LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062719\

Data File : BF115234.D

Aca On - 27 Jun 2019 14:21 Instrument :
Operator : HP/JU ?:'l\:gﬁ't:Sam ol
3?22'6 K3509-03 SA-06-0626:{39-B
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-BF062119.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 5.190 548 553 566 rBY 3798295 3928964 25.98% 4._.607%
2 6.237 726 731 734 rBV 4026282 4057582 26.83% 4_.758%
3 6.366 748 753 756 rBVY 4270467 4290244 28.37% 5.031%
4 6.595 788 792 796 rVB 1588310 1225138 8.10% 1.437%
5 6.754 815 819 822 rBVY 3972240 3395071 22.45% 3.981%
6 7.154 882 887 890 rBVY 2807563 2609952 17.26% 3.061%
7 7.878 1006 1010 1013 rBV 1973529 1602884 10.60% 1.880%
8 8.954 1189 1193 1196 rBVY 5821555 4946090 32.71% 5.800%
9 9.348 1256 1260 1263 rBvV 1001051 753618 4 .98% 0.884%
10 9.619 1303 1306 1310 rBY 2068924 1823900 12.06% 2.139%

11 9.848 1341 1345 1351 rVB 178067 209250 1.38% 0.245%
12 10.401 1435 1439 1445 rBV 3236088 2832338 18.73% 3.321%
13 11.025 1542 1545 1549 rVB 164670 152887 1.01% 0.179%
14 11.095 1553 1557 1559 rvvV 2016071 1807562 11.95% 2.120%
15 11.513 1625 1628 1631 rBV 169024 211852 1.40% 0.248%

16 11.677 1637 1656 1673 rVB 5909401 15122087 100.00% 17.733%
17 11.913 1694 1696 1701 rVvB2 163210 161235 1.07% 0.189%
18 11.977 1704 1707 1712 rVB3 178007 202601 1.34% 0.238%
19 12.195 1741 1744 1745 rBV 353383 263367 1.74% 0.309%
20 12.219 1745 1748 1750 rVB 489448 441934 2.92% 0.518%

21 12.295 1758 1761 1764 rBV2 422073 566950 3.75% 0.665%
22 12.336 1764 1768 1770 rBV2 596657 807089 5.34% 0.946%
23 12.454 1779 1788 1796 rVV 7437291 14624472 96.71% 17.150%
24 12.519 1796 1799 1807 rVB 529108 813974 5.38% 0.955%
25 12.677 1822 1826 1829 rBV 5136487 5182780 34.27% 6.078%

26 13.601 1981 1983 1988 rVB2 188046 192491 1.27% 0.226%
27 13.713 1997 2002 2004 rBV 1951182 1968568 13.02% 2.308%
28 13.919 2034 2037 2041 rVB 260861 236750 1.57% 0.278%
29 14.224 2085 2089 2091 rBV 527269 616698 4._.08% 0.723%
30 14.518 2135 2139 2142 rBV 846780 905244 5.99% 1.062%

31 14.583 2146 2150 2153 rVV 1438308 1390429 9.19% 1.630%
32 14.701 2168 2170 2173 rBV 198954 232747 1.54% 0.273%
33 14.818 2186 2190 2194 rVB 1053350 1228500 8.12% 1.441%
34 15.018 2221 2224 2227 rBV 207140 223405 1.48% 0.262%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115234.D

Aca On 27 Jun 2019 14:21

Operator : HP/JU

Sample = K3509-03

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 - 0 Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.077 2230 2234 2238 rVB 1634930 1788923 11.83% 2.098%
36 15.148 2242 2246 2253 rVV 958846 1352422 8.94% 1.586%
37 15.530 2307 2311 2325 rVB 930702 1659600 10.97% 1.946%

38 15.713 2339 2342 2353 rVB3 366400 678406 4._.49% 0.796%
39 15.965 2382 2385 2392 rVB 485355 768319 5.08% 0.901%

Sum of corrected areas: 85276323
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115234.D

