LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021822\
Data File : BF126961.D

Acqg On : 18 Feb 2022 19:31
Operator : CG\JU

Sample : N1600-07

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126961.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.057 298 301 309 rVB 33134 42739 1.58% ©0.199%
2 5.175 486 491 498 rVB 37439 48529 1.80% 0.226%
3 5.557 551 556 559 rBV 2470851 2382255 88.24% 11.082%
4 6.481 709 713 717 rBV 458187 372091 13.78% 1.731%
5 6.551 720 725 728 rBV 2325679 2513516 93.11% 11.692%
6 6.928 786 789 793 rVB 805232 632258 23.42%  2.941%
7 7.493 880 885 888 rVB 1823662 1684868 62.41% 7.838%
8 7.916 953 957 968 rBv2 28280 50615 1.87% 0.235%
9 8.104 986 989 999 rBV 121411 101935 3.78% 0.474%
10 8.210 1003 1007 1011 rBV 1030821 866017 32.08% 4.029%
11  8.934 1126 1130 1141 rVB2 74380 82219 3.05% ©0.382%
12 9.287 1185 1190 1193 rBV 3377462 2699633 100.00% 12.558%
13 9.598 1241 1243 1247 rBvV2 39549 34054 1.26% 0.158%
14  9.969 1302 1306 1309 rBV 1196436 915936 33.93% 4.261%
15 10.757 1436 1440 1443 rBV 1877475 1592030 58.97% 7.406%
16 10.963 1470 1475 1477 rBv4 23177 36080 1.34% 168%

17 11.004 1477 1482 1495 rVB 45914 156555 5.80%
18 11.457 1555 1559 1563 rBV 1063950 918409 34.02%

OO0 P,POO®
N
N
N
R

19 11.839 1621 1624 1627 rVB 74682 55622 2.06% 259%
20 11.975 1644 1647 1652 rBV 165342 148186 5.49% 689%
21 12.686 1762 1768 1778 rBV2 157867 278465 10.31%  1.295%
22 12.763 1778 1781 1786 rVB 51549 58977 2.18% 0.274%
23 13.045 1825 1829 1832 rBV 2599702 2261984 83.79% 10.522%
24 13.263 1860 1866 1870 rBv4 26651 44585 1.65% ©.207%
25 13.933 1977 1980 1997 rVB 200774 289486 10.72% 1.347%

26 14.104 2005 2009 2012 rBV 609873 529344 19.61%
27 14.574 2083 2089 2094 rBV2 67746 177534  6.58%
28 14.874 2137 2140 2142 rBV2 44914 55079 2.04%
29 14.998 2156 2161 2162 rBV4 107033 151028 5.59%
30 15.221 2195 2199 2203 rBV 240448 279494 10.35%

P OOON
N
Ul
(o))
R

31 15.263 2203 2206 2219 rVB5 70012 150016 5.56%
32 15.610 2259 2265 2273 rBV 380126 533623 19.77%
33 15.833 2299 2303 2309 rVB3 60351 94437  3.50%
34 16.074 2339 2344 2350 rBV 194536 305378 11.31%
35 16.139 2350 2355 2363 rBV3 69186 164431 6.09%

OrRrONO®
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w
G
3R

36 16.521 2415 2420 2429 rBV8 76095 190667 7.06% ©.887%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021822\
Data File : BF126961.D

Acqg On : 18 Feb 2022 19:31
Operator : CG\JU

Sample : N1600-07

Misc

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 16.604 2432 2434 2445 rVB3 53093 100031 3.71% 0.465%
38 16.921 2483 2488 2496 rVB3 60135 113197 4.19% ©.527%

39 17.233 2536 2541 2547 rVB 64089 117022 4.33% 0.544%
40 17.757 2624 2630 2640 rVB9 99265 268596 9.95% 1.249%

Sum of corrected areas: 21496921
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021822\
Data File : BF126961.D

Acqg On : 18 Feb 2022 19:31
Operator : CG\JU

Sample : N1600-07

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF126961.D\data.ms
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Abundance TIC: BF126961.D\data.ms
9.287
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13.045
2500000
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Abundance TIC: BF126961.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021822\
Data File : BF126961.D

Acqg On : 18 Feb 2022 19:31
Operator : CG\JU

Sample : N1600-07

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.104 2.35 ng 101935 Naphthalene-d8 8.210

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
5 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 52
Abundance Scan 989 (8.104 min): BF126961.D\data.ms (-986) (-) m/z 57.05 100.00%
57.0
5000 A\
e 780800820840
39 ‘ 100.1 .80 8.00 8.20 8.

