LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO060519\
Data File : BF114824.D

Aca On 5 Jun 2019 18:09

Operator : HP/JU

Sample : K3183-11

Misc :

ALS Vial : 3 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-BF060419 .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 5.269 536 541 545 rBVY 5113539 5359712 28.84% 3.908%
2 6.304 712 717 720 rBVY 5263910 5433098 29.24% 3.962%
3 6.440 735 740 743 rBVY 5897171 5843080 31.44% 4.261%
4 6.669 775 779 782 rBVY 2146897 1723032 9.27% 1.256%
5 6.828 801 806 809 rBY 5017874 4585078 24.67% 3.343%
6 7.228 869 874 877 rBVY 4119316 3605468 19.40% 2.629%
7 7.951 993 997 999 rBVY 2586488 2320743 12.49% 1.692%
8 9.028 1175 1180 1183 rBV 7144602 6546462 35.23% 4_.774%
9 9.416 1243 1246 1249 rBV 1406920 1090836 5.87% 0.795%
10 9.557 1266 1270 1274 rBV 220907 219130 1.18% 0.160%

11 9.698 1289 1294 1297 rBV 3093164 2796153 15.05% 2.039%
12 9.898 1325 1328 1330 rBvV 245757 234414 1.26% 0.171%
13 9.975 1337 1341 1344 rBvV 258662 353079 1.90% 0.257%
14 10.239 1383 1386 1389 rVB 394529 311653 1.68% 0.227%
15 10.480 1422 1427 1430 rBV 5105258 4659835 25.07% 3.398%

16 10.786 1474 1479 1481 rBV3 139720 190385 1.02% 0.139%
17 11.169 1541 1544 1546 rBV 3177889 2917567 15.70% 2.127%
18 11.192 1546 1548 1552 rVB 2651224 2105189 11.33% 1.535%
19 11.245 1554 1557 1560 rVB 602170 491352 2.64% 0.358%
20 11.280 1560 1563 1567 rBV3 129287 214541 1.15% 0.156%

21 11.675 1626 1630 1632 rBV 625687 754447 4._.06% 0.550%
22 11.745 1632 1642 1646 rVV2 6909974 14225327 76.55% 10.373%
23 11.780 1646 1648 1650 rVV 1100452 1080105 5.81% 0.788%
24 11.804 1650 1652 1657 rVB 533598 472429 2.54% 0.344%
25 11.969 1677 1680 1681 rBV 323910 288113 1.55% 0.210%

26 11.986 1681 1683 1686 rVB2 269653 230415 1.24% 0.168%
27 12.122 1703 1706 1708 rBV 214578 243576 1.31% 0.178%
28 12.227 1721 1724 1727 rBV 362569 388325 2.09% 0.283%
29 12.392 1746 1752 1755 rBV 3947651 3737060 20.11% 2.725%
30 12.427 1756 1758 1762 rVV2 1171334 1642890 8.84% 1.198%

31 12.527 1766 1775 1783 rVV 8777534 18583973 100.00% 13.551%
32 12.604 1783 1788 1791 rVB 3218115 3195227 17.19% 2.330%
33 12.757 1810 1814 1817 rBV 7219929 6695510 36.03% 4.882%
34 12.933 1841 1844 1847 rVB 654109 620682 3.34% 0.453%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO060519\
Data File : BF114824.D

Aca On 5 Jun 2019 18:09

Operator : HP/JU

Sample : K3183-11

Misc :

ALS Vial : 3 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\HPCHEM1\BNA F\METHODS\8270-BF060419.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.998 1852 1855 1858 rVB2 620035 513333 2.76% 0.374%

36 13.033 1858 1861 1864 rBV 485862 417574 2.25% 0.304%
37 13.127 1874 1877 1879 rBV 300584 325235 1.75% 0.237%
38 13.157 1879 1882 1883 rBV 420704 377121 2.03% 0.275%
39 13.539 1945 1947 1951 rBV2 200017 234246 1.26% 0.171%
40 13.657 1964 1967 1974 rVB 2840936 3011602 16.21% 2.196%

41 13.792 1985 1990 1993 rBV2 3383692 4271131 22.98% 3.114%
42 13.816 1993 1994 2001 rVB 1503715 1258926 6.77% 0.918%
43 13.986 2019 2023 2025 rBV2 529470 627539 3.38% 0.458%
44 14.010 2025 2027 2032 rVB3 710724 596980 3.21% 0.435%
45 14.210 2059 2061 2065 rBV2 242805 234586 1.26% 0.171%