Aca On 27 Jun 2019 14:21

Operator : HP/JU

Sample = K3509-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF115234.D
8000000

6000000

37
4000000 5.19 6.28 6.75

2000000 6.60

e e L USRS

T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF115234.D
8000000 12145

11.68
6000000 8.95 12.68

4000000

7.88

2000000

11998 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: BF115234.D
8000000

6000000

4000000

13.71 15.08

2000000
15.71 15.97

0 —————————

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\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115234.D

Aca On 27 Jun 2019 14:21

Operator : HP/JU

Sample = K3509-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 unknown6.37 Concentration Rank 3

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

6.37 70.04 ng 4290240 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 23
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 754 (6.372 min): BF115234.D (-748) (-) m/z 132.00 100.00%
5000
68
96 rrrTrTyTTT T T T T T T T
40 54 u 6.00 6.20 6.40 6.60 6.80
o groer | Meus W~ m/z 134.00 33.91%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR LRSS RRRAE AR
6.00 6.20 6.40 6.60 6.80
31 51 78 m/z 68.00 29.31%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
SRS LA ARRAENRRAES
6.00 6.20 6.40 6.60 6.80
5000 m/z 66.00 18.78%
39
89 103
oL ”m\\lﬂhm“ I \P8 n .‘,‘l‘.%l.s, e
m/z--> 40 100 120 140 160 180
Abundance #52379. Tranylcypromine-propiony! R R A REERmEas e
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 131.00 15.02%
5000 og M°
ol L ‘L!JD.Z‘.\‘”\H. s 189 e
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115234.D

Aca On 27 Jun 2019 14:21

Operator : HP/JU

Sample = K3509-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 3 n-Decanoic acid Concentration Rank 17

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

9.85 2.29 ng 209250 Acenaphthene-d10 9.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 86
2 Undecanoic acid 186 C11H2202 000112-37-8 86
3 Dodecanoic acid 200 C12H2402 000143-07-7 80
4 Nonanoic acid 158 C9H1802 000112-05-0 53
5 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 50

Abundance Scan 1345 (9.848 min): BF115234.D (-1341) (-) m/z 73.00 100.00%
60 7B
41
5000
B o7 129 g7 e T
\ 50 143 1 200 9.60 9.80 10.00 10.20
0 ...,....|,|.'..-~!'.':..- 188 0213 m/z 60.00 91.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39471: n-Decanoic acid
60 3
41
29
5000 UL R RN U R
9.60 9.80 10.00 10.20
‘ a7 129 m/z 41.00 65.61%
115
o b WL s | e 2
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50051: Undecanoic acid
60 78
" '9.60 9.80 10.00 10.20
5000 43 m/z 43.00 61.35%
29 129 143
115 186
0 ..%? \‘ il wlw.ﬂﬂ‘ MM,,NJ,,,,IIMM, JII}?7}§?I N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61120: Dodecanoic acid a  BEamEE S
60 73 9.60 9.80 10.00 10.20
43 m/z 55.00 53.23%
5000 129
157
29 101 115
“ ‘ 143 ‘ 171 200
0..]'.Sl.‘.‘..‘i‘a‘..”l“‘.‘l‘. M ‘H \‘ ""‘i"""l""':ll-8'3"'l""I e
m/z--> 200 40 60 100 120 140 160 180 200 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115234.D