0 m_m‘ﬁu ‘Mw!wm“‘”;h”‘,‘1‘3;210‘ e mM/z 45.85  92.52%

m/z--> 20 40 60 80 100 120 140 160

Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-

43.0
5000 UL L R B R
7.80 8.00 8.20 8.40
T 750 m/z 41.85  33.17%
100.0
O \\\‘\M\\‘\\\MH\\‘M‘\‘\“\‘\\“\\\\’}\3\2\0‘ \\\J\-?S\p\
m/z--> 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
B RAERARS S
7.80 8.00 8.20 8.40
5000 m/z 75.10 19.63%
29.0 75.0
100.0
0 Mw\”_wt\"ww,??‘%ﬂ - 1630
miz--> 20 40 60 80 100 120 140 160
Abundance #10089: Ethylene glycol monoisobutyl ether e e e
57.0 7.80 8.00 8.20 8.40
m/z 56.10 16.87%
5000
29.0 75.0
9 BT
i o e A e S
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021822\
Data File : BF126961.D

Acqg On : 18 Feb 2022 19:31
Operator : CG\JU

Sample : N1600-07

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 3-Propionyloxypentadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.004 3.41 ng 156555  Phenanthrene-di10 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Propionyloxypentadecane 284 C18H3602 1000245-63-1 53
2 3,5,5-Trimethylhexyl propionate 200 C12H2402 1000429-26-0 53
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 50
4 Heptyl tetradecyl ether 312 C21H440 1000406-39-3 50
5 Hexanoic acid, 3,5,5-trimethyl-,... 354 C23H4602 1000406-26-8 47

Abundance Scan 1482 (11.004 min): BF126961.D\data.ms (-1477) (-1 m/z 57.10 100.00%
57.1

11.00 |
97.0 1401 213.2 :
o“HHM‘WHNuWHJMHH‘mwu‘WHH,Hw_‘mpu‘wuw‘uwu m/z 41.10 16.30%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179104: 3-Propionyloxypentadecane
57.0
5000 - :
11.00
m/z 69.05 15.72%
115.0
O \‘\\\\“Hl‘\\‘h“\‘\‘m\”ﬁ?\.gh‘H‘\‘\‘H\\‘\H\‘H:L\g’]_\-\o\\z‘\]-\?;‘o\H\’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #75784: 3,5,5-Trimethylhexyl propionate
57.0
T I
11.00
5000 ITI/Z 71.10 12.77%
115.0
27.0‘
0 ““1‘“‘HH‘!‘_“m“m‘w"“‘“H‘“‘H""",m‘W‘Wm,uwmwu
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #173730: 9-Eicosene, (E)- — ‘
57.0 11.00
m/z 83.10 11.62%
97.0
5000
27,0
ol 1l 1260 168.0 209.0
e —
m/z--> 20 40 60 80 100120140160180200220240260280 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021822\
Data File : BF126961.D

Acqg On : 18 Feb 2022 19:31
Operator : CG\JU

Sample : N1600-07

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 n-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.975 3.23 ng 148186  Phenanthrene-di10 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 1647 (11.975 min): BF126961.D\data.ms (-1644) (- m/z 73.10 100.00%

430 73.1
213.2 A

157.2185.1

o“wu‘ﬂmm

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
]

5000 129.0

: 157.01g50213.0  256.0 : <A
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #109284: Tetradecanoic acid
73.0
e

129.0

12.00
5000 43.0 m/z 55.10 84.53%
185.0 228.0
101.0
: o'
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid —

43.0 ,73.0 12.00

m/z 57.05 78.25%

5000 129.0
199.0
\ ol |
15 O‘ ‘ ‘ Hu \H iy ‘ | ‘ ‘ T

O‘Hpiu“kwhuu"H_‘HM‘HM‘HM‘HM‘HM‘HM‘HM‘H‘

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021822\
Data File : BF126961.D

