LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100220\
Data File : BF121795.D

Aca On : 2 Oct 2020 15:40

Operator : JU/CG

Sample : L4199-01

Misc :

ALS Vial : 10 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-BF091020.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 4_.975 487 491 502 rBV 75760 105187 3.94% 0.457%
2 5.387 557 561 576 rBVY 2396131 2239479 83.84% 9.727%
3 6.404 729 734 751 rBVY 2327867 2299193 86.08% 9.987%
4 6.763 791 795 798 rBV 772276 661429 24.76% 2.873%
5 7.328 886 891 894 rBVY 1622319 1594214 59.68% 6.925%
6 8.045 1009 1013 1021 rBV 924846 847338 31.72% 3.680%
7 9.122 1191 1196 1199 rBvV 2932251 2671109 100.00% 11.602%
8 9.516 1259 1263 1270 rBV 210174 188116 7.04% 0.817%
9 9.798 1306 1311 1314 rBV 1023246 881183 32.99% 3.827%
10 10.586 1440 1445 1458 rBVY 1468573 1380992 51.70% 5.998%

11 11.280 1559 1563 1565 rBV 918901 788280 29.51% 3.424%
12 11.304 1565 1567 1571 rVV 196014 156369 5.85% 0.679%

13 11.357 1573 1576 1579 rVB 35337 31814 1.19% 0.138%
14 11.810 1650 1653 1656 rBV 51236 38124 1.43% 0.166%
15 11.892 1663 1667 1669 rBV 43546 41047 1.54% 0.178%

16 12.492 1765 1769 1772 rBV 402007 339705 12.72% 1.476%
17 12.721 1800 1808 1811 rBV 313309 362058 13.55% 1.573%
18 12.863 1828 1832 1836 rVB 2425681 2196807 82.24% 9.542%

19 12.945 1840 1846 1848 rBV3 27914 43533 1.63% 0.189%
20 13.051 1861 1864 1867 rVB 51440 53951 2.02% 0.234%
21 13.092 1867 1871 1873 rBV 31111 40601 1.52% 0.176%
22 13.116 1873 1875 1877 rVB2 37830 29542 1.11% 0.128%
23 13.151 1877 1881 1883 rBV3 41251 40346 1.51% 0.175%
24 13.339 1910 1913 1920 rVB5 34936 44938 1.68% 0.195%
25 13.439 1925 1930 1933 rBv4 33126 37224 1.39% 0.162%
26 13.557 1947 1950 1953 rVB 38850 34626 1.30% 0.150%
27 13.663 1963 1968 1971 rBV2 39520 53738 2.01% 0.233%

28 13.768 1983 1986 1995 rVB2 282966 403462 15.10% 1.752%
29 13.898 2004 2008 2010 rBV 1406605 1488704 55.73% 6.466%
30 13.939 2014 2015 2023 rVB 191786 165177 6.18% 0.717%

31 14.021 2023 2029 2031 rBV2 37509 42641 1.60% 0.185%
32 14.080 2034 2039 2041 rBVZ2 51602 60586 2.27% 0.263%
33 14.304 2074 2077 2080 rVB 39108 34099 1.28% 0.148%
34 14.339 2080 2083 2086 rBV2 26612 27899 1.04% 0.121%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100220\
Data File : BF121795.D

Aca On : 2 Oct 2020 15:40

Operator : JU/CG

Sample : L4199-01

Misc :

ALS Vial : 10 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-BF091020.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.386 2087 2091 2093 rBV 62976 72286 2.71% 0.314%
36 14.510 2109 2112 2114 rVVZ2 30701 29586 1.11% 0.129%
37 14.545 2114 2118 2123 rVB 247245 217373 8.14% 0.944%
38 14.686 2139 2142 2145 rVB 65578 66130 2.48% 0.287%
39 14.757 2152 2154 2161 rBV4 32395 46069 1.72% 0.200%
40 14.827 2163 2166 2168 rVB 44791 40696 1.52% 0.177%

