LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114872.D

Aca On : 6 Jun 2019 19:50

Operator : HP/JU

Sample : K3211-03

Misc :

ALS Vial : 9 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-BF060419 .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

2.640 90 94 102 rVB 68350 109749 1.06% 0.112%
4.863 467 472 481 rBvV 535869 820058 7.94% 0.834%
543 546 rBV 6935802 7560356 73.21% 7.688%
6.310 712 718 721 rBV 6798841 8035192 77.81% 8.171%
6.440 735 740 743 rBV 8033986 8339392 80.75% 8.480%

abrwWNPEF
a1
N
[ee}
=
a1
w
\l

6.669 775 779 782 rBV 3142976 2649245 25.65% 2.694%
6.828 801 806 809 rBvV 7003907 6724921 65.12% 6.838%
874 877 rBV 4972384 5525217 53.50% 5.618%
7.945 991 996 1000 rBV 3628690 3572875 34.60% 3.633%
9.028 1174 1180 1183 rBV 9786734 10327183 100.00% 10.501%
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11 9.416 1239 1246 1250 rBV 2050223 1768402 17.12% 1.798%
12 9.698 1288 1294 1297 rBV 4351343 4230220 40.96% 4_.301%
13 10.480 1422 1427 1430 rBV 6085389 6122712 59.29% 6.226%
14 10.616 1447 1450 1452 rBV 117203 112925 1.09% 0.115%
15 10.980 1509 1512 1517 rBV 156791 155611 1.51% 0.158%

16 11.063 1521 1526 1528 rVvV2 154326 140819 1.36% 0.143%
17 11.169 1540 1544 1547 rBV 4653862 4051089 39.23% 4._.119%
18 11.486 1595 1598 1604 rVB 163618 147099 1.42% 0.150%
19 11.716 1634 1637 1645 rBV 918341 1131223 10.95% 1.150%
20 11.780 1645 1648 1654 rVB 77295 113167 1.10% 0.115%

21 11.892 1664 1667 1671 rVB 162554 139252 1.35% 0.142%
22 12.274 1729 1732 1738 rVB2 150706 167526 1.62% 0.170%
23 12.369 1745 1748 1753 rVB 403030 371193 3.59% 0.377%
24 12.498 1767 1770 1782 rBV2 344984 532398 5.16% 0.541%
25 12.598 1782 1787 1790 rVvVv 289440 315134 3.05% 0.320%

26 12.645 1793 1795 1798 rBV 134342 125818 1.22% 0.128%
27 12.757 1809 1814 1817 rBV 8654700 9034481 87.48% 9.187%
28 12.998 1852 1855 1858 rVB2 140725 143248 1.39% 0.146%
29 13.180 1883 1886 1890 rBV 374437 365086 3.54% 0.371%
30 13.221 1890 1893 1903 rVB7 79881 160306 1.55% 0.163%

31 13.304 1903 1907 1910 rBV 236449 230369 2.23% 0.234%
32 13.339 1910 1913 1923 rVB 171258 195781 1.90% 0.199%
33 13.457 1927 1933 1938 rVB5 77558 109862 1.06% 0.112%
34 13.527 1942 1945 1951 rBV4 75375 122096 1.18% 0.124%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114872.D

Aca On : 6 Jun 2019 19:50

Operator : HP/JU

Sample : K3211-03

Misc :

ALS Vial : 9 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\HPCHEM1\BNA F\METHODS\8270-BF060419.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.657 1963 1967 1975 rBV3 1120709 1334272 12.92% 1.357%

36 13.792 1984 1990 1993 rBV 3312274 3190492 30.89% 3.244%
37 13.986 2019 2023 2031 rVB 337281 356478 3.45% 0.362%
38 14.286 2071 2074 2078 rBV 522026 514798 4.98% 0.523%
39 14.421 2085 2097 2113 rBV4 785941 2807816 27.19% 2.855%
40 14.580 2121 2124 2127 rBV 473996 417603 4._.04% 0.425%

41 14.645 2132 2135 2140 rVB2 138480 184280 1.78% 0.187%
42 14.710 2142 2146 2149 rVB 519866 495198 4._80% 0.504%
43 14.786 2155 2159 2161 rBV2 100537 137998 1.34% 0.140%
44 14.886 2172 2176 2178 rBVY 548118 696488 6.74% 0.708%
45 15.174 2220 2225 2230 rBV 2149620 2404217 23.28% 2.445%