Acqg On : 18 Feb 2022 19:31
Operator : CG\JU

Sample : N1600-07

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 cis-Vaccenic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.686 6.06 ng 278465  Phenanthrene-die 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 87
2 Oleic Acid 282 C18H3402 000112-80-1 86
3 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 83
4 6-Octadecenoic acid, (Z)- 282 C18H3402 000593-39-5 80
5 9-Octadecenoic acid 282 C18H3402 002027-47-6 80

Abundance Scan 1768 (12 686 min): BF126961.D\data.ms (-1762) (-  m/z 55.05 100.00%

5!:
5000 97.1
—— ——
1201 1801 2202 2641 12.50 13.00
0! T m/z 41.85 77.25%
miz--> 50 100 150 200 250

Abundance #176209: cis-Vaccenic acid

[9)]
[3:1
o

5000
12.50 13.00

m/z 69.10 61.12%
N\MJ

Jsol W AL L 2370 m00 2220 240
\\\\\ \\\”“‘ \!\\‘\‘\\\
m/z--> 100 150 200 250
Abundance #176208: Oleic Acid
55.0
— —
97.0 12.50 13.00
5000 ITI/Z 83.10 52.40%
264.0
‘ 37.0 1800 222.0
oL . “\“‘M‘u ‘\‘HMH\} m“h‘u‘ TN ‘ " ‘H . ‘ N
m/z--> 50 100 150 200 250
Abundance #176229: trans-13-Octadecenoic acid T —
55.0 12.50 13.00
m/z 43.10 47.52%
5000
97.0
264.0
o150, u\‘ WU L L B0 1800 2220 2% S
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021822\
Data File : BF126961.D

Acqg On : 18 Feb 2022 19:31
Operator : CG\JU

Sample : N1600-07

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Cyclopentadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.933 10.94 ng 289486  Chrysene-di2 14.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 94
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91

Abundance Scan 1980 (13.933 min): BF126961.D\data.ms (-1977) (- m/z 57.10 100.00%
57.1

5000 MJ\\AJ”
11.1
—r
‘ |y [1501107.1 252.2 14.00
ol il ‘ A e e~ m/z 55.05 87.63%
mlz--> 50 100 150 200 250 300 350 400
Abundance #87654: Cyclopentadecane
55.0
5000 LN
110 14.00
m/z 43.05 83.41%
s 220
O\\“\ “\“ 1‘15‘4\\0\\"\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0
—r
14.00
5000 ITI/Z 83.10 72.34%
\ ot
o LA, Tarpozss0  aos
miz--> 50 100 150 200 250 300 350 400
Abundance #326113: Heptadecyl heptafluorobutyrate e
57.0 14.00
m/z 97.10 61.52%
5000
11.0
169.0 238.0
ol ML 70 T s i
m/z--> 50 100 150 200 250 300 350 400 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021822\
Data File : BF126961.D

Acqg On : 18 Feb 2022 19:31
Operator : CG\JU

Sample : N1600-07

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Behenic alcohol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.574 6.71 ng 177534  Chrysene-di12 14.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 9-Tricosene, (Z)- 322 C23H46 027519-02-4 93
3 1-Hexacosanol 382 C26H540 000506-52-5 90
4 1-Tricosene 322 C23H46 018835-32-0 86
5 n-Tetracosanol-1 354 C24H500 000506-51-4 70

Abundance Scan 2089 (14.574 min): BF126961.D\data.ms (-2083) (- m/z 57.10 100.00%
57.1

97.1
5000
T
| ‘ | 167, 02071 2541 3261 14.50
ob— ‘1“““‘ j \‘WH‘H\HH ‘u‘w‘mﬂuwlu‘hmuH‘\M‘ L ‘\\u‘m e I - m/z 55.05 92.19%
miz--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcoho
83.0
43.0
5000 — ‘
14.50
250 m/z 69.10  84.91%
O T \“\‘ ‘\““‘\ ‘\‘ \‘ \‘ J‘ \“‘\ ‘h %\67\0\21\0\0\ T ‘ \2\89\0‘ L ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #227236: 9-Tricosene, (2)-
55.0 97.0
T \
14.50
5000 m/z 83.10 83.82%
s suines
o LA I 1202200000 T
m/z--> 50 100 150 200 250 300 350
Abundance #289621: 1-Hexacosanol 7
97.0
570 14.50
m/z 97.10 80.28%
5000
39.0
0 I ] ‘ ‘ \H\ \‘h \‘\ %8%9%220 264.0 308.0 L 36w4'(
“““ “ - ‘ R e B e LA A A —
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021822\
Data File : BF126961.D