Aca On 27 Jun 2019 14:21

Operator : HP/JU

Sample = K3509-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Hexadecanoic acid, methyl e... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.51 2.34 ng 211852 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 96
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 94
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
4 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 81
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 80
Abundance Scan 1628 (11.513 min): BF115234.D (-1625) (-) m/z 74.00 100.00%
74
5000 %
|‘ | 97111 1291T3157171135199213227241255270 11.20 11.40 11.60 11.80
o...,....,....l:..'-..,-:-..:",'..J.'.,.~.'..,.... bt || M/z 87.00  62.61%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119408. Hexadecanoic acid, methyl ester
74
5000 A DA AR IR
43 11,20 11.40 11.60 11.80
143 m/z 43.00 31.13%
o | | ..8 1!-0111512|9 | 157171185199213227 241 270
s T30 a0 B 180 135 Tho 166 180 350 330 2k 3
Abundance #119423. Pentadecanoic acid, 14-methyl-, methyl ester
74
11.20 11,40 11.60 11.80
5000 43 m/z 41.00 25.13%
o | J \“ %?111 1291?3157171185199213227241 270
m/z--> 20 45 éo 80 100 120 140 160 180 200 220 240 260
Abundance #107593: Pentadecanoic acid, methy! ester S e AR
74 11.20 11.40 11.60 11.80
m/z 55.00 24 .18%
5000
43 2 143
5 29 ‘ | || 88101135129 | 157171185199213507 256
0|||||||‘||||||‘|||||||||||||||||||||||||||||||||||||||||| s Ma—— — — —_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1120 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115234.D

Aca On 27 Jun 2019 14:21

Operator : HP/JU

Sample = K3509-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 1
R.T. EstConc Area Relative to ISTD R.T.
11.68 167.32 ng 15122100 Phenanthrene-d10 11.10
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 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Undecanoic acid 186 C11H2202 000112-37-8 83

Abundance Scan 1656 (11.677 min): BF115234.D (-1637) (-) m/z 73.00 100.00%

3
43

5000 129

213

A
157171185, o0 | 5p7 256 11.40 11.60 11.80 12.00

284 m/z 60.00 79.40%

143

o] .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 0
5000 129

11.40 11.60 11.80 12.00
m/z 43.00 75.35%

213
143157171185199

J‘“ 83
o

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

%

Abundance #84453: Tetradecanoic acid
73
43 T
57 11.40 11.60 11.80 12.00
5000 129 m/z 57.00 63.00%
29 185 228
115
1 143,:5171 ‘
oAb L [ e |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid B
43 73 11.40 11.60 11.80 12.00
m/z 55.00 59.66%
51
5000
29
129 171 214
L a0 | gy Taes
Y S Moo e S NN e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11.80 12. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115234.D

Aca On 27 Jun 2019 14:21

Operator : HP/JU

Sample = K3509-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Tetradecanoic acid, trimeth... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.98 2.24 ng 202601 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid. trimethvlsil... 300 C17H3602Si 018603-17-3 53
2 Silane. trimethvl(l-methvlbutoxv)- 160 C8H200Si 001825-67-8 46
3 Dodecanoic acid. trimethvisilvl ... 272 C15H3202Si 055520-95-1 43
4 Silane. trimethvll(1-methvlheptv... 202 C11H260Si 018023-52-4 38
5 6-Methyl-2-heptanol, trimethylsi... 202 C11H260Si 1000365-14-2 38
Abundance Scan 1707 (11.977 min): BF115234.D (-1704) (-) m/z 117.00 100.00%
73 117
313
5000
3
| | o 1160 11.80 12.00 12.20
185 212 235253269285 - : : :
o...,....,.-~..|!i-.':l Al ob = 253 m/z 73.00 87.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #144742: Tetradecanoic acid, trimethylsilyl ester
7B
117
11.60 11.80 12.00 12.20
145 285 m/z 75.00 70.53%
Ol "h|L|J e | | 167185201217 241257 |l300
m/z--> ﬁo Jo eb 85 160 150 140 160 180 200 220 240 260 2éo 360
Abundance #31348: Silane, trimethyl(1-methylbutoxy)-
7 117
1160 11.80 12.00 12.20
5000 m/z 313.20 60.92%
45 145
0 Al 101 |
m/z--> ﬁo Jo eb 85 160 150 140 160 180 200 220 240 260 2éo 360
Abundance #120973: Dodecanoic acid, trimethylsilyl ester R R am o
7 11.60 11.80 12.00 12.20
m/z 129.00 41.82%
117
5000 057
18 55 145
0 |||‘|||‘||;#“||‘=L‘||‘|L‘l‘l“nnlnn‘ln“u‘u l‘lll |1|7|:!- |||2|0|1||| 2||2|9| ||||“|||||||||||||||| —v—|—v—v—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115234.D