46 15.233 2231 2235 2240 rVB 446812 522652 5.06% 0.531%
47 15.627 2297 2302 2305 rBVY 384706 556596 5.39% 0.566%
48 15.668 2305 2309 2318 rVB3 135601 258869 2.51% 0.263%
49 16.080 2373 2379 2392 rBVY 189360 354529 3.43% 0.361%
50 16.604 2463 2468 2473 rBV2 113729 205969 1.99% 0.209%

51 17.027 2535 2540 2550 rVB8 105093 254939 2.47% 0.259%

Sum of corrected areas: 98343199
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060619\

BF114872.D

6 Jun 2019 19:50

HP/JU

K3211-03

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF114872.D
8000000 6.44
5.28 6.31 6.83
6000000
7.23
4000000
6.67
2000000
4.86
0 2.64 N i
L e e e L B e e e e e e N B e e L s e e e e e e LA At R s m B e B B S e B
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: BF114872.D
903
12.76
8000000
10.48
6000000
11.17
9.70
4000000 7.95
2000000 9.42
11.72
~ Jl2062 10190 11.49 {1.78.89 12?22132%.8{5 13.09%
" L e e e S BLANL e = R e i B
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: BF114872.D
8000000
6000000
4000000 13.79
15.17
2000000
13.66| u Qél
13136 13.99 5 87 16.08 16.60  17.03
A e — ——— — — — — T T ——
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\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114872.D

Aca On : 6 Jun 2019 19:50

Operator : HP/JU

Sample : K3211-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 5

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

4._86 6.19 ng 820058 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 471 (4.857 min): BF114872.D (-467) (-) m/z 43.00 100.00%
43
59
5000
101 TR e
460 480 500 520
83
B N Y O A m/z 59.00 56.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I L I L
59 460 480 500 520
m/z 101.00 21.75%
Sl 83 9319
S R R R SRR AR RN RARAN AR AN SRR LS SARS RSN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
460 480 500 520
5000 M m/z 58.00 15.48%
68
o [ 126 147
N A SR R AR AN AL AN AL AR SARAN SAARS SR ARAN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy-
59 460 4.80 5.00 5.20
31 m/z 41.00 8.64%
5000 41 /
73
0 ||||]|-|5||llll|llll|lll |5|:|I-||||||||||||||ll8l?|||||]|-(|)|2|||lll||||||||||||||||| —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114872.D

Aca On : 6 Jun 2019 19:50

Operator : HP/JU

Sample : K3211-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 unknown6.44 Concentration Rank 1

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

6.44 62.96 ng 8339390 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 740 (6.440 min): BF114872.D (-735) (-) m/z 132.00 100.00%
32
5000 68
40 | 75 0 ‘ 620 6.40 6.60 6.80
54 104 . . . .
o.,....,...:I"..‘.‘?,'.:..?.l...',....,..?‘?,....,.'!..,.1.1?.,....,-'...,.. m/z 68.00 39.34%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 IRRBE AR S S
6.20 6.40 6.60 6.80
78 m/z 134.00 35.14%
31 54 51
0'I”'WL”WP!“I”"P'JI”'W'”'P"W'”'P'”I'“'Ih”l“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 6.40 6.60 6.80
5000 67 m/z 66.00 25.63%
41 97
‘ 53 117
9 go
o-.----.-3-4--‘.-‘---a‘--‘--‘iﬁ'ﬂ-‘w‘.--‘-‘-‘.‘----.--‘--.-19'-5-.---‘-.1-2-‘-‘-.“---.--
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- A m e L L
132 6.20 6.40 6.60 6.80
m/z 69.00 16.01%
117
5000
39 91
51 65
AN O - RO TSN Yo - (N PRy | | AN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114872.D

Aca On : 6 Jun 2019 19:50

Operator : HP/JU

Sample : K3211-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 7
R.T. EstConc Area Relative to ISTD R.T.
11.72 5.58 ng 1131220 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Octadecanoic acid 284 C18H3602 000057-11-4 68

Abundance Scan 1638 (11.722 min): BF114872.D (-1634) (-) m/z 73.00 100.00%

7B

43

5000

—

213 e EAREELE S
256 11.40 11.60 11.80 12.00
m/z 43.00 78 .55%

157 185

04
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107549: n-Hexadecanoic acid