Acqg On : 18 Feb 2022 19:31
Operator : CG\JU

Sample : N1600-07

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Tetratetracontane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.874 2.06 ng 55079  Perylene-d12 15.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 80
2 Tridecane 184 C13H28 000629-50-5 76
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 72
4 Hexadecane 226 C16H34 000544-76-3 64
5 Nonadecane 268 C19H40 000629-92-5 64

Abundance Scan 2140 (14.874 min): BF126961.D\data.ms (-2137) (1 m/z 57.10 100.00%
57.1

.

5000
‘ 14.50 15.00
7.1 . .
207.1 285.3 415.4
0‘HH‘WhﬁwWﬂwa%Nwwqumwu‘wm‘w‘uw‘uw‘u‘wu m/z 43.10 60.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 — T
14.50 15.00
m/z 71.10 58.05%
o JHHPHR;WOZND3NO4WO 491.0562.0
‘\\\\‘\\F\‘\\\\‘\\\f"T\\T[\\T\‘TF\W}\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #59028: Tridecane
57.0
— —r
14.50 15.00
5000 ITI/Z 85.10 48.08%
’ 1 184.0
0‘\\\\\‘\l\H\l‘\'\'\f‘\\M,\\\\‘\\\\‘\\\\‘\\\\‘\m‘\m‘\m‘uu‘m
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #307033: Octacosane, 2-methyl- — —
57.0 14.50 15.00
m/z 55.10 35.30%
5000

g

17019702670 3850
(R DF D EURNE 2 Ee 2T e —

‘\ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021822\
Data File : BF126961.D

Acqg On : 18 Feb 2022 19:31
Operator : CG\JU

Sample : N1600-07

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 3-Eicosene, (E)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14.998 5.66 ng 151028 Perylene-d12 15.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 70
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 68
3 Butyl tetradecyl ether 270 C18H380 1000406-40-4 64
4 1-Hexacosanol 382 C26H540 000506-52-5 60
5 9-Nonadecene 266 C19H38 031035-07-1 60

Abundance Scan 2161 (14.998 min): BF126961.D\data.ms (-2156) (1 m/z 57.10 100.00%
57.1

5000
285.3
—
| %‘51 15.00
0“Jﬂ HH“!M}WNWNMhhwﬁ§EﬁW‘HW‘u‘_H‘_H‘_H‘_ m/z 43.10 64.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #173731: 3-Eicosene, (E)-
57.0
5000 T
15.00
50 m/z 97.10 54.31%
S ano 2
\H‘\H]TFHHH‘HH‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
—
15.00
5000 ITI/Z 71.10 53.39%
ol ‘h,.‘ 2520 3690 648
e AR e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #161358: Butyl tetradecyl ether ——
57.0 15.00
m/z 83.10 53.23%
5000 J\V\W\MM/)M/W\N\/\/\MWAW
H ” 501960
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 15.00

8270-BF021622.M Mon Feb 21 16:32:08 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021822\
Data File : BF126961.D

Acqg On : 18 Feb 2022 19:31
Operator : CG\JU

Sample : N1600-07

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Octacosane, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.221 10.48 ng 279494  Perylene-d12 15.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Octacosane 394 (C28H58 000630-02-4 91

Abundance Scan 2199 (15.221 min): BF126961.D\data.ms (-2195) (- m/z 57.10 100.00%
57.1