46 14.292 2072 2075 2079 rBV 4191149 3888099 20.92% 2.835%
47 14.586 2122 2125 2127 rBV 1424847 1418723 7.63% 1.035%
48 14.610 2127 2129 2134 rVB 1629008 1408234 7.58% 1.027%
49 14.792 2157 2160 2168 rVB 1136004 2043506 11.00% 1.490%
50 14.892 2174 2177 2187 rVB 1975228 2469786 13.29% 1.801%

51 15.068 2204 2207 2212 rVB 708399 810544 4._36% 0.591%
52 15.121 2212 2216 2221 rVV 1124540 1295514 6.97% 0.945%
53 15.180 2222 2226 2229 rVV 2088696 2411574 12.98% 1.758%
54 15.239 2232 2236 2246 rVB 1604992 2255013 12.13% 1.644%
55 15.633 2299 2303 2307 rBV 1086169 1517633 8.17% 1.107%

56 16.086 2376 2380 2386 rVB 592748 955398 5.14% 0.697%
57 17.033 2537 2541 2553 rVB3 741982 1638015 8.81% 1.194%

Sum of corrected areas: 137139198
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060519\
Data File : BF114824.D

Aca On : 5 Jun 2019 18:09

Operator : HP/JU

Sample : K3183-11

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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: BF114824.D
1e+07

8000000

6.44
5.27 6.30

6000000
6.83

7.23
4000000

6.67
2000000

e e T e e T e e L L

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: BF114824.D
1e+07 12,53

8000000 11.75
9.03

6000000

10.48 12.34

12.60
4000000

7.95

2000000

O e e e e e e e 11—

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: BF114824.D
1e+07

8000000

6000000 14.29

4000000 14.89 15.18

2000000

7

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060519\
Data File : BF114824.D

Aca On : 5 Jun 2019 18:09

Operator : HP/JU

Sample : K3183-11

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 unknown6.44 Concentration Rank 3

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

6.44 67.82 ng 5843080 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 37
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 16
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 740 (6.440 min): BF114824.D (-735) (-) m/z 131.95 100.00%
5000
68
0 % J 65 640 680 om0
54 - - - -
| {7 87 | sus ) m/z 67.95 35.51%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 n
5000 USRI A RN
6.20 6.40 6.60 6.80
31 51 78 ‘ m/z 134.00  34.74%
'J'%I!J!'I'!"I""I""I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
620 640 6.60 6.80
5000 m/z 65.95 22 77%
69
9 ‘ 89 103
...m”.‘}.‘&.“.‘l‘.l.‘Fﬁ..‘..‘l‘l‘.:!'l.sl.. e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R  EREREE R eEEs e
57 132 6.20 6.40 6.60 6.80
24 m/z 96.00 14 _.27%
5000 og 0
SN | SRR 8 rﬂQ7ILLII A 188 ,.1?? . SN |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060519\
Data File : BF114824.D

Aca On : 5 Jun 2019 18:09

Operator : HP/JU

Sample : K3183-11

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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, 2-methyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
11.67 5.17 ng 754447 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 94
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 92
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 92
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 89
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 89

Abundance Scan 1629 (11.669 min): BF114824.D (-1626) (-) m/z 191.95 100.00%
192
5000
a5 73 9 165 | 11.40 1160 11.80 12.00
115129 150 213 241260 284 | 1.777197.00  60.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54735: Anthracene, 2-methyl-
192
5000 L I IR B |4""
11.40 11.60 11.80 12.00
m/z 189.00 33.04%
83 165
15 39 63 g 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54752: Phenanthrene, 1-methyl-
192
11.40 11.60 11.80 12.00
5000 m/z 190.00 16.63%
95 165
39 6347 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54749: Phenanthrene, 2-methyl-
11.40 11.60 11.80 12.00
m/z 193.00 14 .83%
5000
39 6377 9 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 1f80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060519\
Data File : BF114824.D

Aca On : 5 Jun 2019 18:09

Operator : HP/JU

Sample : K3183-11

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 1
R.T. EstConc Area Relative to ISTD R.T.
11.75 97.52 ng 14225300 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 94
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Octadecanoic acid 284 C18H3602 000057-11-4 87