41 14.939 2181 2185 2188 rBVY 220388 320824 12.01% 1.394%
42 15.009 2194 2197 2200 rVB 95690 94684 3.54% 0.411%
43 15.051 2200 2204 2213 rVB2 78615 158828 5.95% 0.690%
44 15.233 2231 2235 2241 rVB 113315 138495 5.18% 0.602%
45 15.292 2241 2245 2250 rVB 181160 203049 7.60% 0.882%

46 15.351 2250 2255 2266 rBVY 628488 888543 33.26% 3.859%
47 15.568 2288 2292 2296 rVB4 44467 62896 2.35% 0.273%
48 15.792 2325 2330 2336 rVB 103762 153246 5.74% 0.666%
49 15.862 2337 2342 2352 rBV6 59291 180015 6.74% 0.782%
50 16.268 2407 2411 2416 rVB3 41523 68917 2.58% 0.299%

51 16.545 2455 2458 2465 rBV4 36909 68684 2.57% 0.298%
52 16.756 2489 2494 2502 rBV2 105966 208258 7.80% 0.905%
53 16.833 2503 2507 2515 rVB2 55823 104296 3.90% 0.453%
54 16.927 2519 2523 2524 rBV4 21703 30854 1.16% 0.134%
55 17.180 2561 2566 2574 rVB 87766 164154 6.15% 0.713%

56 17.333 2586 2592 2602 rBV10 48308 132532 4._.96% 0.576%
57 18.280 2748 2753 2764 rVBS8 55099 148724 5.57% 0.646%

Sum of corrected areas: 23022650
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100220\
Data File : BF121795.D

Aca On : 2 Oct 2020 15:40

Operator : JU/CG

Sample : L4199-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF121795.D

2500000 5.39 6.40

2000000
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1500000

1000000
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500000
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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: BF121795.D

2500000 12.86

2000000

1500000 10.59
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AN GO | GRS S| OO | . -~ M.~V N 00—~

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: BF121795.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100220\
Data File : BF121795.D

Aca On : 2 Oct 2020 15:40

Operator : JU/CG

Sample : L4199-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
Quant Title : 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.97 3.18 ng 105187 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol 102 C6H140 000623-37-0 33
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 490 (4.969 min): BF121795.D (-487) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 ESARDARARAS SRS SRR
83.0 | 460 4.80 5.00 5.20 5.40
o)AV N Y RSOV | RS MU MRS m/z 59.10 53.35%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 ik ko sho 50 5
0
150 a0 1010 m/z 101.10 16.12%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417: 3-Hexanol
54.0
460 480 500 520 5.40
5000 31 73.0 m/z 58.00 15.25%
\‘\‘ “ 11 \‘ 840 1010
0"'I'”'I"”I"'W""P"'I”"I'”'I"”I'"W""P
m/z--> 10 60 70 80 90 100 110
Abundance #4324. 3 Hydroxy 3-methyl-2-butanone B e LR e o
54.0 460 4.80 5.00 5.20 5.40
m/z 41.00 8.91%
5000 43.0
31.0
0 15'0 L ‘ | 1 i 69.0 87.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100220\
Data File : BF121795.D