3

5000 LA L L L L L L L L L
11. 40 11. 60 11. 80 12. OO
0
157 1g5 213 256 m/z 60.00 T77.97%
04
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #72646: Tridecanoic acid
a3 | B
RIS s
11.40 11.60 11.80 12.00
5000 m/z 57.05 64 .49%
J Iw 171 214
0...‘,’.hh {..“...,j.”,....“...,..”,......
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #95851: Pentadecanoic acid e e R RaE T
43 |73 11.40 11.60 11.80 12.00
m/z 41.00 59.28%
5000 129
199
J h 157 { 242
m/z--> 50 15 200 250 300 350 400 450 11. 40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114872.D

Aca On : 6 Jun 2019 19:50

Operator : HP/JU

Sample : K3211-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 12
R.T. EstConc Area Relative to ISTD R.T.
12.50 3.34 ng 532398 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 2-Butenoic acid. 2-methoxyv-3-met... 144 C7H1203 056009-32-6 30
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 25

Abundance Scan 1770 (12.498 min): BF114872.D (-1767) (-) m/z 73.00 100.00%

4 7B

57

5000
185 241 PR T T T T
143157171 | 199573227 12.20 12.40 12.60 12.80
o] m/z 43.00 90.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
3
43 §
129
5000 28 284 TT LI L B L TT T T
12 20 12. 40 12 60 12. 80
m/z 60.00 74 .86%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39474: n-Decanoic acid
3
RN RS S
129 12.20 12.40 12.60 12.80
5000 m/z 57.00 74.61%
43 5
87
‘ 101 143 172
N (1 Mw,, ol A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid R R B
3 12.20 12.40 12.60 12.80
43 m/z 41.00 67.76%
5
5000 129
185 228
T7 01115 143157171 ‘ 199
o ‘ ‘.,w‘l‘..ﬁ“..m‘:,.ﬁ.‘..,‘.... VI M o< A B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114872.D

Aca On : 6 Jun 2019 19:50

Operator : HP/JU

Sample : K3211-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.18 2.29 ng 365086 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenanthrenol. 4b.5.6.7.8.8a.9... 286 C20H300 000511-15-9 55
2 Pvrrolidine. 1-I5-(1.3-benzodiox... 271 C16H17NO3 025924-78-1 38
3 Silane. dimethvl(pent-4-en-2-vlo... 216 C11H2402Si 1000348-00-5 22
4 Benzenepropanal. 4-(1.1-dimethvl... 190 C13H180 018127-01-0 14
5 Crinan-3-o0l, 1,2-didehydro-, (3.... 271 C16H17NO3 000510-67-8 14
Abundance Scan 1886 (13.180 min): BF114872.D (-1883) (-) m/z 175.05 100.00%
s 271
201
5000
41 69 131145159 286
%5 91 115 ‘ 215229243 12.80 13.00 13.20 13.40
o el b L L Tz 271,200 81.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #133179: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b,...
211
175
5000 UNABSUSSDARBE S
201 286 1280 13.00 13.20 13.40 |
41 69 159 m/z 201.05 65.34%
27 55 91 115129 145 ) I |215229243257
of il e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #120153: Pyrrolidine, 1-[5-(1,3-benzodioxol-5-yl)-1-0x0-2,...
201 271
12.80 13.00 13.20 13.40
5000 m/z 189.10 36.28%
115
9 173
- O T 7% \ 19’157 | 27 23 |
m/z--> 20 40 60 85 160 150 140 160 180 200 220 240 260 280
Abundance #73944: Silane, dimethyl(pent-4-en-2-yloxy)isobutoxy-
175 12.80 13.00 13.20 13.40
m/z 130.95 31.67%
131
5000 75
103 157 201
2741 59 | 89 | 17 || L |25
m/z--> 20 40 60 85 160 120 1&0 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114872.D

Aca On : 6 Jun 2019 19:50

Operator : HP/JU

Sample : K3211-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.66 8.36 ng 1334270 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 1-Heptacosanol 396 C27H560 002004-39-9 94

Abundance Scan 1968 (13.663 min): BF114872.D (-1963) (-) m/z 57.00 100.00%

57

83

5000

E

13.40 13.60 13.80 14.00
m/z 43.00 81.04%

0 139 168187 210227 252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55 83