Abundance Scan 1643 (11.751 min): BF114824.D (-1632) (-) m/z 73.00 100.00%

3

I I

129

5000

157171185

11.40 11.60 11.80 12.00
m/z 60.00 79.42%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 0
5000 129 LI L L L L B L B

11.40 11.60 11.80 12.00
m/z 43.00 71.09%

213
143157171185199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

E

Abundance #84453: Tetradecanoic acid
73
43 AT
5 11.40 11.60 11.80 12.00
5000 129 m/z 57.00 63.98%
29 185 228
115
1 143157171 ‘
w‘ ﬁ  TRTI Mvall I<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid R e B BAREE
73 11.40 11.60 11.80 12.00
43 m/z 55.00 56.43%

5000| 129
171
143157 ‘ 185 ZT4

..T e 1 | |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11. 60 11. 80 12. 00

%
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060519\
Data File : BF114824.D

Aca On : 5 Jun 2019 18:09

Operator : HP/JU

Sample : K3183-11

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 14

R.T. EstConc Area Relative to ISTD R.T.
11.78 7.40 ng 1080110 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 76
2 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI03S 036155-87-0 50
3 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 50
4 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 38
5 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 38

Abundance Scan 1648 (11.780 min): BF114824.D (-1646) (-) m/z 190.00 100.00%
160
5000
94
165 11.40 11.60 11.80 12.00

38 50 63 81 111 134 150 177 210224 245258

(o} S RREN TR m/z 189.00 98.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190

5000
11.40 11.60 11.80 12.00

m/z 192_00 49_.33%

39 51 63 81 110123 137150163 178

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #53266: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydroxyboryl
190

45

146 DN RN LR SO R
11.40 11.60 11.80 12.00
m/z 191.05 41.58%

5000

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

Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189 11.40 11.60 11.80 12.00
m/z 94.60 27 .48%
5000
94
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\BF060519\
Data File : BF114824.D

Aca On : 5 Jun 2019 18:09

Operator : HP/JU

Sample : K3183-11

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Anthracene, 9-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.80 3.24 ng 472429 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-methvl- 192 C15H12 000779-02-2 91
2 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 90
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 90
4 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 90
5 Propyne, 1,3-diphenyl- 192 C15H12 004980-70-5 87
Abundance Scan 1651 (11.798 min): BF114824.D (-1650) (-) m/z 192.00 100.00%
192
5000
% 165 11:40 11.60 11.80 12.00 12.20
63 82 115 150 : : : : :
e e 28 2 209223 243 261 1 T77191.00 52.11%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54738: Anthracene, 9-methyl-
192
5000

11.40 11.60 11.80 12.00 12.20
m/z 165.00 17.11%

39 63 819 115 139152165178

m/z--> 20 40 60
Abundance

80 100 120 140 160 180 200 220 240 260
#54763: 1H-Cyclopropa[llphenanthrene, 1a,9b-dihydro-
192

11.40 11.60 11.80 12.00 12.20
5000 m/z  96.00 6.78%

165
39 63 839% 115 139150 | 178 |
B R R
20 40 60 80 100 120 140 160 180 200 220 240 260

m/z-->
Abundance #54749: Phenanthrene, 2-methyl- L o
192 11. 40 11. 60 11. 80 12. 00 12 20
m/z 95.00 5.41%

5000
165
26 39 63 82 % 115 139152 | 178 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11.80 12. 00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060519\
Data File : BF114824.D

Aca On : 5 Jun 2019 18:09

Operator : HP/JU

Sample : K3183-11

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.53 87.02 ng 18584000 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
Abundance Scan 1775 (12.527 min): BF114824.D (-1766) (-) m/z 73.00 100.00%
43 7B
5000 //L
EEEEE e [
12.20 12.40 12.60 12.80
0 300 827 m/z 43.00 83.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid
43 7B
5000 129 SRR AR AR
nmnmnmnm
m/z 60.00 78.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid
43 | 7B
12:20 12.40 12.60 12.80
5000 129 m/z 57.00 71.70%
il
...,....H. e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84453: Tetradecanoic acid e AR R Eamna e e
78 12.20 12.40 12.60 12.80
43 m/z 55.00 65.06%
5000 129
‘ 185 228
2
W i.“...h,x..iﬁ. L = | I e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060519\
Data File : BF114824.D