Aca On : 2 Oct 2020 15:40

Operator : JU/CG

Sample : L4199-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
Quant Title : 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 2 Pentafluoropropionic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.77 5.42 ng 403462 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 93
2 1-Heneicosanol 312 C21H440 015594-90-8 92
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 91
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 90
Abundance Scan 1986 (13.768 min): BF121795.D (-1983) (-) m/z 57.05 100.00%
57.0
5000
230.1
' IIIII""I""IIIII T
391 13.40 13.60 13.80 14.00
I | { -“ .1?61 ..'.,."’.8.1-.1,....,....,.... m/z 43.05 87.89%
m/z--> 50 100 150 250 300 350 400
Abundance #212865: Pentafluoroproplonic acid, heptadecyl ester
57.0
97.0
5000 AU AUNUVAREEE
1340 13.60 13.80 14.00
m/z 55.05 71.83%
oL ‘ 399 1820 2380 2830 384.0
m/z--> éo 100 150 200 2éo 300 350 400
Abundance #155046: 1-Heneicosanol
580 oo,
13140 13.60 13.80 14.00
5000 m/z 83.10 64 .00%
ol194 | ‘ ‘J }339 182.0 224.0 266.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate R e R
57.0 13.40 13.60 13.80 14.00
m/z 97.05 60.24%
97.0
5000
oL ‘ oy ‘169 0 2380 ss30 434.0
m/z--> 5'0 1(')0 150 200 25'30 300 350 400 13140 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100220\
Data File : BF121795.D

Aca On : 2 Oct 2020 15:40

Operator : JU/CG

Sample : L4199-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF091020.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 1,4-Benzenedicarboxylic aci... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14 .54 2.92 ng 217373 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Benzenedicarboxvlic acid. bi... 390 C24H3804 006422-86-2 91
2 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 52
3 Terephthalic acid. monochloride.... 296 C16H21CI03 1000324-22-9 43
4 Terephthalic acid. 3-hexvl octvl... 362 C22H3404 1000356-23-1 38
5 Terephthalic acid, di(4-octyl) e... 390 C24H3804 1000323-74-2 27
Abundance Scan 2117 (14.539 min): BF121795.D (-2114) (-) m/z 70.10 100.00%
70.1
149.0
5000 112.1 2611
41.1 \
14.20 14.40 14.60 14.80
ol -.|l,|-.l' l.ll. ,l. b .Ls.l'f’, 201 ke 3260 m/z 149.00 49.25%
m/z--> 50 100 150 200 250 300 350
Abundance #207813: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
261.0
149.0
70.0
5000 112.0
14.20 14.40 14.60 14.80
410 { L m/z 112.10 41.16%
0 Ll lj ||L , 80.0 215.0 91.0 333.0361.0
m/z--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70.0
0
149.0 261.0 14.20 14.40 14.60 14.80
5000 m/z 57.10 37.20%
41.0
0 “ ‘ 1 {J\ . { ‘ | 79.0 2320 | \ 304.0333.0361.0
m/z--> 50 100 150 200 250 300 350
Abundance #140894: Terephthalic acid, monochloride, octyl ester T
261.0 14.20 14.40 14.60 14.80
149.0 m/z 261.15 34.91%
5000 70.0 1120 185.0
Ll
ol MJ.HL‘NNJN.JJ,.[.. 22t S N,
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100220\
Data File : BF121795.D

Aca On : 2 Oct 2020 15:40

Operator : JU/CG

Sample : L4199-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
Quant Title : 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 4 E-7-Octadecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.05 3.58 ng 158828 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-7-Octadecene 252 C18H36 1000130-92-0 83
2 Pervlene 252 C20H12 000198-55-0 55
3 Benzolklfluoranthene 252 C20H12 000207-08-9 55
4 1-Heneicosanol 312 C21H440 015594-90-8 53
5 Behenic alcohol 326 C22H460 000661-19-8 53
Abundance Scan 2204 (15.051 min): BF121795.D (-2200) ( ) m/z 252.10 100.00%
57.0 )
5000
111.1  149.0
14.80 15.00 15.20 15.40
o 2830 3161 77 57.05  86.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104185: E-7-Octadecene
43.0
69.0
5000 LRI SR B SULBUL B
14.80 15.00 15.20 15.40
m/z 43.05 71.40%
o 154.0 182.0  224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104214: Perylene
252.0
" 14:80 15.00 15.20 15.40
5000 m/z 83.10 68.65%
125.0
0l17.0 50.0 74.0 99.0 150.0174.0 200.0224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104226: Benzo[K]fluoranthene I a  BREEEEES B
252.0 14.80 15.00 15.20 15.40
m/z 55.10 61.93%
5000
126.0
ol 51.0 75.0 100.0 150.0174.0 200.0224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100220\
Data File : BF121795.D