5

13.I4O 13!60 13.I80 14.I00
m/z 83.10 73.99%

5000

29

167 196 238 266 294

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83
_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_ﬁ
13.40 13.60 13.80 14.00
5000 11 m/z 97.10 70.36%
29
o il 167 195 222 250 280 308 336
RRRRARESRaRANRARs
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol I L B B N L
55 88 13.40 13.60 13.80 14.00
m/z 55.00 69.35%
5000
29
o il 167 196 224 252 280 308
RRRRAREIRARAERARs uay R AEEEEEEa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114872.D

Aca On : 6 Jun 2019 19:50

Operator : HP/JU

Sample : K3211-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 2-Bromo dodecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.99 2.23 ng 356478 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Hexadecane. 5-butvl- 282 C20H42 006912-07-8 93
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 2024 (13.992 min): BF114872.D (-2019) (-) m/z 57.00 100.00%
57
85
5000
113 242 L aalen aA'an 14190 1440
155 -0 197217 324 13.60 13.80 14.00 14.20 14.40
ol | A, llll, S S o AN O LA m/z 71.10 76.25%
m/z--> 50 100 150 200 250 300 350
Abundance #100330: 2-Bromo dodecane
57
5000 85 R U DAL B B
13.60 13.80 14.00 14.20 14.40
29 ”3 160 m/z 85.00 59.41%
I 149 248
0’ I'j"'Ill IIII'l"'l""l""l""lII
m/z--> 50 100 150 200 250 300 350
Abundance #129495: Hexadecane, 5-butyl-
48
71 LN SRR SR B
13.60 13.80 14.00 14.20 14.40
5000 m/z 43.00 56.68%
126 225
ol L L AP s ams 1 253 200
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane LI I
57 mmnmmmmmmm
m/z 55.00 21.58%
5000 85 L\WL/\
. i j I i J11}3J 141160 197 225 253 205 323 367
m/z--> % @ m ﬁ 250 ﬁ m mmnmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114872.D

Aca On : 6 Jun 2019 19:50

Operator : HP/JU

Sample : K3211-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.29 3.23 ng 514798 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octadecane 254 C18H38 000593-45-3 87
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 2075 (14.292 min): BF114872.D (-2071) (-) m/z 57.00 100.00%
57
85 \/\//L__J\/U
5000 t{vA\N
141 169 14. 00 14 20 14. 40 14.60
0..'.|,.‘|. l\ " L (0720 197 225044266 294 323 | sz 71.10  74.47%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane VJ\\’—’AV\/\J
57
5000 85 LR R B UL B
mmmmmmmm
29 m/z 43.00 61.84%
113
oL LM% 141 160 107 205 268
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #209566: Octacosane
57
' 14.00 14.20 14.40 1460
5000 g5 m/z 85.10 55.10%
29
oL ] | (M8 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #194493: Hexacosane B B S
57 14.00 14.20 14.40 14.60
m/z 55.00 31.12%
5000 85
. 29 ] || M 141 169 107 205 253 205 323 367
m/z--> 55 160 1%0 260 250 360 3éo ' 1450 1420 1440 1460

8270-BF060419.M Fri Jun 07 16:51:37 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114872.D

Aca On : 6 Jun 2019 19:50

Operator : HP/JU

Sample : K3211-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 unknownl4.42 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.42 17.60 ng 2807820 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetraethvl- 190 C1l4H22 000635-81-4 35
2 2.3-2H-Benzofuran-2-one. 3.3.4.6... 190 C12H1402 086562-99-4 25
3 2-tert-Butvildimethvilsilvloxvphen... 252 C14H2402Si 1000364-69-7 11
4 2.4.6-Trimethvlphenvyl isothiocva... 177 C10H11NS 006095-82-5 11
5 Coumarin, 3,4-dihydro-4,5,7-trim... 190 C12H1402 1000126-60-5 11
Abundance Scan 2097 (14.421 min): BF114872.D (-2085) (-) m/z 57.00 100.00%
i 177
5000 122
91 SAs i A
II | |I |L l' 14.20 14.40 14.60 14.80
Oyl il m/z 177.05 79.62%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #53162: Benzene, 1,2,4,5-tetraethyl-
175
5000
14.20 14.40 14.60 14.80
91 119 m/z 460.25 60.90%
29 oo 147
0 'ﬁn"'l""l""l""l""P"'I"
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #53003: 2,3-2H-Benzofuran-2-one, 3,3,4,6-tetramethy!-
175
"' 1420 14.40 1460 14.80
5000 147 m/z 175.05 53.31%
41 91 119
65 1
0 AR U o U L e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #103823: 2-tert-Butyldimethylsilyloxyphenethyl alcohol
177 14.20 14.40 14.60 14.80
m/z 215.10 48 .02%
5000 75
149
15 41 ) 121 l 219 252
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3&'30 4(')0 4&'30 14.20 14.40 14.60 14.80