Aca On : 5 Jun 2019 18:09

Operator : HP/JU

Sample : K3183-11

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 11H-Benzo[a]fluorene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.93 2.91 ng 620682 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolalfluorene 216 C17H12 000238-84-6 91
2 11H-Benzolblfluorene 216 C17H12 000243-17-4 90
3 7H-Benzolclfluorene 216 C17H12 000205-12-9 87
4 Pvrene. l-methvl- 216 C17H12 002381-21-7 80
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 64
Abundance Scan 1843 (12.927 min): BF114824.D (-1841) (-) m/z 216.00 100.00%
216
5000
108

12.60 12.80 13.00 13.20

51 67 163 187
87 123138 238 257 284 302 319 m/z 215.10 83.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74421: 11H-Benzo[a]fluorene
216
5000
108 12.60 12.80 13.00 13.20
m/z 107.70 30.50%
63 93| 137 163 189
RN R o o e L o N R N e R RR R RARRA LY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74418: 11H-Benzo[b]fluorene
216
IIIIIIIIIIIIIIIIIIIIIIII
12.60 12.80 13.00 13.20
5000 m/z 106.70 23.02%

107
39 63 81 122139 163 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #74417: TH-Benzol[c]fluorene R e REamE A
216 12.60 12.80 13.00 13.20
m/z 94.50 22.74%
5000
108
&2 | | 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 60 12. 80 13. OO 13. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060519\
Data File : BF114824.D

Aca On : 5 Jun 2019 18:09

Operator : HP/JU

Sample : K3183-11

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 1-Heneicosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.66 14.10 ng 3011600 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 1968 (13.663 min): BF114824.D (-1964) (-) m/z 83.05 100.00%
57 83
. $
U AR NN SUNRN S
13.40 13.60 13.80 14.00
oL 3 168 196218 258280 308 342 371 403 m/z 97.10 94.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55 83
5000 111 N L B S AU
anmnmmm
29 m/z 57.05 93.93%
139
e | || 4 e 196 _ 238 266 294
m/z--> éo 160 1%0 200 2éo 360 3éo 460
Abundance #175127: Trifluoroacetoxy hexadecane
57
97 U ISR BN SUNUR B
13.40 13.60 13.80 14.00
5000 m/z 55.00 87.84Y%
29 125
REERER L 154 196 224 269 330
m/z--> éo 100 1%0 260 250 300 350 460
Abundance #115906: 1-Nonadecene e  RRRaE Bam s
43 97 13.40 13.60 13.80 14.00
69 m/z 43.00 84.56%
5000
125
15, \ J‘J ‘ “ (154 182 210 238 266
m/z--> 5'0 100 1&1;0 2(')0 250 3(')0 3éo 4(')0 13. 40 13 60 13. 80 14. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060519\
Data File : BF114824.D

Aca On : 5 Jun 2019 18:09

Operator : HP/JU

Sample : K3183-11

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 18
R.T. EstConc Area Relative to ISTD R.T.
13.99 2.94 ng 627539 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 93
2 Nonadecane 268 C19H40 000629-92-5 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2024 (13.992 min): BF114824.D (-2019) (-) m/z 57.00 100.00%
57
85
5000
LNV SRR S B
113 141 174 217 256 13.60 13.80 14.00 14.20 14.40
oL, |, ] J||, Ll S 220, 296 824 367 MO 447 | hyz71.10  78.36%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane
57
5000 85 AR BRI DR B
Bmmmmmmmmm
29 m/z 43.00 63.28%
) | 12 141 169 197 225 253 281 309 337 365 394
m/z--> éo 160 1éo 260 2éo 360 3éo 460 4éo
Abundance #117638: Nonadecane
57
13.60 13.80 14.00 14.20 14.40
5000 85 m/z 85.05 58.18%
29
UL 8141 160 107 225 268
il aasv-aasvrang: ~anp ranp~noageaas aasr-d NI W W OV
Abundance #185535: Heptadecane, 9-octyl- R B
57 13.60 13.80 14.00 14.20 14.40
m/z 55.00 27 .46%
5000 85
‘ [M2 141 169 197 239 67 294 303 352 NS
m/z--> Io 1(')0 1&'30 2(')0 25'30 3(')0 3&'30 4(')0 4&'30 13 60 13. 80 14. oo 14 20 14. 40

8270-BF060419.M Thu Jun 06 16:45:47 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060519\
Data File : BF114824.D

Aca On : 5 Jun 2019 18:09

Operator : HP/JU

Sample : K3183-11

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 11 Hexacosyl acetate Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.01 2.80 ng 596980 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosvl acetate 424 C28H5602 000822-32-2 70
2 9-Nonadecene 266 C19H38 031035-07-1 53
3 Acetic acid n-octadecvl ester 312 C20H4002 000822-23-1 49
4 1-Pentadecanol acetate 270 C17H3402 000629-58-3 47
5 10-Heneicosene (c,t) 294 C21H42 095008-11-0 45

Abundance Scan 2027 (14.010 min): BF114824.D (-2025) (-) m/z 43.00 100.00%

43 83

217

5000

.

