LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021119\
Data File : BF112479.D

Aca On : 11 Feb 2019 14:34

Operator : JU/SJ

Sample : K1452-01

Misc :

ALS Vial : 4 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-BF012519.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 2.134 3 8 15 rVB 164355 216165 4_.10% 0.447%
2 5.069 504 507 519 rBV 122390 201050 3.81% 0.416%
3 5.475 572 576 605 rBY 3946818 4103158 77.76% 8.485%
4 6.486 743 748 751 rBVY 3883683 4239651 80.35% 8.767%
5 6.610 765 769 773 rBVY 4573690 4614586 87.45% 9.542%
6 6.833 803 807 813 rBV 955018 916599 17.37% 1.895%
7 6.986 829 833 837 rBVY 3496405 3479455 65.94% 7.195%
8 7.398 898 903 906 rBVY 2721475 2780040 52.69% 5.749%
9 8.110 1020 1024 1038 rBvY 1186837 1232408 23.36% 2.548%
10 9.186 1202 1207 1218 rBV 4983602 5276560 100.00% 10.911%

11 9.580 1271 1274 1279 rBV 337788 291669 5.53% 0.603%
12 9.869 1318 1323 1336 rVB 1627206 1510166 28.62% 3.123%
13 10.663 1454 1458 1470 rBV 3657822 3974123 75.32% 8.218%
14 11.357 1572 1576 1579 rBV 1801073 1602482 30.37% 3.314%
15 11.380 1579 1580 1587 rVB 202887 138024 2.62% 0.285%

16 11.880 1662 1665 1673 rVB3 484032 542944 10.29% 1.123%
17 11.968 1677 1680 1683 rvv2 123572 138324 2.62% 0.286%

18 11.992 1683 1684 1690 rVB 79887 63611 1.21% 0.132%
19 12.151 1708 1711 1715 rBV3 55883 58242 1.10% 0.120%
20 12.192 1715 1718 1721 rVB2 62865 65725 1.25% 0.136%
21 12.410 1752 1755 1757 rBV 104591 93976 1.78% 0.194%
22 12.445 1757 1761 1763 rVB3 41326 62540 1.19% 0.129%

23 12.574 1780 1783 1786 rBV 252587 241575 4._.58% 0.500%
24 12.663 1795 1798 1805 rBV2 432035 427575 8.10% 0.884%
25 12.804 1816 1822 1824 rBV 330829 338109 6.41% 0.699%

26 12.945 1840 1846 1849 rBV 5066926 5226687 99.05% 10.808%

27 13.157 1880 1882 1887 rVB3 77273 81067 1.54% 0.168%
28 13.233 1893 1895 1899 rVB2 64423 70139 1.33% 0.145%
29 13.362 1914 1917 1920 rBV 50742 54794 1.04% 0.113%
30 13.498 1938 1940 1943 rBV 68058 56842 1.08% 0.118%

31 13.827 1992 1996 2004 rBV 617037 790379 14.98% 1.634%
32 14.004 2021 2026 2029 rBV 1284674 1403688 26.60% 2.903%
33 14.027 2029 2030 2033 rVB 164317 95076 1.80% 0.197%
34 14.145 2047 2050 2052 rBV 163513 139897 2.65% 0.289%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021119\
Data File : BF112479.D

Aca On : 11 Feb 2019 14:34

Operator : JU/SJ

Sample : K1452-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.392 2087 2092 2096 rBV 60436 95996 1.82% 0.199%

36 14.445 2099 2101 2104 rBV 189054 179236 3.40% 0.371%
37 14.751 2149 2153 2156 rVB 287836 286867 5.44% 0.593%
38 14.821 2162 2165 2169 rVB 104726 117636 2.23% 0.243%
39 15.051 2200 2204 2206 rBV 93011 135434 2.57% 0.280%
40 15.086 2206 2210 2214 rVB2 336930 432477 8.20% 0.894%

41 15.351 2252 2255 2258 rVB 60290 70984 1.35% 0.147%
42 15.415 2262 2266 2268 rBY 71344 92025 1.74% 0.190%
43 15.468 2268 2275 2289 rVB2 820696 1515000 28.71% 3.133%
44 15.886 2341 2346 2352 rVB 250126 362587 6.87% 0.750%
45 15.956 2354 2358 2364 rVB9 35399 71117 1.35% 0.147%

46 16.380 2425 2430 2441 rVB3 149705 291279 5.52% 0.602%
47 16.962 2524 2529 2537 rVB3 89135 180411 3.42% 0.373%