Aca On : 2 Oct 2020 15:40

Operator : JU/CG

Sample : L4199-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
Quant Title : 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 5 Benzo[e]pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.23 3.12 ng 138495 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 96
3 Pervlene 252 C20H12 000198-55-0 95
4 Benzolklfluoranthene 252 C20H12 000207-08-9 95
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 94
Abundance Scan 2234 (15.227 min): BF121795.D (-2231) (-) m/z 252.05 100.00%
25%.1
5000
1250 15.00 15.20 15.40 15.60
224.1 : : :
ol 400 74.9 99.0 150.0170.9 200.0 /7 250 10 58 470
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #104217: Benzo[e]pyrene
252.0
5000
15.00 15.20 15.40 15.60
195.0 m/z 253.05 21.18%
o 50.0 740 99.0 , | 146.0 174.0 200.0 224.0
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #104227: Benz[e]acephenanthrylene
252.0
15.00 15.20 15.40 15.60
5000 m/z 125.00 17 .44%
126.0
oL 390 740 1000, | 1500 1740 200.0 2240 I\
miz-> 20 40 60 80 100 120 140 160 180 200 250 240 2éo
Abundance #104215Perylene LI L L L B B
252.0 15.00 15.20 15.40 15.60
m/z 126.00 13.59%
5000
126.0
0l27.0 500 740 99.0 , | 1500 174.0 1980 2240 w
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 | 15.00 15.20 15.40 15.60

8270-BF091020.M Mon Oct 05 04:26:32 2020 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100220\
Data File : BF121795.D

Aca On : 2 Oct 2020 15:40

Operator : JU/CG

Sample : L4199-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
Quant Title : 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 Heptadecane, 9-octyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.79 3.45 ng 153246 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Octadecane, 1-iodo- 380 C18H37I1 000629-93-6 87
Abundance Scan 2330 (15.792 min): BF121795.D (-2325) (-) m/z 57.10 100.00%
57.1
31 15.40 15.60 15.80 16.00 16.20
41.1169.1
0....|,-.‘! b AT EIe0 2070 288 daety m/z 71.10 66.83%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 SR SUL UL BN I
8.0 1540 15.60 15.80 16.00 16.20
m/z 43.10 61.57%
o fl 14}0}6901970 239026702960 352.0
T T ! T T T L
m/z--> 50 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
I I I I I

15.40 15.60 15.80 16.00 16.20

5000 85.0 m/z 85.10 50.53%
29.0 1
o1 j . ‘Jﬂ.l 14}01690197022502530 205.0323.0  367.0
SN W I I e deos D Lo03230
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane LA B SR
57.0 15.40 15.60 15.80 16.00 16.20
m/z 41.00 19.96%
85.0
5000
29.0 fzo
ol L [ 1410169.0107.0225.0253.0 _296.0
b P e e A — .
miz--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100220\
Data File : BF121795.D

