LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119624.D

Aca On : 28 Mar 2020 18:37

Operator : CG/JU

Sample : L2040-10

Misc :

ALS Vial : 54 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-BF031820.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

2.199 14 19 28 rvB2 118224 148756 1.94% 0.212%
5.040 494 502 514 rBvV 811801 1164648 15.19% 1.660%
575 rBV 7104410 7665605 100.00% 10.924%
6.463 738 744 747 rBV 6839271 7592222 99.04% 10.819%
6.657 774 777 784 rBV 148545 148591 1.94% 0.212%
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6.834 803 807 810 rBV 2271548 1732455 22.60% 2.469%
6.992 830 834 837 rBV 6624892 5572725 72.70% 7.941%
906 rBV 4990448 4607029 60.10% 6.565%
8.116 1020 1025 1028 rBV 2412063 2045651 26.69% 2.915%
9.198 1204 1209 1212 rBV 8576713 7423116 96.84% 10.578%
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11 9.316 1227 1229 1233 rVB 97901 83167 1.08% 0.119%
12 9.586 1272 1275 1280 rBV 722749 634822 8.28% 0.905%
13 9.875 1321 1324 1328 rVV 2359051 2034541 26.54% 2.899%
14 9.910 1328 1330 1334 rVB 118432 93708 1.22% 0.134%
15 10.663 1454 1458 1462 rBV 4041454 3908030 50.98% 5.569%

16 10.798 1476 1481 1486 rVB4 79165 127523 1.66% 0.182%
17 11.363 1573 1577 1580 rBV 2059521 1743451 22.74% 2.484%
18 11.386 1580 1581 1584 rVVv 294873 180876 2.36% 0.258%
19 11.439 1588 1590 1593 rVB 108264 83695 1.09% 0.119%
20 11.763 1642 1645 1651 rVB 89333 96258 1.26% 0.137%

21 11.892 1664 1667 1674 rBV 1259261 1358802 17.73% 1.936%
22 11.980 1679 1682 1688 rVB 148480 173927 2.27% 0.248%
23 12.580 1780 1784 1786 rBV 822313 789017 10.29% 1.124%
24 12.604 1786 1788 1797 rVB6 62614 97885 1.28% 0.139%
25 12.680 1797 1801 1808 rBV 956670 985814 12.86% 1.405%

26 12.804 1815 1822 1825 rBV 641190 714243 9.32% 1.018%
27 12.957 1843 1848 1851 rVB 5491876 5261620 68.64% 7.498%
28 13.133 1871 1878 1882 rVB3 109430 172792 2.25% 0.246%
29 13.204 1882 1890 1892 rBV2 104728 164527 2.15% 0.234%
30 13.468 1932 1935 1943 rBV4 326696 460954 6.01% 0.657%

31 13.863 1997 2002 2018 rVB2 654181 1085757 14.16% 1.547%
32 14.004 2021 2026 2029 rVV2 1821550 2146780 28.01% 3.059%
33 14.027 2029 2030 2036 rVB 245853 225735 2.94% 0.322%
34 14.174 2052 2055 2061 rBV 568291 599458 7.82% 0.854%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119624.D

Aca On : 28 Mar 2020 18:37

Operator : CG/JU

Sample : L2040-10

Misc :

ALS Vial : 54 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-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.480 2104 2107 2110 rBV 954417 895008 11.68% 1.275%

36 14.639 2131 2134 2139 rBV 136849 154309 2.01% 0.220%
37 14.786 2156 2159 2164 rVB 1120878 1162690 15.17% 1.657%
38 15.039 2199 2202 2206 rBV 202076 289540 3.78% 0.413%
39 15.127 2213 2217 2223 rBV 1121601 1296766 16.92% 1.848%
40 15.345 2251 2254 2260 rVB2 100728 168687 2.20% 0.240%

