LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118283.D

Aca On : 19 Dec 2019 17:04

Operator :© JU

Sample : K6370-03

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-BF120619 .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 5.051 500 504 516 rVB 150735 166043 3.50% 0.449%
2 5.469 571 575 595 rBVY 1181923 1141937 24.09% 3.086%
3 6.486 744 748 763 rBVY 1230417 1228584 25.91% 3.320%
4 6.628 768 772 775 rBVY 1688365 1407937 29.70% 3.805%
5 6.857 807 811 819 rBV 758960 596299 12.58% 1.611%
6 7.016 834 838 841 rBVY 1279886 1142622 24.10% 3.088%
7 7.422 903 907 919 rBV 968428 891379 18.80% 2.409%
8 8.145 1026 1030 1042 rBV 872517 788381 16.63% 2.130%
9 8.533 1076 1096 1098 rBV 89708 207917 4 ._.39% 0.562%
10 8.557 1098 1100 1116 rVB 76381 126779 2.67% 0.343%

11 9.222 1209 1213 1225 rBV 1789868 1468216 30.97% 3.968%
12 9.616 1277 1280 1286 rBV 181677 152095 3.21% 0.411%
13 9.904 1325 1329 1340 rVB 1104914 948910 20.02% 2.564%
14 10.104 1359 1363 1369 rBV3 31321 47976 1.01% 0.130%
15 10.698 1460 1464 1475 rBV 1294820 1215849 25.65% 3.286%

16 11.080 1520 1529 1539 rVB 360425 434000 9.15% 1.173%
17 11.398 1579 1583 1591 rBV 1163174 1016363 21.44% 2.747%
18 11.921 1664 1672 1688 rVV 463833 603244 12.72% 1.630%
19 12.427 1736 1758 1777 rBV 1185785 4275886 90.19% 11.555%
20 12.621 1785 1791 1798 rBV7 28515 71255 1.50% 0.193%

21 12.710 1801 1806 1818 rVVv 279610 406872 8.58% 1.100%
22 12.986 1849 1853 1868 rVB 1755442 1463835 30.88% 3.956%
23 13.186 1879 1887 1894 rBV2 57235 167123 3.53% 0.452%
24 13.304 1902 1907 1916 rVB2 27571 58089 1.23% 0.157%
25 13.557 1938 1950 1960 rBV 1665249 4740936 100.00% 12.812%

26 13.886 2002 2006 2017 rVB 123004 168626 3.56% 0.456%
27 14.021 2019 2029 2031 rVVv2 96632 184884 3.90% 0.500%
28 14.051 2031 2034 2039 rVvVv 984118 990653 20.90% 2.677%
29 14.110 2039 2044 2050 rVB2 53484 113665 2.40% 0.307%
30 14.204 2055 2060 2063 rBV 113923 106796 2.25% 0.289%

31 14.280 2063 2073 2088 rBV 1894745 4004382 84.46% 10.821%
32 14.509 2108 2112 2117 rBV 195137 197882 4.17% 0.535%
33 14.645 2125 2135 2138 rBV3 123993 261227 5.51% 0.706%
34 14.709 2144 2146 2154 rVB2 61749 95925 2.02% 0.259%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118283.D

Aca On : 19 Dec 2019 17:04

Operator :© JU

Sample : K6370-03

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF120619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.821 2161 2165 2167 rVV 253123 280374 5.91% 0.758%

36 14.868 2167 2173 2186 rVB 1349088 2397055 50.56% 6.478%
37 15.162 2218 2223 2229 rVB 278388 321323 6.78% 0.868%
38 15.339 2251 2253 2260 rVB5 28518 52127 1.10% 0.141%
39 15.545 2275 2288 2301 rBV2 879965 2000048 42.19% 5.405%
40 15.951 2350 2357 2360 rBV7 60226 132748 2.80% 0.359%

41 15.998 2360 2365 2373 rVV 189839 372845 7.86% 1.008%
42 16.056 2373 2375 2384 rVBS8 22651 57135 1.21% 0.154%
43 16.280 2403 2413 2424 rBV3 90036 271747 5.73% 0.734%
44 16.509 2446 2452 2458 rBV2 86451 167778 3.54% 0.453%
45 17.115 2549 2555 2558 rBV4 29256 58864 1.24% 0.159%