Sum of corrected areas: 48358375
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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:\SVOASRVA\HPCHEMI\BNA F\DATA\BF021119\

BF112479.D

11 Feb 2019 14:34

JussJ

K1452-01

4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF112479.D

6.61

5.47 6.49

6.99

7.40

5.07

0./\
Time-->

T
5.00
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5000000

4000000

3000000

2000000

1000000

TIC: BF112479.D

10.66

11.36
9.87

8.11

Ol
Time-->

13.00

10.50 11.00 11.50

10.00 12.00 12.50

Abundance
5000000

4000000

3000000

2000000

1000000

0

TIC: BF112479.D

14.00

15.47

15.89

16.38
AS.96 N

16.96

Time-->

™1
13.50

I T
17.50 18.00 18.50

16.00 16.50

17.00

14.00 14.50

15.00

15.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021119\
Data File : BF112479.D

Aca On : 11 Feb 2019 14:34

Operator : JU/SJ

Sample : K1452-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 7

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

2.13 4.72 ng 216165 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 25
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 25

Abundance Scan 7 (2.128 min): BF112479.D (-3) (-) m/z 73.10 100.00%
3
5000 43
55 87
371111 50 | | 2.20 2.30 2.40 2.50
o 0 U O P 1 ] m/z 43.05 37.64%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
7B
5000 U UL A LR
43 55 2.20 2.30 2.40 2.50
- 87 m/z 87.10 28.01%
Oy "|"'“hﬁ% 'JJ!J'??'“"QQ '§?|L"'| ""I""lp}"'l
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
- 87 220 230 240 250
5000 m/z 55.05 25.96%
29
1\5 M\ ‘ l ‘ 1 “\ 67\H\ . 97
e S S I I I I SULIL LS SULILLS AU WU
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl- AR Ramar R
73 2.20 2.30 2.40 2.50
m/z 41.05 13.76%
5000 43
58
0''|""l"‘"‘l""'|”"|'"'l""l""l""l""l""l
m/z--> 10 20 30 40 50 60 70 80 90 100 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021119\
Data File : BF112479.D

Aca On : 11 Feb 2019 14:34

Operator : JU/SJ

Sample : K1452-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.07 4.39 ng 201050 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 507 (5.069 min): BF112479.D (-504) (-) m/z 43.00 100.00%
43
59
5000
101
4.80 5.00 5.20 5.40
Obrrerererprrrererbhr Sl & | /2 59.10  58.54%
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 A UL LR UL R
59 480 500 520 540
m/z 101.10 22.81%
it 83 g3 'f!
) R R SR AN ARAR RRARA RAREA RARAN AARAN AALA SALRS SRS RARRY
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
480 500 520 540
5000 M m/z 58.00 13.83%
68
0 ILI_50 L 126 147
R I IR IR UL LI I I UL RN SRR LRSS B SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone R R R
43 4.80 5.00 5.20 5.40
m/z 41.10 9.78%
5000 101
28 59
‘ ‘ 70 84
0'”Iﬁ?P'NL”whhﬁami“”LM'HLW”'W“”I””P'“P”'P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021119\
Data File : BF112479.D

Aca On : 11 Feb 2019 14:34

Operator : JU/SJ

Sample : K1452-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

C:\DATABASENNIST11.L
LSCINT.P

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

Peak Number 3 unknown6.61 Concentration Rank 1

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

6.61 100.69 ng 4614590 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 769 (6.610 min): BF112479.D (-765) (-) m/z 131.95 100.00%
5000 68
© o || 7o Tyons | 3 e ek 6ho 7
o AL LS W m/z 68.05 41.40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 R IR UL UL I
6.0 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.32%
01 U DA UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.05 26.85%
) N N W 8 .,ﬂ97.kw. M 158 189
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R R
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.53%
117
5000
39 91
A A W W
0 |‘|||||‘|‘|l:::‘::ﬁ:||||‘|l‘||||||||||||| e
m/z--> 20 40 60 80 100 120 140 160 180 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021119\
Data File : BF112479.D

