LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117511.D

Aca On : 24 Oct 2019 15:46

Operator :© JU

Sample : K5498-11

Misc :

ALS Vial : 5 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-BF101819.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 5.357 552 556 576 rBV 529445 691402 87.91% 8.377%
2 5.563 589 591 599 rBV2 7334 10644 1.35% 0.129%
3 6.381 727 730 748 rBV 727773 765527 97 .34% 9.275%
4 6.504 748 751 758 rVvV 832069 786461 100.00% 9.528%
5 6.569 758 762 767 rVV 27640 36376 4.63% 0.441%
6 6.610 767 769 781 rVB2 9404 13653 1.74% 0.165%
7 6.734 787 790 801 rBV 258282 249843 31.77% 3.027%
8 6.886 813 816 830 rBV 605628 527374 67 .06% 6.389%
9 6.998 832 835 846 rVB2 13566 18849 2.40% 0.228%
10 7.298 883 886 893 rBV 422597 428228 54.45% 5.188%
11 7.392 900 902 913 rVB3 4653 9286 1.18% 0.113%
12 7.592 933 936 942 rVB 21770 23184 2.95% 0.281%
13 7.769 962 966 969 rBV 6750 8800 1.12% 0.107%
14 7.816 969 974 984 rVB 14319 20698 2.63% 0.251%
15 8.010 1004 1007 1026 rBV 313274 320218 40.72% 3.880%
16 8.233 1042 1045 1050 rBV 23651 23141 2.94% 0.280%
17 8.286 1052 1054 1063 rVB 26422 27655 3.52% 0.335%
18 8.716 1124 1127 1136 rBB3 14011 16328 2.08% 0.198%
19 9.086 1186 1190 1202 rBV 661970 601571 76.49% 7.288%
20 9.239 1210 1216 1221 rVB2 6229 8436 1.07% 0.102%
21 9.480 1254 1257 1263 rBV 72599 62527 7.95% 0.758%
22 9.763 1302 1305 1309 rBV 412387 333097 42.35% 4.036%
23 9.798 1309 1311 1318 rVB3 12395 13076 1.66% 0.158%
24 10.316 1394 1399 1405 rVB2 6952 10173 1.29% 0.123%

25 10.557 1436 1440 1448 rBV 339472 374759 47 .65% 4._.540%

26 11.245 1554 1557 1560 rBV 268250 273732 34.81% 3.316%

27 11.274 1560 1562 1567 rVV 81439 76859 9.77% 0.931%
28 11.327 1567 1571 1574 rVB 13758 16190 2.06% 0.196%
29 11.645 1619 1625 1630 rBv4 4750 8202 1.04% 0.099%
30 11.751 1640 1643 1645 rBV2 15876 15300 1.95% 0.185%
31 11.774 1645 1647 1654 rVB3 56841 64916 8.25% 0.786%
32 11.863 1660 1662 1665 rBV2 17717 18225 2.32% 0.221%
33 12.010 1682 1687 1689 rBV3 5839 8096 1.03% 0.098%

34 12.463 1761 1764 1769 rBV 136449 123434 15.69% 1.495%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117511.D

Aca On : 24 Oct 2019 15:46

Operator :© JU

Sample : K5498-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.557 1778 1780 1783 rBV2 17349 18279 2.32% 0.221%

36 12.692 1798 1803 1809 rBV 116505 123994 15.77% 1.502%
37 12.827 1823 1826 1831 rBV 467658 396504 50.42% 4._.804%