Sum of corrected areas: 37004611
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118283.D

Aca On : 19 Dec 2019 17:04

Operator :© JU

Sample : K6370-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF118283.D
6.63
1500000
5.47 6.49 702
1000000 7.42
6.86
500000
T y L
0\\-*--|----|----|----|----|----|A----|----|----|--L-- L----|--
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF118283.D
9.22 12.99
1500000
10.70
12.43
9.90 11.40
1000000
8.15
500000 11.92
11.08
12.71
9.62
i N J\ J\_l%o k L 12, 1318
O R e e e R e e e =
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: BF118283.D
14,28
13.56
1500000 14.87
1000000 14.05 15.54
500000
1 14.511 144 16.00
. a .
8490y LH,J\;;Q? 05 16:2816.51 1712
O e e e T L A H B e e e e e e e e
Time-->  13.50 14.00 14.50 15.00 15.50 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\BF121919\
Data File : BF118283.D

Aca On : 19 Dec 2019 17:04

Operator :© JU

Sample : K6370-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.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 9

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

5.05 5.57 ng 166043 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 504 (5.051 min): BF118283.D (-500) (-) m/z 43.00 100.00%
43
59
5000
101 S U
480 5.00 520 5.40
83
Ok 22l Tm/z 59.00 60.26%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R UL UL I
59 480 500 520 5.40
m/z 101.00 25.09%
15 31 101
o 25,70 37, 53, | 83 )
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43
480 5.00 520 5.40
5000 m/z 58.00 15.73%
101
o 15 253137 || 5 %8 g9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3159: 5-Hexen-2-one R T N e min
43 480 5.00 520 5.40
m/z 41.10 9.92%
5000
55
SIS (R N TR I A /L B [ PO | N
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118283.D

Aca On : 19 Dec 2019 17:04

Operator :© JU

Sample : K6370-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.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 unknown6.63 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.63 47 .22 ng 1407940 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 25
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9
Abundance Scan 772 (6.628 min): BF118283.D (-768) (-) m/z 132.00 100.00%
5000
68 L
40 % J 620 640 6.60 6.80 7.00
o | f7 s | asus )l "m/z 68.00 35.01%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

5000 B e e o e
620 6.40 6.60 6.80 7.00
m/z 134.00 32.06%
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132 L
69 e
104 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 23.73%
31 5l 8
0 ‘ L1 H 1L . |
e T B e B L w
m/z--> 40 60 80 100 120 140 160 180 /\ L
Abundance #52379: Tranylcypromine-propionyl e REAME EEEmE A S
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 15.12%
5000 98 116
SIS RS JAI 8 T N N
m/z--> 40 60 80 100 120 140 160 180 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\BF121919\
Data File : BF118283.D

Aca On : 19 Dec 2019 17:04

Operator :© JU

Sample : K6370-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.92 11.87 ng 603244 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Undecanoic acid 186 C11H2202 000112-37-8 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 81
Abundance Scan 1672 (11.921 min): BF118283.D (-1664) (-) m/z 73.00 100.00%
43 o0 P
5000 129
213 N . URS——
143157171185 o9 11.60 11.80 12.00 12.20
0 m/z 43.05 82.34Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 UL P SUMRSR UM B
11. 60 11. 80 12. 00 12 20
m/z 59.95 78.81%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 73
43 11,60 11.80 12.00 12.20
5000 129 m/z 41.05 69.77%
29 ; 185 228
01115 | 143,171
o ---.-‘-‘- Al ‘W\ % b 1T ,\, as |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid = . N R
43 60 73 11.60 11. 80 12. 00 12 20
m/z 55.05 66.82%
5000 129
29
199
‘ 143157171185 242
O.Fﬁ.k.,ﬁ. .................w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118283.D

Aca On : 19 Dec 2019 17:04

Operator :© JU

Sample : K6370-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.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 Hexacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.43 84.14 ng 4275890 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Octadecane 254 C18H38 000593-45-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 1758 (12.427 min): BF118283.D (-1736) (-) m/z 57.05 100.00%

g7
85
5000
l i | ﬂlﬁ3 141 169 197 225 253 281 309 337 365 408 12.20 12.90 12.60 12,80

