREmE EE e
55 83 15.80 16.00 16.20 16.40
m/z 43.10 71.50%
5000 11
266
o 1 ” 1‘ ‘t \\1‘?9‘1‘?8189210 238
m/z--> 50 150 200 250 300 350 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF122719\
Data File : BF118344.D

Acq On : 27 Dec 2019 18:11

Operator : JU

Sample - K6431-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419_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... 5.06 12.3 ng 535253 1 6.85 870339 20.0
unknown6 .62 6.62 70.3 ng 3061080 1 6.85 870339 20.0
n-Hexadecanoic acid 11.92 7.4 ng 514605 4 11.39 1383040 20.0
4H-Cyclopenta[def... 12.01 2.1 ng 145474 4 11.39 1383040 20.0
n-Tetracosanol-1 13.87 9.3 ng 672292 5 14.04 1453440 20.0
Benzo[e]pyrene 15.41 5.1 ng 291902 6 15.54 1141090 20.0
Heptadecane 15.98 3.0 ng 168794 6 15.54 1141090 20.0
1-Heptacosanol 16.04 5.0 ng 286330 6 15.54 1141090 20.0
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