8270-BF060419.M Fri Jun 07 16:51:37 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114872.D

Aca On : 6 Jun 2019 19:50

Operator : HP/JU

Sample : K3211-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 Eicosane, 10-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.58 3.47 ng 417603 Perylene-di12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 81
Abundance Scan 2124 (14.580 min): BF114872.D (-2121) (-) m/z 57.00 100.00%
g7
85
5000
141 169 14.20 14.40 14.60 14.80
ol .‘l.|| o 97,224 253 281 309 355 385 | nsz71.10 71.29%
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57
5000 85 AL BN UL SRR R
14:20 14.40 14.60 14.80
m/z 43.00 60.05%
113___154
ol L Ui rasey gaes 21 239 281
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
o 1420 1440 14.60 14.80
5000 m/z 85.05 54 _79%
29 113
oL w Lyl Alﬁl 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane e e
57 14.20 14.40 14.60 14.80
m/z 55.00 20.61%
85
5000
113
o3 L1 16 197 225 259 21 g0 3%
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80

8270-BF060419.M Fri Jun 07 16:51:38 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114872.D

Aca On : 6 Jun 2019 19:50

Operator : HP/JU

Sample : K3211-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 Octadecanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.71 4.12 ng 495198 Perylene-d12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 95
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
3 17-Octadecenal 266 C18H340 056554-86-0 91
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 89
5 Z-2-Octadecen-1-ol 268 C18H360 1000131-11-0 89
Abundance Scan 2146 (14.710 min): BF114872.D (-2142) (-) m/z 57.00 100.00%
g7
109 UL AU BRI B
3 14.40 14.60 14.80 15.00
(o} , e LA R m/z 82.00 97 .70%
m/z--> 50 100 150 200 250 300 350
Abundance #117605: Octadecanal
5000 R B DU B B
Mmmmmmmm
250 m/z 43.00 83.72%

0
m/z--> 50 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl-
R RN AR R
14.40 14.60 14.80 15.00
5000 m/z 96.00 67.91%
110
. ” }|138 166 194315 236 264282
: it L B e o o e
m/z--> 1 150 200 250 300 350
Abundance #115860: 17-Octadecenal R B R B m
57 8 14.40 14.60 14.80 15.00
m/z 83.00 62.10%
5000
29 109
- IIIIIIIIIIIIII IIIIIIIIIIII IIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00

8270-BF060419.M Fri Jun 07 16:51:39 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114872.D

Aca On : 6 Jun 2019 19:50

Operator : HP/JU

Sample : K3211-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.89 5.79 ng 696488 Perylene-d12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Eicosane. 2-methvl- 296 C21H44 001560-84-5 91
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 90
Abundance Scan 2177 (14.892 min): BF114872.D (-2172) (-) m/z 57.00 100.00%
g7
85
5000
113 14,60 14.80 15.00 15.20
141 169
oLt AL “ A, 107 224 252 281 309327 355 | nsz  71.05  73.69%
m/z--> 50 150 200 250 300 350
Abundance #83028: Hexadecane
57
5000 85 L B B SUULIL U
mmmmmmmm
m/z 43.00 60.29%
m/z--> éo 160 150 200 250 300 3éo
Abundance #141426: Heneicosane
57
o 14,60 14.80 15.00 15.20
5000 m/z 85.05 56.52%
29 113
oL DLyt ™0 169 107 o5 o5 oo
m/z--> éo 160 150 200 250 300 3éo
Abundance #175558: Tetracosane T T T T
57 14.60 14.80 15.00 15.20
m/z 55.00 25.11%
85
5000
oL 3 M 1 i “ | Mt 169 197 225 253 281 309 %8
m/z--> éo 100 150 200 250 300 3éo 14%0 1480 1500 1520