O R R N ..U m/z 71.10 73.75%

T
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
85

5000 T T T T AT
12 20 12. 40 12. 60 12. 80

m/z 43.05 64 .33%

29
LT ﬂ1ﬁ311§1 160 107 225 253 295 323 367
. 222 208 295 828 e
miz--> 50 100 150 200 250 300 350 400

Abundance #105885: Octadecane

12.20 12. 40 12. 60 12.80

5000 85 m/z 85.05 57 .57%
29 3
[ 1] 4 ) 123141 169 197 205 254
o L e Y
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane e e L e (e e
57 12 20 12. 40 12. 60 12. 80

m/z 55.05 25.30%

85
5000
29 113
oL ‘ yyi J | 141 169 197 225 253 296
S P i L o R ——

m/z--> 50 100 150 200 250 300 350 400 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118283.D

Aca On : 19 Dec 2019 17:04

Operator :© JU

Sample : K6370-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.71 8.01 ng 406872 Phenanthrene-d10 11.40
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 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 72

Abundance Scan 1806 (12.710 min): BF118283.D (-1801) (-) m/z 73.00 100.00%

48

L

5000
12 40 12.60 12.80 13.00
O i m/z 43.05 97 .98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
43 57 7,
5000 LA L L L L L L L LB B

12.40 12.60 12.80 13.00
m/z 60.00 79.59%

2 143 171
L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 73
51

12.40 12.60 12.80 13.00
5000 m/z 41.05 73.48%

i

...,.‘a..‘i‘:‘..

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid

_'_'—l_'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—[
60 12.40 12.60 12.80 13.00
m/z 57.10 73.17%

5000 129
14“ 143157171185 213
04

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13 00

o

o

8270-BF120619.M Fri Dec 20 15:36:34 2019 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118283.D

Aca On : 19 Dec 2019 17:04

Operator :© JU

Sample : K6370-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.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 Octacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.19 3.37 ng 167123 Chrysene-di12 14 .05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Hentriacontane 437 C31H64 000630-04-6 86
3 Hexatriacontane 507 C36H74 000630-06-8 86
4 Tetratetracontane 619 C44H90 007098-22-8 86
5 Hexacosane 366 C26H54 000630-01-3 83

Abundance Scan 1888 (13.192 min): BF118283.D (-1879) (-) m/z 57.10 100.00%

57
5000

12:80 13.00 13.20 13.40 13.60
Oyt m/z 71.10 65.10%
0

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

5000 85 L B
12. 80 13. OO 13 20 13 40 13. 60

m/z 43.05 63.97%

29
o1, Jﬂ 141169197225253281309337365394
L A LA S i i e o o o e A B o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #223852: Hentriacontane
57

12.80 13.00 13.20 13.40 13.60

5000 85 m/z 85.05 51.03%
13141
0 |[] 14169 197 225253 281 309 337 365 437
R B o B B B AR W T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane R e e

12:80 13.00 13.20 13.40 13.60
m/z 55.00 28.78%

5000
| 113141169197 225253 281309337 379 421449477 506 A\_

m/z--> 0 50 100 150 200 250 300 350 400 450 500 12. 80 13. OO 13 20 13 40 13. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118283.D

Aca On : 19 Dec 2019 17:04

Operator :© JU

Sample : K6370-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.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 Heneicosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.56 95.71 ng 4740940 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Octadecane 254 C18H38 000593-45-3 93
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 1951 (13.563 min): BF118283.D (-1938) (-) m/z 57.05 100.00%
57
85
5000
R e
141 169 13.20 13.40 13.60 13.80
) - .|, A 1| Ly P97 225 253 281 309 351379 | Ty 7110 76.17%
miz--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57
5000 85 RSB ARSR UNARRE
Bmmmmmmm
29 m/z 43.10 62.74%
. | | L 4113 141 169 107 225 253 296
miz--> 0 éo 100 1éo 260 2éo 360 3éo '
Abundance #105885: Octadecane
57
13.20 13.40 13.60 13.80
5000 85 m/z 85.05 57.40%
29
ol g | TP 141 160 107 205 254
miz--> 0 éo 160 1éo 260 2éo 300 3%0 '
Abundance #215181: 2-methyloctacosane R R o
57 13.20 13.40 13.60 13.80
m/z 55.05 24 449
5000 85 /\
o2 ‘ | | 112141 169 107 225 267 205 365 393 A~
miz--> 0 % 1& 1% 2& 250 3& 3% ' Bmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118283.D