41 15.404 2261 2264 2270 rVV 107653 135309 1.77% 0.193%
42 15.468 2271 2275 2279 rVV 1109363 1362901 17.78% 1.942%
43 15.509 2279 2282 2290 rVB 961684 1255552 16.38% 1.789%
44 15.951 2352 2357 2363 rBVY 715499 1024259 13.36% 1.460%
45 16.021 2364 2369 2381 rVB7 146131 417159 5.44% 0.594%

46 16.462 2439 2444 2458 rVB2 338234 687355 8.97% 0.980%

Sum of corrected areas: 70173715
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119624.D

Aca On : 28 Mar 2020 18:37

Operator : CG/JU

Sample : L2040-10

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF119624.D
8000000
5.45
6.46 6.99
6000000
7.40
4000000
6.83
2000000
5.04
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: BF119624.D
9|20
8000000
6000000 12.96
4000000 10.66
8.12 9.87
11.36
2000000
11.89
9.59 127898 o,
. le32 | 91 LE}8° Ueda 11761198 wéﬁ; 131320
T T | T T T T | T T T T | T T T T T T T T T T T T T T T T T T T T T T T T T T T T T = T T T T T 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: BF119624.D
8000000
6000000
4000000
2000000 14.00
1448 1479 1513 16xigy
' 15.95
T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T
16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119624.D

Aca On : 28 Mar 2020 18:37

Operator : CG/JU

Sample : L2040-10

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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.

5.04 13.45 ng 1164650 1,4-Dichlorobenzene-d4 6.83
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. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 502 (5.040 min): BF119624.D (-494) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 PSSR SRR RS A
480 500 5.20 5.40
o B0 L2011 " eg 00 58 780
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I R LR I
59.0 480 500 520 5.40
0
150 1010 m/z 58.00 17.91%
0 gl ol 830
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8344 3-Hexanol, 4-methyl-
59.0
480 5.00 520 5.40
5000 41.0 m/z 101.00 15.07%
L
O'E%?w'ﬂm'ﬁw'J”Iﬂ"P"W"”I'”'I”"P"W"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8346: 2-Hexanol, 2-methyl- A E e RREas e
59.0 4.80 500 5.20 5.40
m/z 41.00 8.09%
5000
101.0
41.0
0..1.5.'?.‘.”..\“.‘..‘l“‘..‘..8|3‘..(.)..|....|....l....l....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119624.D

Aca On : 28 Mar 2020 18:37

Operator : CG/JU

Sample : L2040-10

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.89 15.59 ng 1358800 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Dodecanoic acid 200 C12H2402 000143-07-7 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 78

Abundance Scan 1667 (11.892 min): BF119624.D (-1664) (-) m/z 60.00 100.00%

5000
129.1
213.2 A o e
157.1 185.1 256.2 329.7 11.60 11.80 12.00 12.20
0 : m/z 43.05 89.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 256.0 WWTJ_WWW
11.60 11.80 12.00 12.20
213.0 m/z 72.95 88.90%
157.0 185.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72643: Tridecanoic acid
43.0 | 730
R REEEE N me
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.00 83.66%
171.0
‘ | e 214.0
ol2s.0l I i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 \
Abundance #95854: Pentadecanoic acid
43.0 ,73.0 11.60 11.80 12.00 12.20
m/z 55.00 68.65%
5000
129.0 242.0
199.0
L 98.0 171.0
Olrrrprlbe il R N RRREae e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119624.D

Aca On : 28 Mar 2020 18:37

Operator : CG/JU

Sample : L2040-10

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.68 11.31 ng 985814 Phenanthrene-d10 11.36
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 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1801 (12.680 min): BF119624.D (-1797) (-) m/z 43.05 100.00%
43.0 || 73.0
5000
12.40 12.60 12.80 13.00
Ot m/z 57.05 96.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
43.0 73.0
5000
12.40 12.60 12.80 13.00
m/z 59.95 95.32%
O}QQJJH”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 , 73.0
12.40 12.60 12.80 13.00
5000 129.0 m/z 72.95 89.68%
0 .1.5.?. A bu
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid R RS e R
60.0 12.40 12.60 12.80 13.00
m/z 55.00 79.32%
5000 129.0
83.0
Ju 157.0 185.0 213.0 256.0
(o} T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119624.D