8270-BF060419.M Fri Jun 07 16:51:40 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114872.D

Aca On : 6 Jun 2019 19:50

Operator : HP/JU

Sample : K3211-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 14 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.23 4_.35 ng 522652 Perylene-d12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Pentacosane 352 C25H52 000629-99-2 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2234 (15.227 min): BF114872.D (-2231) (-) m/z 57.00 100.00%
57
5000 85
141 "' 15.00 15.20 15.40 15.60
0 1,1|, L Q9107225 284 342 445 nsn 71.05 71.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 LR B SUMRU IR B

15.00 15.20 15.40 15.60
m/z 43.00 56.91%

29
oL J 1) J L ,1?1‘169 197 225 253 296
cob L L R T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
e T e
15.00 15.20 15.40 15.60
5000 85 m/z 85.00 51.87%
113
oL 2, ]‘] | 774 169 197 225 267 295 365 393
e o T R EE L RREE
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane R R e R
57 15.00 15.20 15.40 15.60
m/z 55.00 20.82%
5000 85
29
LT } | “1}31141 169 197 225 253 295 323 367
....,....,.. T S ] e T e e M
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60

8270-BF060419.M Fri Jun 07 16:51:40 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114872.D

Aca On : 6 Jun 2019 19:50

Operator : HP/JU

Sample : K3211-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 15 2-methyloctacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.63 4.63 ng 556596 Perylene-di12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2302 (15.627 min): BF114872.D (-2297) (-) m/z 57.00 100.00%
57
85
5000
141 183 15.40 15.60 15.80 16.00
oL 1] l| LA 363109 211 239 267 295 356 | m/z 71.05 74.16%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LI IR UM I U
15.40 15,60 15.80 16.00
m/z 85.05 56.36%
29 113
oLl I ] L 141 169 197 225 253 296
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57
' 15.40 15.60 15.80 16.00
5000 85 m/z 43.00 55.78%
113
N BEE 141,169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane AR E RS
57 15.40 15.60 15.80 16.00
m/z 55.00 21.61%
5000 85
. 290 1) (18 141 160 107 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350 ' 15.40 15,60 15.80 16.00

8270-BF060419.M Fri Jun 07 16:51:41 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114872.D

Aca On : 6 Jun 2019 19:50

Operator : HP/JU

Sample : K3211-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 16 Behenic alcohol Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.67 2.15 ng 258869 Perylene-di12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 86
2 1-Heneicosanol 312 C21H440 015594-90-8 58
3 Cvclooctadecane. ethvl- 280 C20H40 1000151-22-5 50
4 Heptacosvl acetate 438 C29H5802 1000351-78-2 49
5 Acetic acid n-octadecyl ester 312 C20H4002 000822-23-1 38
Abundance Scan 2309 (15.668 min): BF114872.D (-2305) (-) m/z 83.05 100.00%
8B
55
5000 111
3 139157 191 215 245264 297 304 15.40 15.60 15.80 16.00
o o -:-:-,...:‘!l.t.'.l-..‘“-u-.7.‘?:...,....,....,.-...,-.l.-..,....-....,... m/z 97.05 91.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166292: Behenic alcohol
5 88
5000 LR BRI BUEL UL B
mmmmmmmm
- m/z 69.05 81.19%
0 Lol 167 196 224 252 280 308
m/z--> %&mmmmmmmmmmmmmm
Abundance #155046: 1-Heneicosanol
g5 83
' 15.40 15.60 15.80 16.00
5000 m/z 55.00 76.16%
29
o I 167 196 222238 266 294
m/z--> %&mmmmmmmmmmmmmm
Abundance #127775: Cyclooctadecane, ethyl- R EEEEE RS
55 83 15.40 15.60 15.80 16.00
m/z 43.00 50.53%
5000
o 167 195 222
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.40 15. 60 15. 80 16 00

8270-BF060419.M Fri Jun 07 16:51:42 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114872.D