- JJW\J\L_\/L
—— —
‘ 81 a1 15.00 15.50
ol AdLiL et iss200a10061 3232 ) 65 6.k
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 — ——
15.00 15.50
m/z 43.10 57.35%
olid “\ “‘\ H H 0183.0225.0267.0309.0 365.0
\\\\‘\ \\\\‘\T\\‘\\\1‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
—— —
15.00 15.50
5000 ITI/Z 85.10 45.38%
‘ 9.0
41.0
50 L L1 i 0ms0z50 280
m/z--> 0 100 150 200 250 300 350
Abundance #287977: Heptacosane T —
57.0 15.00 15.50
m/z 55.10 22.92%
o Wﬂ%
9.0
oL L hh\‘\l410183022502670 323.0 380.0
A R B e e L I i e e e o —— —
m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF021622.M Mon Feb 21 16:32:10 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021822\
Data File : BF126961.D

Acqg On : 18 Feb 2022 19:31
Operator : CG\JU

Sample : N1600-07

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 9-Tricosene, (Z)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.263 5.62 ng 150016  Perylene-di2 15.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Tricosene, (Z)- 322 C23H46 027519-02-4 87
2 1-Tricosene 322 C23H46 018835-32-0 86
3 1-Tetracosene 336 C24H48 010192-32-2 80
4 17-Pentatriacontene 491 C35H70 006971-40-0 72
5 1-Tridecene 182 C13H26 002437-56-1 70

Abundance Scan 2206 (15.263 min): BF126961.D\data.ms (-2203) (- m/z 57.10 100.00%
=4

97.1
5000
—— —
‘ 39.0 2009 2490 355, 15.00 15.50
ol AL T Y P T S Bt m/z 43.10 88.49%
mlz--> 50 100 150 200 250 300 350
Abundance #227238: 9-Tricosene, (2)-
57.0
97.0
5000 —r —
15.00 15.50
m/z 69.10 84.24%
i
01\5.\0\ ‘\“ “ T “\‘ ‘\‘ \H‘ M‘ \““\ ‘h‘ ““‘\%8\“2;3 2\2\4\()\ ‘2§6\Q\ ‘ T \L T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #227233: 1-Tricosene
57.0
97.0 —— —
15.00 15.50
5000 ITI/Z 97.10 81.16%
ol AL L LT 18202200 aon0 %20 ﬂu
miz--> 50 100 150 200 250 300 350
Abundance #244230: 1-Tetracosene T —
55.0 97.0 15.00 15.50
m/z 83.10 74.72%
- Aj\/w\/\w
‘ ‘ 1{39.0 336.0
K N YO S
m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF021622.M Mon Feb 21 16:32:11 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021822\
Data File : BF126961.D

Acqg On : 18 Feb 2022 19:31
Operator : CG\JU

Sample : N1600-07

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Oxirane, heptadecyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.833 3.54 ng 94437  Perylene-di12 15.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 81
2 13-Oxabicyclo[10.1.0]tridecane 182 C12H220 000286-99-7 64
3 Tridecane, 4-cyclohexyl- 266 C19H38 013151-89-8 46
4 Ecgonine 185 C9H15NO3 000481-37-8 38
5 Undecane 156 C11H24 001120-21-4 25

Abundance Scan 2303 (15.833 min): BF126961.D\data.ms (-2299) (- m/z 43.10 100.00%

82.0
5000
— ——
136.0 208.9 281.0 333, 15.50 16.00
oL LI w“‘w POl Y m/z 57.10 94.86%
m/z--> 50 100 150 200 250 300
Abundance #176357: Oxirane, heptadecyl-
43.0 82.0
5000 — —
15.50 16.00
m/z 82.05 74.44%
24.0
L L} 1660 222.0 264.0
0 “\“‘ \“\“\ ‘i ““\‘\ t \“ ey i \‘\ LA B
m/z--> 50 100 150 200 250 300
Abundance #56878: 13-Oxabicyclo[10.1.0]tridecane
55.0
— ——
15.50 16.00
5000 96.0 m/z 55.10  71.24%
L 10 a0
ol b MW P
m/z--> 50 100 150 200 250 300
Abundance #155970: Tridecane, 4-cyclohexyl- “ —
57.0 15.50 16.00
m/z 96.10 69.85%
5000 97.0 NﬂwwmmMWMJhWWNMﬁWNM
‘ 139.0 1820 555
L0001 T O A - —
m/z--> 50 100 150 200 250 300 15.50 16.00

8270-BF021622.M Mon Feb 21 16:32:12 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021822\
Data File : BF126961.D