Aca On : 28 Mar 2020 18:37

Operator : CG/JU

Sample : L2040-10

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 4a(2H)-Naphthalenemethanol,... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.47 4.29 ng 460954 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4a(2H)-Naphthalenemethanol. octa... 168 C11H200 099992-19-5 50
2 Naphthalene. 1.1"-ethvlidenebisl... 302 C22H38 054934-70-2 47
3 2.2-Dimethvlocta-3.4-dienal 152 C10H160 000590-71-6 38
4 cis.trans-3-Ethvlbicvclol4.4.01d... 166 C12H22 066660-41-1 38
5 Naphthalene, 1-(1,1-dimethylethy... 194 C14H26 056292-64-9 38
Abundance Scan 1935 (13.468 min): BF119624.D (-1932) (-) m/z 81.00 100.00%
. 1
5000 $
13.20 13.40 13.60 13.80
o} m/z 137.10 94 .56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #36678: 4a(2H)-Naphthalenemethanol, octahydro-
81.0 137.0
5000{ 41.0 R R AR AR
13.20 13.40 13.60 13.80
m/z 95.10 90.42%
0 07.0 168.0
: B AR AR AR LA LS AR AR AL LA LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #146688: Naphthalene, 1,1'-ethylidenebis[decahydro-
81.0 137.0
41.0 USRS SUNRILE UL SRR
13.20 13.40 13.60 13.80
5000 m/z 55.00 82.83%
‘ 109.0 165.0
A 1 N TR
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #25153: 2,2-Dimethylocta-3,4-dienal O B B o
128.0 13.20 13.40 13.60 13.80
m/z 41.00 77 .66%
95.0
41.0
ol ‘\ gl A, \l. T Pt Vo)
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119624.D

Aca On : 28 Mar 2020 18:37

Operator : CG/JU

Sample : L2040-10

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 1-Hexadecanesulfonyl chloride Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.86 10.12 ng 1085760 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 l1-Hexadecanesulfonvl chloride 324 C16H33CIl02S 038775-38-1 91
2 Tricosvl heptafluorobutvrate 536 C27H47F702 1000351-83-4 91
3 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 91
4 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 91
5 Hexacosyl trifluoroacetate 478 C28H53F302 1000351-75-0 91
Abundance Scan 2002 (13.863 min): BF119624.D (-1997) (-) m/z 57.10 100.00%
57.1
o M
“ t 13.60 13.80 14.00 14,20
o....,....,l.n.l.55.?.292.9?f*?.1...3,1?.%.,3?9.3.,....,....,....,...., Wz 4310 73 02
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164026: 1-Hexadecanesulfonyl chloride
57.0
5000 L SN SR SULRUL I
13.60 13.80 14.00 14.20
m/z 55.00 61.83%
o ,167.0 22;‘ 0271 03230
miz--> ""sb"'ic')é"isé"z'oé"ésc')"3'06":;56"2166"21%6"éc')é"ééé""
Abundance #238204: Tricosyl heptafluorobutyrate
57.0
13.60 13.80 14.00 14,20
5000 110 m/z 71.05 46 .25%
oh J | | 169.0 25 0pg6.0 322.0367.0 518.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #241205: Octacosy! heptafluorobutyrate R R B e e
57.0 13.60 13.80 14.00 14.20
m/z 83.10 43.06%
- 1, AA&_J\\MW
ob 1 169.0  236.0 292.0337.0 392.0437.0 588.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119624.D

Aca On : 28 Mar 2020 18:37

Operator : CG/JU

Sample : L2040-10

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Hexacosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14 .17 5.58 ng 599458 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2054 (14.168 min): BF119624.D (-2052) (-) m/z 57.10 100.00%