Aca On 27 Jun 2019 14:21

Operator : HP/JU

Sample = K3509-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 9,12-Octadecadienoic acid, ... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

12.20 2.91 ng 263367 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002462-85-3 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
4 12.15-Octadecadienoic acid. meth... 294 C19H3402 057156-97-5 97
5 9,15-0Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 97

Abundance Scan 1745 (12.201 min): BF115234.D (-1741) (-) m/z 67.00 100.00%

67

5000
135180165 oo 220 2409 263 g4 11.80 12.00 12.20 12.40 12.60
o} m/z 81.00 81.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67
41
5000 | BN LI L L L LB L
11.80 12.00 12.20 12.40 12.60
m/z 55.00 61.42%
ol 2 135150 178 223 263779294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67

11.80 12.00 12.20 12.40 12.60
m/z 95.00 52.80%

5000
o i 135150 978 262 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester B EEE e

11.80 12.00 12.20 12.40 12.60
m/z 41.00 52.01%

5000

T I T T T
11.80 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115234.D

Aca On 27 Jun 2019 14:21

Operator : HP/JU

Sample = K3509-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 9-Octadecenoic acid, methyl... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.22 4.89 ng 441934 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 95
2 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 95
3 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 95
4 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 95
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 95

Abundance Scan 1748 (12.219 min): BF115234.D (-1745) (-) m/z 55.00 100.00%

74

5000

12.00 12.20 12.40 12.60
m/z 74.00 78.40%

296
o 281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141275: 9-Octadecenoic acid, methyl ester

69

=

12.IOO 12.I20 12.I4O 12!60
m/z 69.00 75.18%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester
55

-

69 e s
12.00 12.20 12.40 12.60

m/z 83.00 69.14%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141309: 9-Octadecenoic acid, methyl ester, (E)- e e
55 12.00 12.20 12.40 12.60
m/z 41.00 68.55%

.

69
5000

s

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60

8270-BF062119.M Fri Jun 28 16:56:22 2019

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115234.D

Aca On 27 Jun 2019 14:21

Operator : HP/JU

Sample = K3509-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.45 148.58 ng 14624500 Chrysene-di12 13.71
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
Abundance Scan 1787 (12.448 min): BF115234.D (-1779) (-) m/z 73.00 100.00%
43 7B
57
5000 129
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—
12.20 12.40 12.60 12.80
0! - m/z 43.05 87.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
4 57 7B
5000 129 I I s e e
nmnmnmnm
m/z 60.00 78.89%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 78
5- —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—
12.20 12.40 12.60 12.80
5000 m/z 57.05 72.22%
29
ol Al
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid L R ma ma R
78 12.20 12.40 12.60 12.80
43 m/z 55.00 67.66%
5
5000 129
‘ 185 228
115 143 171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 1240 1260 1280

8270-BF062119.M Fri Jun 28 16:56:22 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115234.D

Aca On 27 Jun 2019 14:21

Operator : HP/JU

Sample = K3509-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 15
R.T. EstConc Area Relative to ISTD R.T.
13.92 2.41 ng 236750 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Docosane 310 C22H46 000629-97-0 86
3 Triacontane 422 C30H62 000638-68-6 86
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 81
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 81
Abundance Scan 2037 (13.919 min): BF115234.D (-2034) (-) m/z 57.00 100.00%
57
85
5000
113 242 RN AU B SUN
141 169 13.60 13.80 14.00 14.20
I .J.Jl, L tmponds | 281303 s m/z 71.10 79.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 L B B UL BULRE