Acqg On : 18 Feb 2022 19:31
Operator : CG\JU

Sample : N1600-07

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Octacosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.074 11.45 ng 305378  Perylene-d12 15.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91

Abundance Scan 2344 (16.074 min): BF126961.D\data.ms (-2339) (- m/z 57.10 100.00%
57.1

16.00 |
ol “u L ‘\ J‘ 01831 2391 30943851 1 7110 60.43%
mlz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 - :
16.00
m/z 43.10 59.59%
ol bl H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘ \\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
T T
16.00
5000 ITI/Z 85.10 50.14%
‘ 9.0
41.0
o5 L L1 1#0mms0ms0 2900
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- ——
57.0 16.00
m/z 55.10 23.04%
h /LWJL/\/}\AM\/\/\
ol ‘L “\\ H | 141:0183.0226.0267.0300.0_ 3550
il ““““ T T —
m/z--> 50 100 150 200 250 300 350 16.00

8270-BF021622.M Mon Feb 21 16:32:13 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021822\
Data File : BF126961.D

Acqg On : 18 Feb 2022 19:31
Operator : CG\JU

Sample : N1600-07

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 5-Eicosene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.139 6.16 ng 164431  Perylene-di2 15.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 83
2 Octacosanol 410 C28H580 000557-61-9 76
3 Heptacosyl acetate 438 C29H5802 1000351-78-2 76
4 n-Nonadecanol-1 284 C19H400 001454-84-8 64
5 Triacontyl acetate 480 C32H6402 041755-58-2 64
Abundance Scan 2355 (16.139 min): BF126961.D\data.ms (-2350) (- m/z 57.10 100.00%
57.1
111
—— —
[1}}]1570 2010 2973 16.00 16.50
0Ll ‘Np‘“mﬂMM“Wme“yuu‘w“““u‘,““ m/z 83.10 89.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #173729: 5-Eicosene, (E)-
53.0
5000 —r— ——
16.00 16.50
11.0 m/z 43.10  68.02%
O \\\‘\ l\“\\\‘”\”"\J‘\‘\l’e\?p\ ‘2\2\3\\0‘\2\89\0‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #308225: Octacosano
57.0
—— —
16.00 16.50
5000 m/z 69.10 61.41%
ot sro 220 220 sozo MWJ\AMWM
miz--> 50 100 150 200 250 300 350 400
Abundance #321407: Heptacosyl acetate T T
43.0 16.00 16.50
97.0 m/z 97.10 61.33%
- WV/\MN\WW
olil \‘ \M‘ﬁ‘ 30 200.0 264.0 3200 378.0424.0
- “‘ et P e e P P
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50

8270-BF021622.M Mon Feb 21 16:32:13 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021822\
Data File : BF126961.D

Acqg On : 18 Feb 2022 19:31
Operator : CG\JU

Sample : N1600-07

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 Cholesterol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.521 7.15 ng 190667  Perylene-di2 15.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholesterol 386 C27H460 000057-88-5 99
2 26-Nor-5-cholesten-3.beta.-01-25... 386 C26H4202 007494-34-0 89
3 3-n-Heptyl-7-methyl-9-(2,6,6-tri... 368 C26H400 1000216-09-3 45
4 Propanoic acid, 3,3,3-trifluoro-... 386 C17H17F3N205 1000362-46-1 38
5 Cholesta-3,5-diene 368 C27H44 000747-90-0 35

Abundance Scan 2420 (16.521 min): BF126961.D\data.ms (-2415) (- m/z 43.10 100.00%

43.1
105.0145_1
5000
T \
16.50
0L m/z 55.00 75.60%
mlz--> 50 100 150 200 250 300 350
Abundance #292874: Cholesterol
43.0
105.0 386.(
145.0
5000 275.0 — ‘
213.0 16.50
m/z 105.00 60.28%
‘ ‘ ‘ 326.0
[ : T \M}
miz--> 50 100 150 200 250 300 350
Abundance #292861: 26-Nor-5-cholesten-3.beta.-ol-25-one
43.0
T \
16.50
5000 ITI/Z 81.05 56.13%
105.0
1450 2130 759 386.(
0“JHHU 326.0
miz--> 50 100 150 200 250 300 350
Abundance #277647: 3-n-Heptyl-7-methyl-9-(2,6,6-trimethylcyclohex- P ‘
43.0 109.0 16.50
m/z 57.10 55.53%
5000
179.0 368.0
Lk, 250 zone
0l ‘ “‘ I ‘\\’u h\‘“\\’m‘ " ‘M‘H‘\‘ § ‘m‘"\‘ — ‘u‘ —— —
m/z--> 50 100 150 200 250 300 350 16.50