38 13.021 1852 1859 1863 rBV 20630 33433 4.25% 0.405%
39 13.086 1868 1870 1874 rVV 13529 15278 1.94% 0.185%
40 13.127 1874 1877 1884 rVB4 12358 19201 2.44% 0.233%
41 13.251 1896 1898 1903 rVB6 9683 9749 1.24% 0.118%
42 13.298 1903 1906 1911 rVB5 5698 7910 1.01% 0.096%
43 13.727 1977 1979 1988 rVB5 31175 53039 6.74% 0.643%
44 13.862 1999 2002 2003 rBV 32131 29247 3.72% 0.354%
45 13.892 2003 2007 2010 rvv2 322254 364370 46.33% 4.414%
46 13.915 2010 2011 2017 rVvB 70538 58105 7.39% 0.704%
47 13.998 2023 2025 2028 rVB3 12063 9682 1.23% 0.117%
48 14.045 2030 2033 2035 rBvV2 13460 13435 1.71% 0.163%
49 14.286 2071 2074 2077 rVB 12973 14283 1.82% 0.173%
50 14.351 2082 2085 2088 rBV2 32227 32669 4.15% 0.396%
51 14.651 2133 2136 2141 rVB 43204 46329 5.89% 0.561%
52 14.921 2179 2182 2185 rBV 57036 68915 8.76% 0.835%
53 14.968 2187 2190 2197 rVB 66740 81334 10.34% 0.985%
54 15.027 2198 2200 2203 rVB4 18175 16486 2.10% 0.200%
55 15.209 2228 2231 2235 rBV 37246 47549 6.05% 0.576%
56 15.274 2237 2242 2246 rBV 50033 72231 9.18% 0.875%
57 15.327 2246 2251 2261 rVB2 281161 402327 51.16% 4.874%
58 15.433 2267 2269 2273 rBv4 10014 10967 1.39% 0.133%
59 15.727 2315 2319 2324 rVB2 56569 83116 10.57% 1.007%
60 15.956 2354 2358 2366 rVB10 18817 39318 5.00% 0.476%
61 16.145 2386 2390 2393 rBV6 8627 15668 1.99% 0.190%
62 16.198 2394 2399 2408 rVB2 40753 80794 10.27% 0.979%
63 16.739 2487 2491 2499 rVB3 30564 59259 7.53% 0.718%
64 16.903 2517 2519 2525 rVB7 12912 18269 2.32% 0.221%
65 17.174 2561 2565 2571 rVB2 12111 26063 3.31% 0.316%
Sum of corrected areas: 8254063
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\

BF117511.D

24 Oct 2019 15:46

Ju

K5498-11

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117511.D

Aca On : 24 Oct 2019 15:46

Operator :© JU

Sample : K5498-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknown6.50 Concentration Rank 1

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

6.50 62.96 ng 786461 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 750 (6.498 min): BF117511.D (-748) (-) m/z 132.00 100.00%
5000 68
40 4 7 &7 9|6 06 J 620 640 660 6.80
o AL 8T LA m/z 68.10 48.5%%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 DRSS LR L S
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 31.85%
01 U DA UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 6.40 6.60 6.80
5000 gg 116 m/z 66.00 29.85%
o I,,,,I,,,‘,‘I‘,_,‘,\nl,ffﬂ,,Imm,\,\‘l,,h_l,,,l,s?,,,,l,lfs?,
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132 6.20 6.40 6.60 6.80
m/z 69.05 20.00%
117
5000
39 91
7 LG e | oy
0 ||‘||||‘||‘N||“l‘|||‘“|||‘=||“i‘|||‘||l“:luuuuluuuuluuuu
m/z--> 20 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\BF102419\
Data File : BF117511.D

Aca On : 24 Oct 2019 15:46

Operator :© JU

Sample : K5498-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Benzene, 1,1"-(1l-ethenyl-1,... Concentration Rank 6

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

6.57 2.91 ng 36376 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.1"-(l-ethenvl-1.3-pro... 222 C17H18 061141-97-7 83
2 Benzene. 1-propenvl- 118 C9H10 000637-50-3 81
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 81
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 81
5 Benzene, l-ethenyl-3-methyl- 118 C9H10 000100-80-1 74

Abundance Scan 762 (6.569 min): BF117511.D (-758) (-) m/z 117.10 100.00%
117
5000
91
39 51 65 77 | 18 6.20 640 6.60 6.80 7.00
o} I I m/z 118.10 79 .50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79588: Benzene, 1,1'-(1-ethenyl-1,3-propanediyl)bis-
117
5000 N |A"'|"ﬁ'|""|'
g1 6.20 6.40 6.60 6.80 7.00
m/z 115.00 40.58%
o 28 39 51 65 78 | 103 I} 151 147 177 191 207 222
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8958: Benzene, 1-propenyl-
117
6.20 6.40 6.60 6.80 7.00
5000 m/z 91.00 28.08%
91
39 51 77 ‘ 103 ‘
s
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #8957: Benzene, 2-propenyl- R
117 6.20 6.40 6.60 6.80 7.00
m/z 102.90 14 .58%
5000 o1
39 51 65 75 | 103 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117511.D