13.60 13.80 14.00 14.20
m/z 43.00 60.28%

29
oL L. I J / J1§1I169 197 225 253 296
cohab e e i
m/z--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane
57
e
13.60 13.80 14.00 14.20
5000 g5 m/z 85.10 59.53%
29
LT M3 141 160 197 225 253 281 310
= = T e e e S REREREREE
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane R R mama
57 13.60 13.80 14.00 14.20
m/z 41.00 21.79%
5000 85
113
oL 2] j | 141 169 197 225 253 281 309 337 365 393 422
RN 1 I A i S A Lt s e R LR LA s S e
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20

8270-BF062119.M Fri Jun 28 16:56:23 2019

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115234.D

Aca On 27 Jun 2019 14:21

Operator : HP/JU

Sample = K3509-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.22 6.27 ng 616698 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heptadecane 240 C17H36 000629-78-7 93
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2088 (14.219 min): BF115234.D (-2085) (-) m/z 57.00 100.00%
57
5000
113 " 14.00 14.20 14.40 14.60
141
oL bbb M 6080211 il 264 295315 341 380 | 7y 71.10  74.42%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 L S BB ISR I
14.00 14.20 14.40 14.60
m/z 43.00 59 .55%
L 2L LT 20 100 17 225 s 202
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
- " 14:00 14.20 14.40 14.60
5000 m/z 85.10 54 .06%
29
L | | \113 141 169 197 240
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- LN e e S
57 14.00 14.20 14.40 14.60
m/z 55.00 21.23%
5000 & M‘A’/\'ﬁ
o3 J L) M2 141 160 197 9 67 204 323 352
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60

8270-BF062119.M Fri Jun 28 16:56:23 2019

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115234.D

Aca On 27 Jun 2019 14:21

Operator : HP/JU

Sample = K3509-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .52 10.12 ng 905244 Perylene-d12 15.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2139 (14.518 min): BF115234.D (-2135) (-) m/z 57.00 100.00%
57
85
5000

14.20 14.40 14.60 14.80

—

ﬂ L |141 169 197 225 253276 309 337 365 400

0 .?.,. A S L S0 309 387 365 400 1 sz 71.10 76.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57
5000 LN L L L L L LB L |
85 14.20 14.40 14.60 14.80
m/z 43.00 60.30%
29
oL Il ) (Y8 141 169 197 205 253 281 323 351 380
R LA
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
I
14.20 14.40 14.60 14.80
5000 85 m/z 85.10 56.46%
113
o 29 | f L (141,169 197 225 267 205 365 393
e . s
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane R B B
57 14.20 14.40 14.60 14.80
m/z 55.00 21.86%
5000 85
29 113
oL ] w J j “ L .141 169 197 225 253 295 323 367
SR . L Bl .
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF062119.M Fri Jun 28 16:56:24 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115234.D

Aca On 27 Jun 2019 14:21

Operator : HP/JU

Sample = K3509-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.58 15.54 ng 1390430 Perylene-d12 15.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 90
4 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 87
5 1-(Phenylthio)-3,7,11-trimethyl-_._._. 314 C21H30S 028413-57-2 83
Abundance Scan 2149 (14.577 min): BF115234.D (-2146) (-) m/z 69.05 100.00%
69
5000 N\A
Tl 220 o s T
ol I w417 0 175 203 231 256278299319341 367 395 | 77 g1 00  52.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000] 4 LU B UL S B
14.20 14.40 14.60 14.80
o5 m/z 41.00 21.90%
137
o | d f1y’) 161 191 217 273 299 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
1420 14.40 14.60 14.80
5000 m/z 95.00 13.94%
41
’ 95 137
oL gl 317 | 163 191 217 245 273 299 34 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... L L e e
69 14.20 14.40 14.60 14.80
m/z 68.05 11.49%
5000 41
93
ol | o L m | 161 192 231 273 315341 384
m/z--> 50 100 150 260 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF062119.M Fri Jun 28 16:56:24 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115234.D

Aca On 27 Jun 2019 14:21

Operator : HP/JU

Sample = K3509-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.82 13.73 ng 1228500 Perylene-d12 15.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Octacosane 394 C28H58 000630-02-4 95
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 94
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 93
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2190 (14.818 min): BF115234.D (-2186) (-) m/z 57.00 100.00%
57
85
5000