Aca On : 19 Dec 2019 17:04

Operator :© JU

Sample : K6370-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.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 Dotriacontyl pentafluoropro... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.89 3.40 ng 168626 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 91
2 Tetratriacontvl heptafluorobutvrate 691 C38H69F702 1000351-84-1 91
3 Hexatriacontvl pentafluoropropio... 669 C39H73F502 1000351-89-0 91
4 Dotriacontvl heptafluorobutvrate 662 C36H65F702 1000351-84-2 91
5 Tetratriacontyl pentafluoropropi... 641 C37H69F502 1000351-81-5 91
Abundance Scan 2007 (13.892 min): BF118283.D (-2002) (-) m/z 57.00 100.00%
g7
97
5000
39 182 281 13.60 13.80 14.00 14.20
Orrrih m/z 43.10 89.83%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #241397: Dotriaconty| pentafluoropropionate
g7
97
5000
13.60 13.80 14.00 14.20
m/z 83.00 67.38%
0 181 222 264 320 362 404 448 493 594
mz-> 0 §o 160 150 200 250 300 350 400 4%0 500 550 600 650
Abundance #242758: Tetratriacontyl heptafluorobutyrate
g7
97 13.60 13.80 14.00 14.20
5000 m/z 55.05 65.42%
ol ?9 181 222 264 306 348 390 432 476 521 672
IIIII""I""IIIII L S D S D S D B DA
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242465: Hexatriacontyl pentafluoropropionate
57 13.60 13.80 14.00 14.20
m/z 71.05 63.93%
97
5000
}39
o241, 280 222 264 306 348 391432 504 549 680
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118283.D

Aca On : 19 Dec 2019 17:04

Operator :© JU

Sample : K6370-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.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 Docosane, 2,21-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.11 2.29 ng 113665 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 2.21-dimethvl- 338 C24H50 077536-31-3 83
2 Tetracosane 338 C24H50 000646-31-1 80
3 Pentacosane 352 C25H52 000629-99-2 80
4 Heneicosane. 3-methvl- 310 C22H46 006418-47-9 80
5 Triacontane 422 C30H62 000638-68-6 72
Abundance Scan 2044 (14.110 min): BF118283.D (-2039) (-) m/z 57.10 100.00%
57
5000 (&
u [} 7127 155 209 281 407 13.80 14.00 14.20 14.40
ol dof oy | m/z 43.10 51.55%
m/z--> 50 150 200 250 300 350 400
Abundance #175569: Docosane, 2,21-dimethyl-
a3
5000 71
13.80 14.00 14.20 14.40
m/z 71.05 48.93%
] J 9ﬁ|127 195 183 211 239 295 323
Oyt B A W S
m/z--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane
57
85 13.80 14.00 14.20 14.40
5000 m/z 85.05 46.68%
113
oL 3 ‘ J (14 169 197 225 253 281 309 338
m/z--> 50 100 150 260 250 300 350 400
Abundance #185533: Pentacosane  amm e R S ELSE N A
57 13.80 14.00 14.20 14.40
m/z 56.10 33.88%
5000 85
113
L2l ﬂ | M 169189211 239 267 295 323 352
m/z--> 50 100 150 200 250 300 350 400 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118283.D

Aca On : 19 Dec 2019 17:04

Operator :© JU

Sample : K6370-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.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 Octadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

14.28 80.84 ng 4004380 Chrysene-di12 14 .05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
3 Eicosane 282 C20H42 000112-95-8 93
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 93