Aca On : 24 Oct 2019 15:46

Operator :© JU

Sample : K5498-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.77 4.74 ng 64916 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 59
3 n-Decanoic acid 172 C10H2002 000334-48-5 59
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 Dodecanoic acid 200 C12H2402 000143-07-7 38
Abundance Scan 1646 (11.769 min): BF117511.D (-1645) (-) m/z 60.00 100.00%
60 73
5000 129
ul L B SN SIS SULBLS
| d|| | ” 11.40 11.60 11.80 12.00
0...,....,.... il ...,...'.,....,....,....,....,....,....,....,. m/z 42.95  94_49%
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B
5000 129

11.40 11.60 11.80 12.00

m/z 73.00 89.18%
213
Ju 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
60 73
43 11.40 11.60 11.80 12.00
5000 m/z 41.00 75.92%
129
29 115 11 214
185
MEERIN 0o o™ A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #39472: n-Decanoic acid
60 73 11.40 11.60 11.80 12.00
a1 m/z 55.00 48 .56%
5000 129
2
87
‘ Il “ | 101115 | 143 172
SN ' P 1y et N
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\BF102419\
Data File : BF117511.D

Aca On : 24 Oct 2019 15:46

Operator :© JU

Sample : K5498-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknownl13.73 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.73 2.91 ng 53039 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 1.1"-oxvbis- 467 C32H660 004113-12-6 47
2 Cvclohexane. 1.2.3-trimethvl-. (... 126 C9H18 007667-55-2 30
3 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 015358-88-0 30
4 2.2.4-Trimethvl-3-hexene 126 C9H18 059643-72-0 25
5 2-Pentene, 3-ethyl-4,4-dimethyl- 126 C9H18 053907-59-8 25
Abundance Scan 1979 (13.727 min): BF117511.D (-1977) (-) m/z 57.05 100.00%
57 83
5000
189 R AR SRR AR
| I “ 1ﬁ2 246 13140 13.60 13.80 14.00
o i ..,' e m/z 83.05 98.67%
m/z-> 0 50 150 200 250 300 350 400 450
Abundance #230405: Hexadecane, 1,1'-oxybis-
57
225
83
5000 R UL SRR UL IR
1340 13.60 13.80 14.00
111 m/z 43.10 84.12%
29 141169196 ‘
0 L. Ih ﬂ o1 253 297 423 465
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #11634: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...
56
13.40 13.60 13.80 14.00
5000 97 m/z 71.00 83.80%
126
27 l \
0"\"lJ'"w\"'l""|""|""|""|""|""|'"
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #25366: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a... R A
55| 83 13.40 13.60 13.80 14.00
m/z 69.10 79.15%
5000
110 152
0"L{I“H'I"”I'"'P"'I'”'I"'W""I”"I"' ISR N BN BN UGS
m/z-> 0 50 100 150 200 250 300 350 400 450 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117511.D

Aca On : 24 Oct 2019 15:46

Operator :© JU

Sample : K5498-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Pentacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .65 2.30 ng 46329 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 90
2 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 86
3 Hexacosane 366 C26H54 000630-01-3 83
4 Octacosane 394 C28H58 000630-02-4 80
5 Pentadecane, 2-methyl- 226 Cl16H34 001560-93-6 80

Abundance Scan 2136 (14.651 min): BF117511.D (-2133) (-) m/z 57.05 100.00%

5000

14.40 14.60 14.80 15.00

(o m/z 71.10 92.50%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 LA L L L L L LB
14.40 14.60 14.80 15.00
13 m/z 85.05 59.33%
L2 | L ﬂ (M 169 194211 239 267 205 323 352
—h—r ... T T
m/z--> 50 150 200 250 300 350
Abundance #105898: Heptadecane, 8-methyl-
57
I RREER R RS LS S
85 14.40 14.60 14.80 15.00
5000 m/z 43.00 56.52%
126
154
ettt e T
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane I a  BREEEEES B
57 14.40 14.60 14.80 15.00
m/z 99.05 17.69%
5000 85
113
oL 2L L | M 189 107 225 253 205 366
e A et
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117511.D