13.60 13.80 14.00 14.20 14.40
m/z 83.00 84.98%

o ] 246 280 309 352 379 415 447
e

m/z—-> 0 50 100 150 200 250 300 350 400 450
Abundance #220447: Hexacosyl acetate

97

-

13.60 13.80 14.00 14.20 14.40
125 m/z 97.05  75.90%

153 181 209 236 264 292 336 364 409
miz-> 0 50 100 150 200 250 300 350 400 450

5000

i

Abundance #115903: 9-Nonadecene
83 R LA B
13.60 13.80 14.00 14.20 14.40
5000 g m/z 217.00 75.72%
111
266
..t.,.J. M fPer e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #154928: Acetic acid n-octadecy! ester AR RS
43 13.60 13.80 14.00 14.20 14.40
m/z 55.00 69.04%
5000 60 7 JLA-L
% L L 153 182 224 2?2 297

m/z--> 0 50 100 150 200 250 300 350 400 450 13. 60 13. 80 14. 00 14. 20 14. 40

8270-BF060419.M Thu Jun 06 16:45:47 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060519\
Data File : BF114824.D

Aca On : 5 Jun 2019 18:09

Operator : HP/JU

Sample : K3183-11

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 12 Ethanol, 2-(tetradecyloxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.29 18.21 ng 3888100 Chrysene-di12 13.79

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91

2 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91

3 Eicosvl pentafluoropropionate 444 C23H41F502 1000351-80-8 90
4 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 90

5 Eicosyl heptafluorobutyrate 494 C24H41F702 1000351-83-5 90
Abundance Scan 2075 (14.292 min): BF114824.D (-2072) (-) m/z 57.00 100.00%

57
97
5000
2 1400 14.20 14.40 14.60
53 : : : :
oh AL A f23182210 244 280308336364391 428 481514548 | 75 43 00  77.00%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57
5000 LN RSN B I B

14.00 14.20 14.40 14.60
m/z 83.00 72.32%

29

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

:

Abundance #222139: Nonadecy! pentafluoropropionate
57 97
S B L S S
14.00 14.20 14.40 14.60
5000 m/z 97.05 67.09%
25
29 53
1] |} [153182210238266 311 412
e A e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 A
Abundance #225763: Eicosy pentafluoropropionate Bl AL
57 14.00 14.20 14.40 14.60
97 m/z 55.00 65.93%
5000
25 I
290 11 l 153182210 252280 325 426 _“__1A~,_*_~J
N N W - i A AR mE e S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.20 14.40 14.60

8270-BF060419.M Thu Jun 06 16:45:48 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060519\
Data File : BF114824.D

Aca On : 5 Jun 2019 18:09

Operator : HP/JU

Sample : K3183-11

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 13 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .59 11.77 ng 1418720 Perylene-d12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Heneicosane 296 C21H44 000629-94-7 97
3 Nonadecane 268 C19H40 000629-92-5 93
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
Abundance Scan 2126 (14.592 min): BF114824.D (-2122) (-) m/z 57.00 100.00%
57
85
5000

14.20 14.40 14.60 14.80 15.00

13141169 256
| [ 1972257 309337368 410 459 510 546

(SIS W 5 8 A O bl SRS AL ST LS T M S S M) m/z 71.10 78.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129490: Eicosane
5|7
85
5000 LA L L L L L L L L LB

14.20 14.40 14.60 14.80 15.00
m/z 43.00 61.74%

13
29
o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane

14 20 14. 40 14 60 14. 80 15.00

85

5000 m/z 85.10 61.67%
141169197225253 296
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117638: Nonadecane R o I ——
1420 1440 1460 14.80 15.00
m/z 55.00 26.34%
5000 85

13141169197205 268 —~—~Jk-~/\—fﬂ—--*—ﬁ\"-m

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14 20 14. 40 14 60 14. 80 15. 00

8270-BF060419.M Thu Jun 06 16:45:48 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060519\
Data File : BF114824.D