517.1
5000

13 80 14.00 14.20 14.40

99.1
|| , 1401 187.2 229.1 265.1 304.1338.9 382.1

ol i A S e m/z 43.00 56.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494:; Hexacosane
5000 LA L L L L LB L

13.80 14.00 14.20 14.40
m/z 71.10 50.13%

. ) 1410 1830 2250 267.0 309.0  366.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57.0
_l—rl_l_l_l—rl_l_l_l—l_l_l_l_l—l_l_l_l_l—rl_

13.80 14.00 14.20 14.40

5000 m/z 85.10 31.83%
> 99.0
o 70| | | 1410 1830 2250 267.0 3230  380.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane TR R
57.0 13.80 14.00 14.20 14.40
m/z 55.00 24 _.65%

o b L e e S

T
m/z--> 50 100 150 200 250 300 350 400 13. 80 14.00 14.20 14.40

5000
99.0
27‘0‘ | | 410 1830 2250 266.0296.0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119624.D

Aca On : 28 Mar 2020 18:37

Operator : CG/JU

Sample : L2040-10

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.48 8.34 ng 895008 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 97
2 Octacosane 394 C28H58 000630-02-4 95
3 Heptacosane 380 C27H56 000593-49-7 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2107 (14.480 min): BF119624.D (-2104) (-) m/z 57.05 100.00%
57.0
5000
ggl'o 1411 183.2217.9254.1  316.1353.0 397.3  464.2 14.20 24,40 14.60 24.80
oAk A e P T e e o m/z 43.10 58.42%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #105884: Octadecane
57.
5000 LR B B UL B
mmmmmmmm
99.0 m/z 71.10 53.15%
141.0
()‘_'_ll_~ 183.0 254.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane
57.0
14.20 14.40 14.60 14.80
5000 m/z 85.10 40.47%
99.0
oL ‘ J\ Ly, 1410 183.0 2250 281.0 337.0 394.0
m/z--> éo 160 1%0 260 2éo 360 3%0 460 4%0
Abundance #202662: Heptacosane N B L e B B B A
57.0 14.20 14.40 14.60 14.80
m/z 55.00 20.85%
5000
ol ! jggod 141.0 183.0 225.0 267.0 323.0 380.0
m/z--> 5'0 1(')0 1éo 2(')0 250 3(')0 3&1,0 4(')0 4&1,0 14'20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119624.D

Aca On : 28 Mar 2020 18:37

Operator : CG/JU

Sample : L2040-10

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Pentacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.79 17.06 ng 1162690 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 97
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2160 (14.792 min): BF119624.D (-2156) (-) m/z 57.00 100.00%
57.0
5000
99.0 14.40 14.60 14.80 15.00 15.20
141.1 : : : : :
ol ,I. LAy AL 1832 2391 204432413571 3962 “nsn 7110 54.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57.0
5000 B SR BN B BN

14.40 14.60 14.80 15.00 15.20
m/z 43.10 52.72%

I IJII L 1410 1830 2250 267.0 309.0 352.0

27.0|
Ot rlr R o B LA B o o v e
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
AN AR S e e
14.40 14.60 14.80 15.00 15.20
5000 m/z 85.10 41.59%
99.0
o 27,00 | | 1 ” , 1410 1830 225.0 281.0  337.0 394.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane N L L B
57.0 14.40 14.60 14.80 15.00 15.20
m/z 55.00 19.55%
5000
27,0 990 1410
0 { ‘] ‘J L 1830 225.0 267.0 323.0 380.0
m/z--> 50 100 150 200 250 300 350 400 14. 40 14. 60 14. 80 15. OO 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119624.D