Aca On : 11 Feb 2019 14:34

Operator : JU/SJ

Sample : K1452-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.88 6.78 ng 542944 Phenanthrene-d10 11.36
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 90
5 Undecanoic acid 186 C11H2202 000112-37-8 74
Abundance Scan 1665 (11.880 min): BF112479.D (-1662) (-) m/z 73.00 100.00%
43 3
60
5000 129
213 S
157171135199 11.60 11.80 12.00 12.20
(o} m/z 43.10 84 .22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 L LI BB BRI UL
11.60 11.80 12.00 12.20
m/z 60.00 79.06%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 11,60 11.80 12.00 12.20
5000 29 129 m/z 41.10 77 .71%
143157 214
ol bl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e B
43 60 73 11.60 11.80 12.00 12.20
m/z 57.10 67.17%
5000 129 MNJde“NﬂuAJﬂwhwﬂwahRd\A
29
199
‘ 143157171185 242
0'}ﬁ'L'UL' A DAL SN SR SR
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\BF021119\
Data File : BF112479.D

Aca On : 11 Feb 2019 14:34

Operator : JU/SJ

Sample : K1452-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.66 5.34 ng 427575 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64
Abundance Scan 1798 (12.663 min): BF112479.D (-1795) (-) m/z 43.10 100.00%
43 78
"2l 1260 1280 100
0 m/z 73.00 97 .76%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
4B 57 7B
5000 129 O A EEEREEEE
12. 40 12 60 12. 80 13. oo
m/z 55.10 77 .33%
143157171
0‘
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
48 78
5 I I

12.40 12.60 12.80 13.00
5000] 29 256 m/z 60.00 76.73%

p..w.”..ﬂ

21
143157171185199

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 L—_&“
Abundance #84453: Tetradecanoic acid
73 12.40 12.60 12.80 13.00
m/z 41.10 73.62%
43 5
5000 129
185 228 HVV*MAANM%N“J
115
1 143,:171 ‘
o L L, ﬁ Bl A et s || e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021119\
Data File : BF112479.D

Aca On : 11 Feb 2019 14:34

Operator : JU/SJ

Sample : K1452-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 3
R.T. EstConc Area Relative to ISTD R.T.
13.83 11.26 ng 790379 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 92
2 Eicosvl pentafluoropropionate 444 C23H41F502 1000351-80-8 91
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
4 Eicosvl heptafluorobutvrate 494 C24H41F702 1000351-83-5 91
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
Abundance Scan 1996 (13.827 min): BF112479.D (-1992) (-) m/z 57.10 100.00%
57
83
5000
111
RN BRI SO B B
139 13.60 13.80 14.00 14.20
ol ,JJ lJ doee19e 24 280 . w/z 43.10  86.98%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol
55 83
5000 111 LRI I UL UL B
13.60 13.80 14.00 14.20
m/z 55.10 69.94%
29 139
oh“ lmmemmm
m/z--> 50 160 150 200 250 300 350 400 450
Abundance #225763: Eicosyl pentafluoropropionate
57
97 R BRI SO SN B
13.60 13.80 14.00 14.20
5000 m/z 83.10 66.73%
125
o 200 \‘L 1153 182 210 252280 325 426
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester Al BaEEE RS S
57 13.60 13.80 14.00 14.20
97 m/z 69.10 62.28%
5000
125
29
o 111 ‘ | | l | 19905224252 g7 448
m/z--> 55 100 150 200 2%0 300 350 400 450 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021119\
Data File : BF112479.D

Aca On : 11 Feb 2019 14:34

Operator : JU/SJ

Sample : K1452-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .44 2.55 ng 179236 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 92
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 83
Abundance Scan 2100 (14.439 min): BF112479.D (-2099) (-) m/z 57.10 100.00%
57
5000
o...,...?,..J . m/z 43.10 72.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129490: Eicosane
57
85
5000 LI BN B BRI B
mmmmmmmm
m/z 71.10 72 .74%
29 113 141
ol ol bl | |t 160 197 295 53 282
m/z--> 25 45 60 85 1001201501%0180200220240260280300350350
Abundance #141426: Heneicosane
57
o " 14/20 14.40 14.60 14.80
5000 m/z 85.10 55.10%
29 113
0 L 14 169 197 225 253 296
m/z--> 2'0 4'0 6|0 8|0 1(')0 120 14'10 1('30 180 200 220 240 260 280 300 350 34'10
Abundance #175557: Tetracosane b RREmE EE e
57 14.20 14.40 14.60 14.80
m/z 55.10 25.91%
5000 85
29 113
0 | | J T2 141 189 197 225 253 281 309 338
m/z--> i&u%%ﬁmmmﬁmmmnmmm%mmmmo Mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021119\
Data File : BF112479.D