14.60 14.80 15.00 15.20

141
o34, II L 100197 239 276 309 338 365 394414 | o771 10 78.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane
5|7
85
5000 R B B R B

14.60 14.80 15.00 15.20
m/z 43.00 58.36%

J | J141 169 197 225 253 281 309 338

3
o3 I bl R ool Y G
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
A R
14.60 14.80 15.00 15.20
5000 g5 m/z 85.10 57.34%
29
oL l I | 113 141 169 197 225 253 281 309 337 365 394
e e T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- R R A na e s e
57 14.60 14.80 15.00 15.20
m/z 55.00 22.39%
5000 85
113
oL 3 J |70 141 169 197 230 567 204 323 352
e e L e A R
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15 20

8270-BF062119.M Fri Jun 28 16:56:25 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115234.D

Aca On 27 Jun 2019 14:21

Operator : HP/JU

Sample = K3509-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Octadecane, l-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.15 15.12 ng 1352420 Perylene-d12 15.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 2246 (15.148 min): BF115234.D (-2242) (-) m/z 57.00 100.00%
57
5000 | j
113 220 1500 1600 1540
141 169 14.80 15.00 15.20 15.40
o A 'I 197 225 255 280304 330351 383 416 nsz 71.05  74.52%
m/z--> 50 150 200 250 300 350 400
Abundance #202263: Octadecane, 1-iodo-
57
85
5000 L BN S BRI B B
mmmmmmmm
253 0
29 13 ., m/z 43.00 56.37%
oL d | [T 241 269 197 095 | 380
m/z--> 55 160 1éo 260 2%0 360 3%0 460
Abundance #141426: Heneicosane
57
o 14.80 15.00 15.20 15.40
5000 m/z 85.05 54 _.15%
29 113
oL U gy |72 160 107 225 253 296
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #215181: 2-methyloctacosane R B AR
57 14.80 15.00 15.20 15.40
m/z 55.00 20.14%
5000 85
o2, ] | ] 13141 169 107 205 267 205 365 393
m/z--> 5'0 1c')o 1&'30 2(')0 251;0 3(')0 3&1;0 4(')0 14. 80 15. 00 15 20 15'40 '

8270-BF062119.M Fri Jun 28 16:56:25 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115234.D

Aca On 27 Jun 2019 14:21

Operator : HP/JU

Sample = K3509-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.53 18.55 ng 1659600 Perylene-d12 15.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2311 (15.530 min): BF115234.D (-2307) (-) m/z 57.00 100.00%
57
85
5000
] J ] ||113 141 169 211 239266 308 340 372 408 15'20 15'40 15'60 15'80 -
ol A T B0, 271 239260 508 340 372 408 m/z 71.10  75.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 R DRI DU BRI B
15.20 15.40 15.60 15.80
m/z 43.00 57 .54%
29 113
o ULy 77,141 169 197 225 253 295 323 367
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #141426: Heneicosane
57
o 15.20 15.40 15.60 15.80
5000 m/z 85.10 55.93%
29 113
oL LI 44 7)7, 24 169 197 225 253 296
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #215181: 2-methyloctacosane AR R R e
57 15.20 15.40 15.60 15.80
m/z 55.00 21.90%
oL 2. ‘ I ] ﬂlf3Jlﬂl‘1§9 197 225 267 295 365 393
m/z--> 5'0 1(')0 1&'30 2(')0 2éo 3(')0 351;0 4(')0 15.'20 15.'40 15.|60 15.|80

8270-BF062119.M Fri Jun 28 16:56:26 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115234.D

Aca On 27 Jun 2019 14:21

Operator : HP/JU

Sample = K3509-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 28-Nor-17.beta.(H)-hopane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.71 7.58 ng 678406 Perylene-d12 15.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 83
2 17.alfa..21.beta.-28.30-Bisnorho... 384 C28H48 1000360-26-1 43
3 4.5-Dihvdrothiazol-4-one. 2-(2-m... 222 C10H10N202S 022476-61-5 35
4 4-Fluoro-2-trifluoromethvlbenzoi... 284 C14H8F402 1000357-66-1 27
5 Acetamide, N-[3-[[(2,5-dioxo-1-p... 303 C16H21N303 027550-64-7 27