Aca On : 28 Mar 2020 18:37

Operator : CG/JU

Sample : L2040-10

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Heptadecane, 9-octyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.13 19.03 ng 1296770 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2217 (15.127 min): BF119624.D (-2213) (-) m/z 57.10 100.00%
51.1
5000
9.0 14180 15,00 1520 1540 |
141.1 : : : :
ol b i | J41 1832 2502 2063 3373 3960 4563 7n 4310 54.60%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185535: Heptadecane, 9-octyl-
5.0
5000 L SRR IR U IR
14.30 15.00 15.20 15.40
m/z 71.10 54 _47%
9.0 239.0
0 4]y 14101830 “F 2810 3230
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #202662: Heptacosane
57.0
14.80 15.00 15.20 15.40
5000 m/z 85.10 40.20%
ol Jggj 0{ 141.0 183.0 225.0 267.0 323.0 380.0
m/z--> 50 100 1%0 200 250 300 350 400 450
Abundance #100330: 2-Bromo dodecane
57.0 14.80 15.00 15.20 15.40
m/z 55.00 21.30%
5000
99.0 169.0
olsd lyifusso 1 280 | e
m/z--> 50 100 150 200 250 300 350 400 450 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119624.D

Aca On : 28 Mar 2020 18:37

Operator : CG/JU

Sample : L2040-10

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 11 Benzo[e]pyrene Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
15.34 2.48 ng 168687 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolalpvrene 252 C20H12 000050-32-8 94
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
4 Pervlene 252 C20H12 000198-55-0 89
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 89

Abundance Scan 2253 (15.339 min): BF119624.D (-2251) (-) m/z 252.10 100.00%
25p.1
5000
55.0 1251 15.00 15.20 15.40 15.60
ol 380, | 17412071, | 28403161 36613903 | oot 1030 7oy,
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene
25.0
5000
15.00 15.20 15.40 15.60
m/z 253.05 22.12%
125.0
ol 500 830 , | 1740 223.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #104218: Benzo[a]pyrene
25.0
15.00 15.20 15.40 15.60
5000 m/z 125.10 17.16%
126.0
oL 570870 | 1740 2220 j{
m/z--> 50 100 150 200 250 300 350 400
Abundance #104227: Benz[e]acephenanthrylene R A REER R
252.0 15.00 15.20 15.40 15.60
m/z 126.00 10.85%
5000
126.0
0390 870 1740 2230 |
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 1540 15.60

8270-BF031820.M Tue Mar 31 02:06:16 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119624.D

Aca On : 28 Mar 2020 18:37

Operator : CG/JU

Sample : L2040-10

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 12 Tricosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.95 15.03 ng 1024260 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2357 (15.951 min): BF119624.D (-2352) (-) m/z 57.00 100.00%
57.0
Jggl'o 1411 1972 2532 294.1 350.1 393.0 430.0 115'60' 1580 1600 1620 o
ob— A by s | SPees 2932 9] Sopl 9930400 m/z 71.10 55.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164578: Tricosane
57.0
5000 AR DR

T T T T
15.60 15.80 16.00 16.20

99.0 3240 m/z 43.05 52.53%
141.0 ’
||| | 140 1830 2250 267.0
v s i e
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57.0
R B o A AR R
15.60 15.80 16.00 16.20
5000 m/z 85.10 41 .14%
99.0
oLl Ly S 1410 183.0 2250 267.0 3230 _ 380.0
L e s B e L i o e o B e e o o e o |
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane B e B i e I
57.0 15.60 15.80 16.00 16.20
m/z 55.00 20.18%
- ML\“J
99.0
oLl L Ly ] 1410 1830 2250 2820
L e e e e B e L I B e e o o o e | R o R N mEEaE
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119624.D

Aca On : 28 Mar 2020 18:37

Operator : CG/JU

Sample : L2040-10

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 13 1-Nitrododecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.02 6.12 ng 417159 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nitrododecane 215 C12H25N02 016891-99-9 59
2 1-Docosene 308 C22H44 001599-67-3 50
3 Cvclopentane. 2-isopropvl-1.3-di... 140 C10H20 032281-85-9 49
4 2.6.10.14-Tetramethvl-7-(3-methv... 348 C25H48 1000370-41-6 30
5 Hexadecanoic acid, 2-hydroxy-, m... 286 C17H3403 016742-51-1 30
Abundance Scan 2369 (16.021 min): BF119624.D (-2364) (-) m/z 57.00 100.00%