Aca On : 11 Feb 2019 14:34

Operator : JU/SJ

Sample : K1452-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.75 3.79 ng 286867 Perylene-d12 15.47
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 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2153 (14.751 min): BF112479.D (-2149) (-) m/z 57.10 100.00%
57
85
5000
141 169 14.40 14.60 14.80 15.00
oL LLLL ‘l ;I i 397224245 281 309 337 m/z 71.10  76.52%
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57
5000 85 L AL BURELILE BULLLE UL B
mmmmmmmm
m/z 43.10 63.41%
o 29 ] . 11}31141 169 197 226
m/z--> 55 160 1%0 260 2%0 300 3%0 '
Abundance #141426: Heneicosane
57
o 14.40 14.60 14.80 1500
5000 m/z 85.10 54 .69%
29 113
oL L L i |y 40 260 197 225 253 206
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #209566: Octacosane R B R
57 14.40 14.60 14.80 15.00
m/z 41.10 23.62%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1450 1460 1480 1500 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021119\
Data File : BF112479.D

Aca On : 11 Feb 2019 14:34

Operator : JU/SJ

Sample : K1452-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.89 4.79 ng 362587 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Eicosane 282 C20H42 000112-95-8 87
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 2347 (15.892 min): BF112479.D (-2341) (-) m/z 57.10 100.00%
57
85
5000
L N SR SO B
141 169 211 15.60 15.80 16.00 16.20
) I ,‘.-. k. ‘“ ll AL DROIT (293 284809 3% m/z 71.10  73.84%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LI S BN UM SN
15.60 15.80 16.00 16.20
m/z 43.10 67.91%
29 113
oLl I ] L 141 169 197 225 253 296
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #185535: Heptadecane, 9-octyl-
57
1560 15.80 16.00 16.20
5000 85 m/z 85.10 60.62%
ol 3t L) 13 141 169 197 29 267 294 323 352
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #215181: 2-methyloctacosane L B L RS
57 15.60 15.80 16.00 16.20
m/z 55.05 23.56%
-~ I LJ\/U
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 50 100 1% 200 250 300 350 ' 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021119\
Data File : BF112479.D

Aca On : 11 Feb 2019 14:34

Operator : JU/SJ

Sample : K1452-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.38 3.85 ng 291279 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Hexadecane. 5-butvl- 282 C20H42 006912-07-8 87
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2430 (16.380 min): BF112479.D (-2425) (-) m/z 57.10 100.00%
g7
85
5000
NN BN SUNRE
113 151 16.00 16.20 16.40 16.60
225
o....\, |..'1.f1- L Ao M0 Tw/z 71.10 0 76.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 AR BN SR
16 00 16. 20 16. 40 16.60
m/z 43.10 62.74%
. 29 I ﬂl}3dl41 169197 225 253 295 323 _ 367
m/z--> 55 100 1éo 200 2éo 360 3%0 460
Abundance #215181: 2-methyloctacosane
57
16.00 16.20 16.40 16.60
5000 85 m/z 85.10 58.28%
ol 2. ‘ Il | Hlf3dlﬂlll§9 197 225 267 295 365 393
m/z--> 55 160 150 260 250 360 3%0 460
Abundance #141426: Heneicosane | BLELELELE BN B LR I
57 16.00 16.20 16.40 16.60
m/z 55.10 26.32%
85
-~ \/\’“Vb/\‘MbV\v\,
29 113
oL w || ] J 141 169 197 225 253 296
m/z--> 5'0 100 1&'30 200 250 3(')0 3&1;0 4(')0 16 00 16. 20 16. 40 16. 60 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF021119\
Data File : BF112479.D

Acq On : 11 Feb 2019 14:34

Operator : JU/SJ

Sample - K1452-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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]
Butane, 2-methoxy... 2.13 4.7 ng 216165 1 6.83 916599 20.0
2-Pentanone, 4-hy... 5.07 4.4 ng 201050 1 6.83 916599 20.0
unknown6 .61 6.61 100.7 ng 4614590 1 6.83 916599 20.0
n-Hexadecanoic acid 11.88 6.8 ng 542944 4 11.36 1602480 20.0
Octadecanoic acid 12.66 5.3 ng 427575 4 11.36 1602480 20.0
1-Heneicosanol 13.83 11.3 ng 790379 5 14.00 1403690 20.0
Eicosane 14.44 2.5 ng 179236 5 14.00 1403690 20.0
Hexadecane 14.75 3.8 ng 286867 6 15.47 1515000 20.0
Heneicosane 15.89 4.8 ng 362587 6 15.47 1515000 20.0
Hexacosane 16.38 3.9 ng 291279 6 15.47 1515000 20.0
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