Aca On : 5 Jun 2019 18:09

Operator : HP/JU

Sample : K3183-11

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 14 1-Docosanol, acetate Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.61 11.68 ng 1408230 Perylene-d12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosanol. acetate 368 C24H4802 000822-26-4 94
2 Tricosvl acetate 382 C25H5002 1000351-77-8 91
3 Tetracosvl acetate 396 C26H5202 1000351-78-1 91
4 Eicosyl acetate 340 C22H4402 1000351-77-9 91
5 Heneicosyl acetate 354 C23H4602 1000351-77-3 90
Abundance Scan 2129 (14.610 min): BF114824.D (-2127) (-) m/z 43.00 100.00%
43 97
" 14.20 14140 14.60 14.80 15.00
53 : : : : :
obrrrd M 181 222 270 308 361 394423 468 522 n/z 97.10 85 . 89%
m/z--> 100 150 200 250 300 350 400 450 500 550

Abundance #195786: 1-Docosanol, acetate

o
iy
o
w5

5000 LB I e
14. 20 14. 40 14 60 14. 80 15. OO

m/z 83.10 80.97%

15) ‘] }53181209236 280308 353

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #203667: Tricosyl acetate

43

1

97 14.20 14.40 14.60 14.80 15.00
5000 m/z 69.00 60.96%

25
m | 153181210238266294322 367

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

13

Abundance #210489: Tetracosy! acetate T
43 14.20 14.40 14.60 14.80 15.00
97 m/z 55.00 59.97%
5000
25
15, | {] l }53181209236264 308336 381

m/z--> 0 50

100 150 200 250 300 350 400 450 500 550

14. 20 14. 40 14 60 14. 80 15. OO

8270-BF060419.M Thu Jun 06 16:45:49 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060519\
Data File : BF114824.D

Aca On : 5 Jun 2019 18:09

Operator : HP/JU

Sample : K3183-11

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 15 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.89 20.48 ng 2469790 Perylene-d12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Octacosane 394 C28H58 000630-02-4 86
3 Hexacosane 366 C26H54 000630-01-3 81
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 80
5 Tetracosane 338 C24H50 000646-31-1 74

Abundance Scan 2177 (14.892 min): BF114824.D (-2174) (-) m/z 57.00 100.00%

5000

14.60 14.80 15.00 15.20
m/z 71.10 77.27%

o 141169196224 | 281309 362 398 431 467 500 543

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane

5000 R o e T
14.60 14.80 15. 00 15 20

m/z 43.00 59.64%

141169197225253 296

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209565: Octacosane

14.60 14.80 15.00 15.20
5000 85 m/z 85.10 56.01%

13
fJJlfl}§9197225253281309337365394

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane R m e o e
57 14.60 14.80 15.00 15.20

m/z 252.10 30.39%

5000 85

29 13
{3 141169197225253 295323 367

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.60 14.80 15.00 15.20

8270-BF060419.M Thu Jun 06 16:45:49 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060519\
Data File : BF114824.D

Aca On : 5 Jun 2019 18:09

Operator : HP/JU

Sample : K3183-11

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 16 Benzo[e]pyrene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.07 6.72 ng 810544 Perylene-d12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolalpvrene 252 C20H12 000050-32-8 98
3 Pervlene 252 C20H12 000198-55-0 95
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 94
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
Abundance Scan 2207 (15.068 min): BF114824.D (-2204) (-) m/z 252.10 100.00%
242
5000
36 63 gglis 162 198224 294 329 365 408436 470497526 14.80 15,00 15.20 1540
B e e = R R A A m/z 250.05 29.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104217: Benzo[e]pyrene
242
5000
14.80 15.00 15.20 15.40
125 m/z 253.10 24 .80%
63 99, ] 158 198224
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104218: Benzo[a]pyrene
252
14,80 15.00 15.20 15.40
5000 m/z 125.00 14.14%
126
63 100 | 163 198224
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104216: Perylene R EEEEE RS
252 14.80 15.00 15.20 15.40
m/z 126.00 12.31%
5000
126
43 73100 | 169198224
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.80 15.00 15.20 15.40

8270-BF060419.M Thu Jun 06 16:45:50 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060519\
Data File : BF114824.D