.0

5000

157.1 2973 A A

0! m/z 83.10 96.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #73399: 1-Nitrododecane
69.0
5000 LA B L L L L L L LB
15. 80 16 00 16. 20 16. 40
29.0 } m/z 97.10 74.31%
11.0
0 ..ll','n A ¥.?44f1{8?9, T
m/z--> 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene
65.0
RS EmmEs o L
97.0 15.80 16.00 16.20 16.40
5000 m/z 55.00 59.03%
dasol L L) L] 20 a0 2050
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #18060: Cyclopentane, 2-isopropyl-1,3-dimethy!- RS EmmEs o L
55.0 15.80 16.00 16.20 16.40
0
970 m/z 43.10 56.66%
5000
m/z--> 50 100 150 200 250 300 350 400 15. 80 16 00 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119624.D

Aca On : 28 Mar 2020 18:37

Operator : CG/JU

Sample : L2040-10

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 14 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.46 10.09 ng 687355 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Heneicosane 296 C21H44 000629-94-7 87
3 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 83
4 Hexacosane 366 C26H54 000630-01-3 83
5 Nonadecane 268 C19H40 000629-92-5 83
Abundance Scan 2444 (16.462 min): BF119624.D (-2439) (-) m/z 57.00 100.00%
57.0
2000 \/\%\L
] 99,['1 1551 2111 249 1 309.2343.1 396.1 435.3 1620 1640 16,60 1680 _
NS I 8 B N R R SR m/z 71.10 55.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94344: Heptadecane
57.0
5000 LI SR BN SUMLRN SR
16,20 1640 16.60 16.80
99.0 m/z 43.10 51.65%
oisa | I {4, 1410 1830 2400
m/z--> 50 160 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
16.20 16.40 1660 16.80
5000 m/z 85.10 44 .54%
99.0
0l15.0 . I 1| 1410 1830 2050 296.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #194500: Docosane, 11-butyl- B L e e
57.0 16.20 16.40 16.60 16.80
m/z 55.00 21.39%
- \f\\W”“MNM\JM/\Hm¢m»vwxnw¢mm
99.0
oL L), 1410 2100 25309 3090 3660
mz> 80 100 1% 2o 2 o o o 16.20 16.40 1660 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032720\
Data File : BF119624.D

Acq On : 28 Mar 2020 18:37

Operator : CG/JU

Sample : L2040-10

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF031820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.04 13.4 ng 1164650 1 6.83 1732460 20.0
n-Hexadecanoic acid 11.89 15.6 ng 1358800 4 11.36 1743450 20.0
Octadecanoic acid 12.68 11.3 ng 985814 4 11.36 1743450 20.0
4a(2H)-Naphthalen... 13.47 4.3 ng 460954 5 14.00 2146780 20.0
1-Hexadecanesulfo... 13.86 10.1 ng 1085760 5 14.00 2146780 20.0
Hexacosane 14.17 5.6 ng 599458 5 14.00 2146780 20.0
Octadecane 14.48 8.3 ng 895008 5 14.00 2146780 20.0
Pentacosane 14.79 17.1 ng 1162690 6 15.47 1362900 20.0
Heptadecane, 9-oc... 15.13 19.0 ng 1296770 6 15.47 1362900 20.0
Benzo[e]pyrene 15.34 2.5 ng 168687 6 15.47 1362900 20.0
Tricosane 15.95 15.0 ng 1024260 6 15.47 1362900 20.0
1-Nitrododecane 16.02 6.1 ng 417159 6 15.47 1362900 20.0
Heptadecane 16.46 10.1 ng 687355 6 15.47 1362900 20.0
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