Aca On : 6 Jun 2019 19:50

Operator : HP/JU

Sample : K3211-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 17 Heptadecane, 2,6,10,15-tetr... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.08 2.95 ng 354529 Perylene-d12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
3 Hexacosane 366 C26H54 000630-01-3 91
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2379 (16.080 min): BF114872.D (-2373) (-) m/z 57.00 100.00%
g7
85
L DAL SN BN B
141 169 15.80 16.00 16.20 16.40
Y- ﬂ ll.-' Carh 97 220289 263 297 355 m/z 71.10 78.81%
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
g7
85
5000 LR SO UL IR B
15,80 16.00 16.20 16.40
m/z 43.00 57 .45%
29 113
ol | i 1] | 191,169 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
15,80 16,00 16.20 16.40
5000 85 m/z 85.05 55.01%
0 ‘ ’ Lo Jllﬁ3i 141 183 211 239 267 296
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane T T
57 15.80 16.00 16.20 16.40
m/z 55.00 22 .52%
29 i 13 14
oLl b LT 100 107 225 283 295 3 7
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40

8270-BF060419.M Fri Jun 07 16:51:43 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114872.D

Aca On : 6 Jun 2019 19:50

Operator : HP/JU

Sample : K3211-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 18 Cholest-5-ene, 3-ethoxy-, (... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.03 2.12 ng 254939 Perylene-di12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 50
2 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35BrO 055103-80-5 22
3 Pvroaallol. tris(trifluoroacetate) 414 C12H3F906 1000375-76-9 22
4 Chola-5.22-dien-3-0l. (3.beta..2... 342 C24H380 057597-14-5 17
5 Furan-2-carboxylic acid, (4-benz... 303 C19H13NO3 1000316-79-6 11
Abundance Scan 2540 (17.027 min): BF114872.D (-2535) (-) m/z 43.05 100.00%
43 105
145
81
213 303
5000 329 414
171
191 295 355 381 LM
b B4 4 205 16.80 17.00 17.20 17.40
oL, fof m/z 105.00 87.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43
5000 LI BUULI SUMLR I B
81 368 16,80 17.00 17.20 17.40
107 45 329 m/z 145.00 80.85%
. 173193213 247 275 301 414
m/z--> 50 100 150 200 250 300 350 400
Abundance #209356: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.)-
a1 107 394
81 145 283 R A SO SN B
16.80 17.00 17.20 17.40
5000 m/z 107.00 77 .34%
o...;tl
m/z--> 50 100 150 200 250 300 350 400
Abundance #216973: Pyrogallol, tris(trifluoroacetate) R mEEEE RS S
69 16.80 17.00 17.20 17.40
m/z 95.00 76.14%
5000 107
317 414
39
ol Lo | Il 120 157170 204 233 261 289\ { 345307387 l
m/z--> 50 160 1éo 200 250 300 350 400 16,80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF060619\
Data File : BF114872.D

Acq On : 6 Jun 2019 19:50

Operator : HP/JU

Sample - K3211-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060419_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._.86 6.2 ng 820058 1 6.67 2649250 20.0
unknown6 .44 6.44 63.0 ng 8339390 1 6.67 2649250 20.0
n-Hexadecanoic acid 11.72 5.6 ng 1131220 4 11.17 4051090 20.0
Octadecanoic acid 12.50 3.3 ng 532398 5 13.79 3190490 20.0
2-Phenanthrenol, ... 13.18 2.3 ng 365086 5 13.79 3190490 20.0
1-Heneicosanol 13.66 8.4 ng 1334270 5 13.79 3190490 20.0
2-Bromo dodecane 13.99 2.2 ng 356478 5 13.79 3190490 20.0
Nonadecane 14.29 3.2 ng 514798 5 13.79 3190490 20.0
unknownl14 .42 14.42 17.6 ng 2807820 5 13.79 3190490 20.0
Eicosane, 10-methyl- 14.58 3.5 ng 417603 6 15.17 2404220 20.0
Octadecanal 14.71 4.1 ng 495198 6 15.17 2404220 20.0
Hexadecane 14.89 5.8 ng 696488 6 15.17 2404220 20.0
Heneicosane 15.23 4.3 ng 522652 6 15.17 2404220 20.0
2-methyloctacosane 15.63 4.6 ng 556596 6 15.17 2404220 20.0
Behenic alcohol 15.67 2.1 ng 258869 6 15.17 2404220 20.0
Heptadecane, 2,6,... 16.08 3.0 ng 354529 6 15.17 2404220 20.0
Cholest-5-ene, 3-... 17.03 2.1 ng 254939 6 15.17 2404220 20.0
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