Aca On : 5 Jun 2019 18:09

Operator : HP/JU

Sample : K3183-11

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 18 Heptadecane, 9-octyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.63 12.59 ng 1517630 Perylene-d12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 97
2 Hexadecane. 1-iodo- 352 C16H33l1 000544-77-4 95
3 Hexadecane. 3-methvl- 240 C17H36 006418-43-5 94
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 2302 (15.627 min): BF114824.D (-2299) (-) m/z 57.00 100.00%
g7
85
5000 \/L\__‘/u
LU LN SO SN B
41169 15.40 15.60 15.80 16.00
obrk b \!1“1 Lo i97225253280309336365 408435 477 513540 | sz 71.05  76.88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
g7
5000 85 LRI BRI SULRUL UL B
1540 15.60 15.80 16.00
m/z 43.00 56.79%
J1}i1§{169197 239,67294323352
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #184946: Hexadecane, 1-iodo-
g7
a5 ' 15.40 15.60 15.80 16.00
5000 m/z 85.10 55.22%
225
113
DU Mh60106 | 352
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #94351: Hexadecane, 3-methyl- e L M
57 15.40 15.60 15.80 16.00
m/z 55.00 21.55%
5000
85
jJ113141 183211240
m/z--> 50 100 150 200 250 300 350 400 450 500 550 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060519\
Data File : BF114824.D

Aca On : 5 Jun 2019 18:09

Operator : HP/JU

Sample : K3183-11

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 20 _.gamma.-Sitosterol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.03 13.58 ng 1638020 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 98
2 _beta.-Sitosterol 414 C29H500 000083-46-5 91
3 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35BrO 055103-80-5 41
4 Erqost-7-en-3-ol. (3.beta.)- 400 C28H480 026047-31-4 12
5 1-Oxaspiro[4.4]nonane-4-carboxam... 273 C16H19NO3 1000319-97-0 11
Abundance Scan 2540 (17.027 min): BF114824.D (-2537) (-) m/z 43.00 100.00%
a3
107 145
5000 69
s B4 1680 17.00 17.20 17.40
Ok 123087514542 | 77 B55.00  75.08%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #217434: .gamma.-Sitosterol
a3
5000 R B SO SN B
16.80 17.00 17.20 17.40
m/z 145.05 64.01%
e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #217432: .beta.-Sitosterol
43
1680 17.00 17.20 17.40
5000 m/z 107.00 61.31%
107
T Mo0rs 22 255 300 i
73
~ I“.H.‘ 330 381
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #209356: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.)-  Rm e R
41 107 394 16.80 17.00 17.20 17.40
; 145 283 m/z 81.00 59.47%
5000
mz-> 50 100 150 200 250 300 350 400 450 500 '~ 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF060519\
Data File : BF114824.D

Acq On 5 Jun 2019 18:09

Operator : HP/JU

Sample - K3183-11

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060419_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 .44 6.44 67.8 ng 5843080 1 6.67 1723030 20.0
Anthracene, 2-met... 11.67 5.2 ng 754447 4 11.17 2917570 20.0
n-Hexadecanoic acid 11.75 97.5 ng 14225300 4 11.17 2917570 20.0
4H-Cyclopenta[def... 11.78 7.4 ng 1080110 4 11.17 2917570 20.0
Anthracene, 9-met... 11.80 3.2 ng 472429 4 11.17 2917570 20.0
Octadecanoic acid 12.53 87.0 ng 18584000 5 13.79 4271130 20.0
11H-Benzo[a]fluorene 12.93 2.9 ng 620682 5 13.79 4271130 20.0
1-Heneicosanol 13.66 14.1 ng 3011600 5 13.79 4271130 20.0
Octacosane 13.99 2.9 ng 627539 5 13.79 4271130 20.0
Hexacosyl acetate 14.01 2.8 ng 596980 5 13.79 4271130 20.0
Ethanol, 2-(tetra... 14.29 18.2 ng 3888100 5 13.79 4271130 20.0
Eicosane 14.59 11.8 ng 1418720 6 15.18 2411570 20.0
1-Docosanol, acetate 14.61 11.7 ng 1408230 6 15.18 2411570 20.0
Heneicosane 14.89 20.5 ng 2469790 6 15.18 2411570 20.0
Benzo[e]pyrene 15.07 6.7 ng 810544 6 15.18 2411570 20.0
Heptadecane, 9-oc... 15.63 12.6 ng 1517630 6 15.18 2411570 20.0
-gamma.-Sitosterol 17.03 13.6 ng 1638020 6 15.18 2411570 20.0
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