Aca On : 24 Oct 2019 15:46

Operator :© JU

Sample : K5498-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Perylene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.21 2.36 ng 47549 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolklfluoranthene 252 C20H12 000207-08-9 96
2 Pervlene 252 C20H12 000198-55-0 95
3 Benzolelpvrene 252 C20H12 000192-97-2 94
4 Benzolalpvrene 252 C20H12 000050-32-8 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93
Abundance Scan 2231 (15.209 min): BF117511.D (-2228) (-) m/z 252.10 100.00%
242
5000
e 224 14.80 15.00 15.20 15.40 15.60
83 10 177 : : : :
Ol o = 2% 270 m/z 250.10  30.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104224: Benzo[k]fluoranthene
242
5000
14.80 15.00 15.20 15.40 15.60
126 m/z 253.05 22.91%
o g7 2] 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104214: Perylene
252
14.80 15.00 15.20 15.40 15.60
5000 m/z 125.10 18.18%
125
oll7 39 62 83 99 150 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene [TT T T[T T[T T [ TT T[T
252 14.80 15.00 15.20 15.40 15.60
m/z 125.90 16.21%
5000
125
o 39 63 83 111 | 146 174 200 224 w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117511.D

Aca On : 24 Oct 2019 15:46

Operator :© JU

Sample : K5498-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.73 4.13 ng 83116 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
3 Heptacosane 380 C27H56 000593-49-7 80
4 Hexacosane 366 C26H54 000630-01-3 74
5 Octacosane 394 C28H58 000630-02-4 72
Abundance Scan 2319 (15.727 min): BF117511.D (-2315) (-) m/z 71.05 100.00%
7
43
5000
99
127 160 a0 25 1540 15160 1580 16,00
ol by m/z 57.10 98.14Y%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57
5000 85 U AU DR DU SRR
29 15.40 15.60 15. 80 16.00
m/z 43.05 71.85%
o, .J. VLA L0 a0 aor 225 ps3 22
m/z--> 50 100 150 200 250 300 350
Abundance #100330: 2-Bromo dodecane
57
15.40 15.60 15.80 16.00
5000 P m/z 85.10 65.02%
29 } 113 169
T 0 - A
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane R I A AN
57 15.40 15.60 15.80 16.00
m/z 99.10 31.11%
5000
85
0 %9 (113 141 169 197 225 253 281 323 351 380
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3éo 15.40 15.60 15.80 16.00

8270-BF101819.M Fri Oct 25 14:36:46 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117511.D

Aca On : 24 Oct 2019 15:46

Operator :© JU

Sample : K5498-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.20 4.02 ng 80794 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 83
2 Pentacosane 352 C25H52 000629-99-2 80
3 Octacosane 394 C28H58 000630-02-4 74
4 Tetracosane 338 C24H50 000646-31-1 72
5 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 72
Abundance Scan 2399 (16.198 min): BF117511.D (-2394) (-) m/z 57.05 100.00%
57
5000
113 L o e LSV,
155 183 919 245 284 15.80 16.00 16.20 16.40 16.60
0 m/z 71.10 84.61%
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57
5000 85 AU BRI
15. 80 16. oo 16 20 16. 40 16 60
113 m/z 43.05 61.68%
29
oL 2 LA 30 197 225 25 oe5 36
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
15,80 16.00 16.20 16.40 16.60
5000 85 m/z 85.05 51.38%
113
L2l \ [ 169189 211 239 267 205 303 352
m/z--> §0 100 1%0 260 2éo 360 3%0 '
Abundance #209565: Octacosane A B L R e T R
57 15.80 16.00 16.20 16.40 16.60
m/z 99.00 26.09%
5000 85
29 113 (141
0 ey ﬂ ‘169 197 225 253 281 309 337 365 394
m/z--> §0 100 1%0 260 2éo 360 3%0 ' 15.80 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102419\
Data File : BF117511.D

Acq On : 24 Oct 2019 15:46

Operator : JU

Sample - K5498-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819_.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 .50 6.50 63.0 ng 786461 1 6.73 249843 20.0
Benzene, 1,1"-(1-... 6.57 2.9 ng 36376 1 6.73 249843 20.0
n-Hexadecanoic acid 11.77 4.7 ng 64916 4 11.24 273732 20.0
unknown13.73 13.73 2.9 ng 53039 5 13.89 364370 20.0
Pentacosane 14 .65 2.3 ng 46329 6 15.33 402327 20.0
Perylene 15.21 2.4 ng 47549 6 15.33 402327 20.0
Eicosane 15.73 4.1 ng 83116 6 15.33 402327 20.0
Hexacosane 16.20 4.0 ng 80794 6 15.33 402327 20.0
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