LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119744.D

Aca On > 4 Apr 2020 4:53

Operator : MA/SJ

Sample : L2129-26

Misc :

ALS Vial : 33 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
1 5.040 498 502 509 rvB 115546 169894 2.24% 0.306%
2 5.428 562 568 571 rBVY 6274939 6948180 91.56% 12.499%
3 6.440 733 740 743 rBVY 5399483 7014580 92.43% 12.618%
4 6.628 770 772 778 rBV 199325 172667 2.28% 0.311%
5 6.804 798 802 805 rBVY 1375552 1063854 14.02% 1.914%
6 6.963 824 829 832 rBVY 6043577 5458404 71.93% 9.819%
7 7.369 892 898 901 rBVY 4086406 4624302 60.93% 8.318%
8 8.087 1015 1020 1023 rBY 1630094 1350938 17.80% 2.430%
9 9.169 1198 1204 1207 rBV 7534215 7588922 100.00% 13.651%
10 9.557 1267 1270 1274 rBV 883381 740209 9.75% 1.332%

11 9.845 1312 1319 1322 rBV 1720840 1438486 18.96% 2.588%
12 10.633 1447 1453 1457 rBV 4160480 4359087 57.44% 7.841%
13 11.333 1567 1572 1574 rBV 1388016 1348977 17.78% 2.427%
14 11.351 1574 1575 1579 rVB 329908 248675 3.28% 0.447%
15 11.863 1659 1662 1668 rBV 1020958 909856 11.99% 1.637%

16 12.545 1774 1778 1781 rBV 457806 397877 5.24% 0.716%
17 12.645 1792 1795 1802 rBV2 274892 322337 4._.25% 0.580%
18 12.769 1810 1816 1819 rBV 354975 400115 5.27% 0.720%
19 12.922 1837 1842 1845 rBV 5766778 5605458 73.86% 10.083%
20 12.992 1849 1854 1858 rBV3 44491 78308 1.03% 0.141%

21 13.204 1887 1890 1894 rVB2 73542 81726 1.08% 0.147%
22 13.398 1920 1923 1927 rBV2 117264 108116 1.42% 0.194%
23 13.498 1934 1940 1943 rBV5 72919 135031 1.78% 0.243%
24 13.816 1991 1994 2002 rVB 704998 834059 10.99% 1.500%
25 13.968 2015 2020 2023 rBV2 1113436 1176281 15.50% 2.116%

26 13.998 2023 2025 2030 rVB 171115 165830 2.19% 0.298%
27 14.145 2047 2050 2055 rvB2 108416 113632 1.50% 0.204%
28 14.451 2098 2102 2105 rBV3 218439 288346 3.80% 0.519%
29 14.751 2150 2153 2156 rBV 136588 133385 1.76% 0.240%
30 14.998 2191 2195 2203 rBV 155600 301219 3.97% 0.542%

31 15.086 2206 2210 2212 rBV3 139832 165930 2.19% 0.298%
32 15.298 2243 2246 2252 rVB 103371 121699 1.60% 0.219%
33 15.357 2252 2256 2260 rBV 139703 178400 2.35% 0.321%
34 15.421 2263 2267 2271 rVV 795956 953000 12.56% 1.714%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119744.D

Aca On > 4 Apr 2020 4:53

Operator : MA/SJ

Sample : L2129-26

Misc :

ALS Vial : 33 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 - 0 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 15.463 2271 2274 2279 rVB2 100232 146030 1.92% 0.263%
36 15.898 2343 2348 2352 rBV2 93933 154548 2.04% 0.278%

37 15.951 2352 2357 2361 rBV5 80649 171879 2.26% 0.309%
38 16.857 2507 2511 2520 rVB2 60353 121580 1.60% 0.219%

Sum of corrected areas: 55591817
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119744.D

Aca On : 4 Apr 2020 4:53

Operator : MA/SJ

Sample : L2129-26

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

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

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119744.D

Aca On : 4 Apr 2020 4:53

Operator : MA/SJ

Sample : L2129-26

Misc :