Abundance Scan 2342 (15.713 min): BF115234.D (-2339) (-) m/z 191.10 100.00%
191
5000
69 o 123 kMJ\V\A/A\
a T 2 o a0 1 150
383 : - -
o 4 245 281 313 352 409 n/z 177.10 44 _56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #211535: 28-Nor-17.beta.(H)-hopane
191
5000 U DAL UL UGN RS
109 15.40 15.60 15.80 16.00
135 398 m/z 95.05 41.30%
| 163 217 260 308 355
m/z--> 50 100 150 200 250 300 350 400
Abundance #204839: 17.alfa.,21.beta.-28,30-Bisnorhopane
191
o % 123 163 15.40 15.60 15.80 16.00
5000 m/z 81.00 36.65%
384
0 L !»L I . T W“M
m/z--> 50 100 150 200 250 300 350 400
Abundance #78517: 4,5-Dihydrothiazol-4-one, 2-(2-methoxyanilino)- T
191 15.40 15.60 15.80 16.00
m/z 123.10 33.19%
5000
163
46 78 105 134 222
0::‘::‘::“:::':‘:::: ———————T ——T ——T —— R N MRS
m/z--> 50 100 150 200 250 300 350 400 1540 15.60 15.80 16.00

8270-BF062119.M Fri

Jun 28 16:56:26 2019

Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115234.D

Aca On 27 Jun 2019 14:21

Operator : HP/JU

Sample = K3509-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 2-Bromo dodecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.97 8.59 ng 768319 Perylene-di12 15.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 94
2 Hentriacontane 437 C31H64 000630-04-6 93
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 2386 (15.971 min): BF115234.D (-2382) (-) m/z 57.00 100.00%
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Abundance #223851: Hentriacontane
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Abundance #141426: Heneicosane B B
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m/z 55.00 21.66%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\

Data File : BF115234.D

Acq On - 27 Jun 2019 14:21 Instrument :
Operator : HP/JU gmgigamlem'
3?22 le K3509-03 SA-06-0626f9-B
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062119_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]
unknown6 .37 6.37 70.0 ng 4290240 1 6.60 1225140 20.0
n-Decanoic acid 9.85 2.3 ng 209250 3 9.62 1823900 20.0
Hexadecanoic acid... 11.51 2.3 ng 211852 4 11.10 1807560 20.0
n-Hexadecanoic acid 11.68 167.3 ng 15122100 4 11.10 1807560 20.0
Tetradecanoic aci... 11.98 2.2 ng 202601 4 11.10 1807560 20.0
9,12-Octadecadien... 12.20 2.9 ng 263367 4 11.10 1807560 20.0
9-Octadecenoic ac... 12.22 4.9 ng 441934 4 11.10 1807560 20.0
Octadecanoic acid 12.45 148.6 ng 14624500 5 13.71 1968570 20.0
Heneicosane 13.92 2.4 ng 236750 5 13.71 1968570 20.0
Eicosane 14.22 6.3 ng 616698 5 13.71 1968570 20.0
Heptacosane 14 .52 10.1 ng 905244 6 15.08 1788920 20.0
Squalene 14.58 15.5 ng 1390430 6 15.08 1788920 20.0
Tetracosane 14.82 13.7 ng 1228500 6 15.08 1788920 20.0
Octadecane, 1-iodo- 15.15 15.1 ng 1352420 6 15.08 1788920 20.0
Hexacosane 15.53 18.6 ng 1659600 6 15.08 1788920 20.0
28-Nor-17.beta.(H... 15.71 7.6 ng 678406 6 15.08 1788920 20.0
2-Bromo dodecane 15.97 8.6 ng 768319 6 15.08 1788920 20.0
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