Abundance Scan 2073 (14.280 min): BF118283.D (-2063) (-) m/z 57.05 100.00%

57
85
5000

141 169 197 14.00 14.20 14.40 14.60
ol l A “ Ly 1,225 258 281 309 351 879 | "n/z 71.05  72.93%

m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane

%

5000 85
14.00 14.20 14.40 14.60
29 m/z 43.10 62.56%
113
o LM e o s 20
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
5[7
14.00 14.20 14.40 14.60
5000 85 m/z 85.10 56.88%
113
ol 3 ‘ I A (141,169 197 239 267 204 323 352
i i T e
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57 14.00 14.20 14.40 14.60
m/z 55.05 24 .26%
85
5000
113
LT ‘ | 4| M 169 197 225 psg 262
L e B e o r B AL B e o e e e e B
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118283.D

Aca On : 19 Dec 2019 17:04

Operator :© JU

Sample : K6370-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.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 Tetratetracontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .64 5.27 ng 261227 Chrysene-di12 14 .05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
3 Hexadecane. l1l-iodo- 352 C16H33l1 000544-77-4 87
4 Docosane. l1ll-decvl- 451 C32H66 055401-55-3 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 2134 (14.639 min): BF118283.D (-2125) (-) m/z 57.00 100.00%
57
5000

141 14.40 14.60 14.80 15.00
183 225 275
m/z 43.10 70.90%

o

IIII II I.
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

5000
14.40 14.60 14.80 15.00

m/z 71.10 63.42%

141 183 225 267 309 351 393 435 491 535 574 617

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185535: Heptadecane, 9-octyl-
517
14.40 14.60 14.80 15.00
5000 m/z 85.10 50.69%
99
o | 141 183 239 559 393
 Rma e S B ”...”...” R R RRARERESEEEEEEE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #184946: Hexadecane, 1-iodo-
517 14.40 14.60 14.80 15.00
m/z 55.00 29.03%
5000
99 225
ol e | e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118283.D

Aca On : 19 Dec 2019 17:04

Operator :© JU

Sample : K6370-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.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 16 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.87 23.97 ng 2397060 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2173 (14.868 min): BF118283.D (-2167) (-) m/z 57.10 100.00%
57
85
5000
ﬂ113 141 160 197225 253 295 323 351 399 14.60 14.80 15.00 15.20
bk Al b TP 297 225 258 295 323 351 393 m/z 71.10 73.86%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85
14.60 14.80 15.00 15.20
m/z 43.05 60.33%
ol L b gL M 1 160 107 205 254
m/z--> 50 100 1%0 200 2éo 300 350 '
Abundance #215181: 2-methyloctacosane
57
14.60 14.80 15.00 15.20
5000 85 m/z 85.10 57 .25%
113
N BEE 141,169 197 225 267 295 365 393
m/z--> 50 100 15 200 250 300 350 '
Abundance #141426: Heneicosane
57 14.60 14.80 15.00 15.20
m/z 55.10 24 .00%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 ' 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121919\
Data File : BF118283.D

Acq On : 19 Dec 2019 17:04

Operator : JU

Sample : K6370-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120619_.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... 5.05 5.6 ng 166043 1 6.86 596299 20.0
unknown6.63 6.63 47.2 ng 1407940 1 6.86 596299 20.0
n-Hexadecanoic acid 11.92 11.9 ng 603244 4 11.40 1016360 20.0
Hexacosane 12.43 84.1 ng 4275890 4 11.40 1016360 20.0
Octadecanoic acid 12.71 8.0 ng 406872 4 11.40 1016360 20.0
Octacosane 13.19 3.4 ng 167123 5 14.05 990653 20.0
Heneicosane 13.56 95.7 ng 4740940 5 14.05 990653 20.0
Dotriacontyl pent... 13.89 3.4 ng 168626 5 14.05 990653 20.0
Docosane, 2,21-di... 14.11 2.3 ng 113665 5 14.05 990653 20.0
Octadecane 14.28 80.8 ng 4004380 5 14.05 990653 20.0
Tetratetracontane 14_64 5.3 ng 261227 5 14.05 990653 20.0
2-methyloctacosane 14 .87 24 _0 ng 2397060 6 15.54 2000050 20.0
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