ALS Vial : 33 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

5.04 3.19 ng 169894 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
3 1.2-Butanediol 90 C4H1002 000584-03-2 28
4 Guanidine 59 CH5N3 000113-00-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 502 (5.040 min): BF119744.D (-498) (-) m/z 43.00 100.00%
43
59
5000
101
51| 83 | 480 5.00 5.20 5.40
R L e e e e L S R R R R m/z 59.00 62.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 N RAAAS AR RARES AN
59 4.80 5.00 5.20 5.40
m/z 101.00 18.56%
15 31 101
25 7] 37, 53,| 83 )
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 5.00 520 5.40
5000 m/z 57.95 16.49%
a1 101
15 31 53 69 83
miz--> 10 20 30 40 50 60 70 8 90 100 110 1
Abundance #2294: 1,2-Butanediol A e e R ma
3 59 480 5.00 5.20 5.40
m/z 41.00 7.68%
5000
41
B ml lesll n e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119744.D

Aca On : 4 Apr 2020 4:53

Operator : MA/SJ

Sample : L2129-26

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 8

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

6.63 3.25 ng 172667 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 74
2 Butanoic acid. 4-methoxv- 118 C5H1003 029006-02-8 39
3 Ethanol. 2.2"-oxvbis- 106 C4H1003 000111-46-6 38
4 2-Propanol. 1-(l-methvlethoxv)- 118 C6H1402 003944-36-3 38
5 Ethanol, 2-[2-(2-propenyloxy)eth... 146 C7H1403 015075-50-0 36

Abundance Scan 772 (6.628 min): BF119744.D (-770) (-) m/z 44.95 100.00%
45
5000 5o
AU
2 620 6.40 6.60 6.80 7.00
vl b i 89, 103 120 00 35.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45
5000
31 59 6.20 6.40 6.60 6.80 7.00
72 m/z 72.00 16.97%
ST O N N PN LS -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
45
T A
6.20 6.40 6.60 6.80 7.00
5000 59 m/z 42.95 12.51%
85
68 100
wwmmmwwwwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4982: Ethanol, 2,2'-0Xybi5- [T T |Ilkl L L B
45 6.20 6.40 6.60 6.80 7.00

m/z 60.00 10.93%

5000

75

31
B .58 |88

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119744.D

Aca On : 4 Apr 2020 4:53

Operator : MA/SJ

Sample : L2129-26

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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.
11.86 13.49 ng 909856 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Octadecanoic acid 284 C18H3602 000057-11-4 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 1662 (11.863 min): BF119744.D (-1659) (-) m/z 59.95 100.00%
43 60
5000
129
85 157 192213 U U U U
01 5 239256 36 11.60 11.80 12.00 12.20
! m/z 73.00 93.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107548: n-Hexadecanoic acid
8 73
5000 LI PR BN SUNRN UM
11.60 11.80 12.00 12.20
2 213 m/z 43.00 92 .86%
157 185

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 73
11.60 11.80 12.00 12.20
5000 129 m/z 57.05 83.52%
97 199 242
27
mﬂmﬁrﬁmﬁm@wmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid
4 73 11.60 11.80 12.00 12.20
m/z 55.00 74 .53%
5000 129

T T I T
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\BF040320\
Data File : BF119744.D

Aca On : 4 Apr 2020 4:53

Operator : MA/SJ

Sample : L2129-26

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Octadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.65 4.78 ng 322337 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Docosanoic acid 340 C22H4402 000112-85-6 87
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68
Abundance Scan 1796 (12.651 min): BF119744.D (-1792) (-) m/z 43.05 100.00%

5000

12.40 12.60 12.80 13.00
m/z 59.95 96.36%

m/z--> 50 100 150 200 250 300
Abundance #131259: Octadecanoic acid
43 73
5000
129 12.40 12.60 12.80 13.00
97 185 oa1 284 m/z 72.95 95.05%
18 |.i | 157 | | | 213 ! | 267 L
L A T A
m/z--> 50 100 150 200 250 300
Abundance
43
o 340 12.40 12.60 12.80 13.00
5000 it m/z 57.00 92.68%
129
83
185 284 31
111 157 013 241 L
———r oAt e e e
m/z--> 50 100 150 200 250 300
Abundance #107549: n-Hexadecanoic acid e e e e
43 60 12. 40 12 60 12. 80 13. 00

m/z 55.00 84 .06%

5000 129
83
o1 157 185 213 256
<

M1
L

m/z--> 50 100 150 200 250 300 12.40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119744.D