Aca On : 2 Oct 2020 15:40

Operator : JU/CG

Sample : L4199-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
Quant Title : 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 7 Octacosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.86 4_.05 ng 180015 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 93
2 Eicosvl trifluoroacetate 394 C22H41F302 1000351-75-2 90
3 1-Nonadecene 266 C19H38 018435-45-5 87
4 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 87
5 n-Tetracosanol-1 354 C24H500 000506-51-4 81
Abundance Scan 2342 (15.862 min): BF121795.D (-2337) (-) m/z 57.10 100.00%
57.1
97.0
5000
391 49512250 27?'1 326.1 '15.60 15.80 16.00 16.20
(o} M m/z 83.10 78.90%
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol
57.0
97.0
5000 LI DU DU SURIUR SR
15.60 15.80 16.00 16.20
m/z 55.00 75.44%
0 27,0 i ,[13? (i 181.0 222.0251.0 292.0322.0 362.0392.0
m/z--> 50 100 1éo 260 250 360 3éo '
Abundance #209361: Eicosyl trifluoroacetate
T 970 LI DR DU SURIURN SR
15.60 15.80 16.00 16.20
5000 m/z 43.10 74 .00%
39.0
W T | 4 1820 2240  280.0 3250 376.0
m/z--> 55 100 150 200 250 360 3éo '
Abundance #115904: 1-Nonadecene B EERR Bam e L
57.0 [97.0 15.60 15.80 16.00 16.20
m/z 97.05 71 .55%
5000
270 39.0 266.0
ob— "J'J" T |'l”F ! H“ %8}.9| ?%4:Q'| U SO SR R DR DU SURIURA SR
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\BF100220\
Data File : BF121795.D

Aca On : 2 Oct 2020 15:40

Operator : JU/CG

Sample : L4199-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
Quant Title : 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 8 unknownl16.83 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.83 2.35 ng 104296 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 49
2 Heptadecane 240 C17H36 000629-78-7 46
3 Nonadecane 268 C19H40 000629-92-5 46
4 Sulfurous acid. hexvl pentvl ester 236 C11H2403S 1000309-14-1 46
5 Tetradecane 198 C14H30 000629-59-4 46

Abundance Scan 2507 (16.833 min): BF121795.D (-2503) (-) m/z 57.05 100.00%

57.0

-

5000

16.60 16.80 17.00 17.20
m/z 71.10 71.27%

127.0

153.0 183.1 211.1 2451

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83026: Hexadecane
57.0

s

16.60 16.80 17.00 17.20
m/z 43.05 53.85%

5000

141.0 169.0 197.0 226.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 W\‘/L‘MJ\-/"\VWJ
Abundance #94346: Heptadecane
57.0
R EEARE R R
85.0 16.60 16.80 17.00 17.20
5000 m/z 85.05 43.83%
29.0
113.0
0 “ L‘ H‘ H ‘ J ‘ ‘1410 = 1970 2400 IJ\V\J\M
e e e e ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117638: Nonadecane e RARREEE RS
57.0 16.60 16.80 17.00 17.20
m/z 278.10 30.79%
5000 85.0
29.0
o ‘ Lo 30 1410 1600 1970 2250 268.0
,,,,,,,,,  RARARARREREREREEA RNy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100220\
Data File : BF121795.D

Aca On : 2 Oct 2020 15:40

Operator : JU/CG

Sample : L4199-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
Quant Title : 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 9 unknownl7.33 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.33 2.98 ng 132532 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isonipecotic acid. N-methacrvlov... 267 C15H25N03 1000360-95-7 10
2 1-Pentvl-2-piperidinomethvlnapht... 365 C22H27N302 027223-90-1 9
1-T1-(4-Ethoxv-6-piperidin-1-vI-_._. 331 C15H21IN702 1000300-82-4 9
4 Octadecanoic acid. 2-(acetvloxv)... 442 C25H4606 055401-62-2 9
5 2,4,6-Triisopropyl-benzenesulfon... 360 C21H2803S 082965-06-8 9
Abundance Scan 2592 (17.333 min): BF121795.D (-2586) (-) m/z 43.00 100.00%
43.0
107.0
5000 wuso 2132 26713032
38134143 e
17.00 17.20 17.40 17.60
o} m/z 69.05 64 .00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #116431: Isonipecotic acid, N-methacryloyl-, pentyl ester
69.0 198.0 267.0
5000 LR AR BRI B B
17.00 17.20 17.40 17.60
110.0 152.0 m/z 107.00 62.84%
39/0 I
Oullulu .ll |I||ILIIIIAII|.IIII.IIIIIIIIlIIII e S
m/z--> 50 100 150 200 250 300 350 400
Abundance #193761: 1-Pentyl-2-piperidinomethylnaphth[1,2-d]imidazole...
41.0
184.0 17.00 17.20 17.40 17.60
0
5000 98.0 267.0 m/z 55.00 53.98%
130.0
226.0
365.0
[o) |‘|”||‘il‘luilu'|h||‘|”'u f “: i JJ‘u Ll Illlil ‘: \III '  aEamam |‘| T
m/z--> 50 100 150 200 250 300 350 400
Abundance #169738: 1-[1-(4-Ethoxy-6-piperidin-1-yl-[1,3,5]triazin-2-... e EREmEmEE T
43.0 17.00 17.20 17.40 17.60
0
303.0 m/z 41.10 50.66%
5000 84.0
260.0
179.0
136. 220.
OIIIIIJI iﬂ\\‘l.?‘\“\lia“?t T R A RREREEEEEESEEE
m/z--> 50 100 250 300 350 400 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100220\
Data File : BF121795.D