Aca On : 4 Apr 2020 4:53

Operator : MA/SJ

Sample : L2129-26

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 unknownl1l3.50 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.50 2.30 ng 135031 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Dodecane. 1-iodo- 296 C12H25l1 004292-19-7 22
2 Pentadecane. 8.8-diheptvl- 408 C29H60 055268-72-9 22
3 11-Methvlhentriacontane 451 C32H66 035799-05-4 12

1-I5-(3-Acetvl-4-hvdroxvphenvlth... 302 C16H1404S 028992-32-7 10

5 Docosane, 9-butyl- 366 C26H54 055282-14-9 10
Abundance Scan 1940 (13.498 min): BF119744.D (-1934) (-) m/z 57.05 100.00%
57
5000 302
_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'_
i113 150 175 201 13.20 13.40 13.60 13.80
W T TR |.|n||.uh. m/z 43.00 60.24%
m/z--> 50 150 200 250 300 350 400 450
Abundance #140551: Dodecane, 1-iodo-
57
5000 LA L L L L L L L
85 13:20 1340 13.60 13.80
0
29 s 169 206 m/z 71.10 54 _.73%
, 717,141, | 197 225
R e i i
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'_
309 13.20 13.40 13.60 13.80
5000 85 m/z 302.10 44 . 75%
1314 169 197 225 253 281 333
I B L B e B S BN A e i S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227200: 11-Methylhentriacontane S B T s
57 13.20 13.40 13.60 13.80
168 m/z 85.05 36.37%
5000 85
308
113
h 210 | 196 205 253 280 351 379 407 435
...,....,....,....,.... R i
m/z--> 100 150 200 250 300 350 400 450 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119744.D

Aca On : 4 Apr 2020 4:53

Operator : MA/SJ

Sample : L2129-26

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 1-Heneicosyl formate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.82 14.18 ng 834059 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 93
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 93
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 90
Abundance Scan 1995 (13.821 min): BF119744.D (-1991) (-) m/z 57.10 100.00%
57
83
5000
111
—v—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—h
230 13.60 13.80 14.00 14.20
139
o AL Cpl87 202 | 261 293 381387 | m/z 55.00 87.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #177132: 1-Heneicosyl formate
57 83
5000 R RN B U R
Bmmmmmmm
m/z 43.05 80.91%
167 196 222 266 294 320
m/z--> §o 100 150 200 250 300 350 400
Abundance
57
AU S SR
97 13.60 13.80 14.00 14.20
5000 m/z 83.05 69.24Y%
147" 196 224 269 420
m/z--> §o 160 1%0 260 250 300 3%0 460
Abundance #185169: Heptadecy! trifluoroacetate
57 13.60 13.80 14.00 14.20
97 m/z 97.05 63.98%
5000
29 125
J | J 154 182 210 238 283 334
m/z--> §o 100 1%0 260 250 360 3%0 460 13.60 13.80 14.00 14.20

8270-BF031820.M Mon Apr 06 15:52:00 2020 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119744.D

Aca On : 4 Apr 2020 4:53

Operator : MA/SJ

Sample : L2129-26

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Hexadecane, l1-chloro- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14 .45 4.90 ng 288346 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. l1-chloro- 260 C16H33ClI 004860-03-1 93
2 Heptadecane 240 C17H36 000629-78-7 91
3 Nonadecane. 1l-chloro- 302 C19H39cClI 062016-76-6 90
4 Octacosane 394 C28H58 000630-02-4 83
5 Sulfurous acid, butyl octadecyl ... 390 C22H4603S 1000309-18-5 74
Abundance Scan 2102 (14.451 min): BF119744.D (-2098) (-) m/z 56.95 100.00%
57
5000 P
111 14120 14140 1460 14.80
139162 185 213 254 326 397 14.20 14.40 14.60 14.80
,l x Al S0 07200 elvasgryars 020 6L U Tm/z 43.10  60.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #110907: Hexadecane, 1-chloro-
57
5000 LR SIS BN BULRLL B
- 91 mmmmmmmm
m/z 71.05 52.12%
||| . J “Lhtllg 147 175 203224 2?0
m/z--> éo 100 150 260 250 360 3%0 460
Abundance
57
g5 " 1420 14.40 1460 14.80
5000 m/z 55.00 41 .86%
29
13 141 169 197 240
miz-> 50 100 150 200 250 300 350 400
Abundance #146523: Nonadecane, 1-chloro- I a  BREEEEES B
57 14.20 14.40 14.60 14.80
m/z 85.10 37.50%
5000
29 85
Ll J ﬂ 111133 161182208 231 259 392
m/z--> 5'0 1(')0 1&1;0 2(')0 250 300 3&1;0 400 14'20 14. 40 14. 60 14I80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119744.D

Aca On : 4 Apr 2020 4:53

Operator : MA/SJ

Sample : L2129-26

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Nonadecane, 9-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.75 2.80 ng 133385 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 93
2 Tricosane 324 C23H48 000638-67-5 90
3 Octacosane 394 C28H58 000630-02-4 74
4 Hexacosane 366 C26H54 000630-01-3 72
5 Tetratetracontane 619 C44H90 007098-22-8 72
Abundance Scan 2153 (14.751 min): BF119744.D (-2150) (-) m/z 57.00 100.00%
57
5000
85
A LT 199, 202240 281302 0T 354378 | sz 43.05  53.520%
m/z--> 50 100 150 200 250 300 350
Abundance #129499: Nonadecane, 9-methyl-
85
5000 L B BN B B
14.40 14.60 14.80 15.00
140 m/z 71.10 52.76%
29 11 168
PLLi | e g o
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.40 14.60 14.80 15.00
5000 85 m/z 85.00 33.62%
324
W3 141 169 107 239 267 205
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane R e
57 14.40 14.60 14.80 15.00
m/z 55.00 17.43%
5000 85
29
] | (M3 141 169 197 225 253 281 309 337 365 394

T
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\BF040320\
Data File : BF119744.D

Aca On : 4 Apr 2020 4:53

Operator : MA/SJ

Sample : L2129-26

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Pentacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.09 3.48 ng 165930 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 90
2 Heneicosane 296 C21H44 000629-94-7 78
3 Nonadecane 268 C19H40 000629-92-5 58
4 Dodecane 170 C12H26 000112-40-3 58
5 Hexacosane 366 C26H54 000630-01-3 53
Abundance Scan 2211 (15.092 min): BF119744.D (-2206) (-) m/z 57.05 100.00%
57
5000 85 302
113 150170 252 - 14.80 15.00 15,20 15.40
b g 107 228 TR 21Ty (3 816 hyy 43.05 54.74%
miz--> 0 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 LRI UL B UL UL
mmmmmmmm
113 m/z 71.10 52.59%
29 | ﬂ fon 109189211 239 267 205 323 352
miz--> 0 55 150 200 250 360 3éo
Abundance
57
14.80 15.00 15,20 15.40
5000 85 m/z 85.10 39.55%
29
113 141 169 107 225 253 296
miz--> 0 55 160 1éo 260 2éo 360 3éo
Abundance #117637: Nonadecane T T T
57 14.80 15.00 15.20 15.40
m/z 302.10 39.08%
85
5000
29
Ll 8 141 169 197 268
miz--> 0 55 160 1éo 260 250 360 3éo 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119744.D

Aca On : 4 Apr 2020 4:53

Operator : MA/SJ

Sample : L2129-26

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Perylene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.30 2.55 ng 121699 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 98
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
3 Benzolalpvrene 252 C20H12 000050-32-8 94
4 Benzolelpvrene 252 C20H12 000192-97-2 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 91
Abundance Scan 2246 (15.298 min): BF119744.D (-2243) (-) m/z 252.10 100.00%
252
5000
44 74 100 115 155176 199 224 285 315334 358378 1200 1520 1590 1540
e R e m/z 250.05 30.18%
m/z--> 50 100 150 200 250 300 350
Abundance #104214: Perylene
252
5000
15.00 15.20 15.40 15.60
125 m/z 253.10 18.70%
17 39 74 99 I 150 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance
252
15.00 15.20 15.40 15.60
5000 m/z 124.90 14 _.35%
126
39 74 100 150 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance #104218: Benzo[a]pyrene R REaEE BT
252 15.00 15.20 15.40 15.60
m/z 126.00 13.40%
5000
126
50 74 100, | 149 174 200 224
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119744.D