Aca On : 2 Oct 2020 15:40

Operator : JU/CG

Sample : L4199-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
Quant Title : 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 10 unknownl18.28 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.28 3.35ng 148724 Perylene-diz 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Fumaric acid. hexvl 4-methoxvphe... 306 C17H2205 1000344-74-4 25
2 Fumaric acid. isohexvl 4-methoxv... 306 C17H2205 1000344-74-3 14

3 3-(3-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 300726-64-1 14
4 3-(4-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 350039-84-8 14
5 N(5)-[[3.4-Dichlorophenyl]methyl... 283 C11H11CI2N5 079318-71-1 11

Abundance Scan 2753 (18.280 min): BF121795.D (-2748) (-) m/z 57.10 100.00%
57.1
124.0
5000
1 2291 290.1
| 18.00 18.20 18.40 18.60
Oty m/z 43.10 83.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #149440: Fumaric acid, hexyl 4-methoxypheny! ester
124.0
5000 LA L L L L L LB L
85.0 18.00 18.20 18.40 18.60
0
43.0 . 206.0 m/z 124.00 70.13%
0 | L~ 2220
— - -1t
m/z--> 50 100 150 200 250 300 350 400
Abundance #149443: Fumaric acid, isohexyl 4-methoxypheny! ester
124.0
18.00 18.20 18.40 18.60
5000 m/z 71.10 68.77%
85.0
417.0‘ ‘ ‘ | 1e20 20?.0 306.0
ol o, e
m/z--> 50 100 150 200 250 300 350 400
Abundance #134234: 3-(3-Fluoroanilino)-1-(3-nitrophenyl)-1-propanone A o Al BRRmsma
124.0 18.00 18.20 18.40 18.60
m/z 85.10 58.22%
5000
288.0
oL 200 700 | 1770 22302580
e e A o Al BRRmsma
m/z--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF100220\
Data File : BF121795.D

Acq On : 2 Oct 2020 15:40

Operator : JU/CG

Sample : L4199-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091020.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... 4 .97 3.2 ng 105187 1 6.76 661429 20.0
Pentafluoropropio... 13.77 5.4 ng 403462 5 13.92 1488700 20.0
1,4-Benzenedicarb... 14.54 2.9 ng 217373 5 13.92 1488700 20.0
E-7-Octadecene 15.05 3.6 ng 158828 6 15.35 888543 20.0
Benzo[e]pyrene 15.23 3.1 ng 138495 6 15.35 888543 20.0
Heptadecane, 9-oc... 15.79 3.5 ng 153246 6 15.35 888543 20.0
Octacosanol 15.86 4.0 ng 180015 6 15.35 888543 20.0
unknownl16.83 16.83 2.4 ng 104296 6 15.35 888543 20.0
unknownl17.33 17.33 3.0 ng 132532 6 15.35 888543 20.0
unknownl18.28 18.28 3.4 ng 148724 6 15.35 888543 20.0
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