Aca On : 4 Apr 2020 4:53

Operator : MA/SJ

Sample : L2129-26

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.90 3.24 ng 154548 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Tricosane 324 C23H48 000638-67-5 93
3 Tetracosane 338 C24H50 000646-31-1 90
4 Pentacosane 352 C25H52 000629-99-2 83
5 Tricosane, 2-methyl- 338 C24H50 001928-30-9 78
Abundance Scan 2348 (15.898 min): BF119744.D (-2343) (-) m/z 57.00 100.00%
57
5000 85
176 266 326 15,60 15.80 16.00 16.20
141 207 352371 : : : -
—— =l |‘| .‘l "..l‘ .h.m n.uul o |22|9| " .'l'.‘ |2|9|6|.|.L " | . i m/z 71.05 54 .08%
m/z--> 50 100 150 200 250 300 350
Abundance #141424: Heneicosane
57
5000 85 LR BN LI B SUL
15 60 15. 80 16. oo 16. 20
- 113 m/z 43.00 53.61%
Tl L J |yt 169,197 225 253 296
m/z--> 56 100 1éo 260 250 300 3%0
Abundance
57
15,60 15.80 16.00 16.20
5000 85 m/z 85.00 42 .84%
29 113 141 169 197 225 253 281 324
m/z--> 56 160 1%0 260 250 360 3%0
Abundance #175557: Tetracosane B R e e
57 15.60 15.80 16.00 16.20
m/z 55.00 21.89%
5000 85
29 113
| ‘ ‘ | 1411169 197 225 253 281 309 338
m/z--> 5'0 1(')0 150 2(')0 250 300 3&1;0 15. 60 15. 80 16. 00 16. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119744.D

Aca On : 4 Apr 2020 4:53

Operator : MA/SJ

Sample : L2129-26

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Cyclotetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.95 3.61 ng 171879 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 98
2 l-Hexadecene. 16-bromo- 302 C16H31Br 118625-56-2 91
3 Cvcloeicosane 280 C20H40 000296-56-0 89
4 5-Eicosene. (BE)- 280 C20H40 074685-30-6 89
5 1-Eicosene 280 C20H40 003452-07-1 83
Abundance Scan 2357 (15.951 min): BF119744.D (-2352) (-) m/z 57.00 100.00%
g7
97
5000
326 LN SUNIURA SN B
197216235 259278 300 346366 387 15.60 15.80 16.00 16.20
iy m/z 55.05 86.12%
m/z--> 50 100 150 200 250 300 350
Abundance #174179: Cyclotetracosane
43
83
5000 R DR UL UL S B
11 15.60 15.80 16.00 16.20
m/z 97.05 75.30%
o8 ol | \ L139 167 106 224 250 279 308 336
m/z--> 50 160 150 200 250 300 3%0
Abundance
55
83 15,60 15.80 16.00 16,20
5000 m/z 83.00 70.62%
29 111 148
176 205 232 260 304
m/z--> 50 100 150 200 250 300 350
Abundance #127768: Cycloeicosane R B .
55 15.60 15.80 16.00 16.20
83 m/z 43.00 69.24%
5000
29 111
N ‘ J | J \139 168 196 224 252 280
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040320\
Data File : BF119744.D

Acq On > 4 Apr 2020 4:53

Operator : MA/SJ

Sample : L2129-26

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF031820_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.04 3.2 ng 169894 1 6.80 1063850 20.0
Ethanol, 2-(2-eth... 6.63 3.3 ng 172667 1 6.80 1063850 20.0
n-Hexadecanoic acid 11.86 13.5 ng 909856 4 11.33 1348980 20.0
Octadecanoic acid 12.65 4.8 ng 322337 4 11.33 1348980 20.0
unknown13.50 13.50 2.3 ng 135031 5 13.97 1176280 20.0
1-Heneicosyl formate 13.82 14.2 ng 834059 5 13.97 1176280 20.0
Hexadecane, 1-chl... 14.45 4.9 ng 288346 5 13.97 1176280 20.0
Nonadecane, 9-met... 14.75 2.8 ng 133385 6 15.42 953000 20.0
Pentacosane 15.09 3.5 ng 165930 6 15.42 953000 20.0
Perylene 15.30 2.5 ng 121699 6 15.42 953000 20.0
Heneicosane 15.90 3.2 ng 154548 6 15.42 953000 20.0
Cyclotetracosane 15.95 3.6 ng 171879 6 15.42 953000 20.0
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