8270-BF021622.M Mon Feb 21 16:32:15 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021822\
Data File : BF126961.D

Acqg On : 18 Feb 2022 19:31
Operator : CG\JU

Sample : N1600-07

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 Tetratriacontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.604 3.75 ng 100031 Perylene-di2 15.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 53
2 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 53
3 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 53
4 4-Heptanone, 2-methyl- 128 C8H160 000626-33-5 47
5 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 38

Abundance Scan 2434 (16.604 min): BF126961.D\data.ms (-2432) (- m/z 57.10 100.00%

I /\Mm/\/w
5000
e o
‘ } ‘ 131 2070 . 356.0 16.50 17.00
(e RS L L ‘w i m/z 85.10  69.80%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #333752: Tetratriacontane
57.0
5000 — —
16.50 17.00
m/z 71.10 55.02%
169.0
O T ‘\ \‘ “\ “‘ 1‘ ]-‘ \" \J\ f “\\ ‘! f‘\\“z\‘z\ﬁ ‘\0“\2\8}\?13\?\,7\ ‘O\ \3\9\3‘ \O\ T ‘4\7\\8\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #206617: Sulfurous acid, butyl dodecyl ester
57.0
e o
16.50 17.00
5000 ITI/Z 43.10 43.69%
13.0
0 \‘ oo
miz--> 50 100 150 200 250 300 350 400 450
Abundance #188718: Sulfurous acid, butyl undecyl ester — —
57.0 16.50 17.00
m/z 41.10 26.02%
5000
155.0
oL 5 020m0 A
m/z--> 50 100 150 200 250 300 350 400 450 16.50 17.00

8270-BF021622.M Mon Feb 21 16:32:21 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021822\
Data File : BF126961.D

Acqg On : 18 Feb 2022 19:31
Operator : CG\JU

Sample : N1600-07

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 Hexacosanal Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.921 4.24 ng 113197  Perylene-di2 15.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosanal 380 C26H520 026627-85-0 83
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 80
3 2-Octadecyl-propane-1,3-diol 328 C21H4402 005337-61-1 80
4 Behenic alcohol 326 C22H460 000661-19-8 58
5 1,16-Hexadecanediol 258 C16H3402 007735-42-4 52
Abundance Scan 2488 (16.921 min): BF126961.D\data.ms (-2483) (- m/z 57.10 100.00%
57.1
5000
——
17.00
oLl m/z 55.10  78.24%
mlz--> 50 100 150 200 250 300 350 400
Abundance #287971: Hexacosanal
57.0
5000 R
17.00
10.0 m/z 82.10 64.37%
362.0
i |1, 1800 2500 3060
0\\1“‘\\1 “\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #158580: Oxirane, hexadecyl-
82.0
——
17.00
5000 m/z 43.10 63.55%
29. 38.0
| H 1] ]" |, 1830 2500
0 H\‘\H‘\H L b N
miz--> 50 100 150 200 250 300 350 400
Abundance #234823: 2-Octadecyl-propane-1,3-diol ——
43.0 17.00
m/z 97.10 56.05%
5000 70
280.0
0 w‘ HL (4930 2360 |, 3280 —
m/z--> 5 100 150 200 250 300 350 400 17.00

8270-BF021622.M Mon Feb 21 16:32:23 2022 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021822\
Data File : BF126961.D

Acqg On : 18 Feb 2022 19:31
Operator : CG\JU

Sample : N1600-07

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.233 4.39 ng 117022  Perylene-di2 15.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 87
Abundance Scan 2541 (17.233 min): BF126961.D\data.ms (-2536) (- m/z 57.10 100.00%
57.1
5000 W
31 —— ——
17.00 17.50
2070 282.9
ol j~61°' i 3RO 0wz 7110 54.50%
mlz--> 50 100 150 200 250 300 350 400
Abundance #176384: Eicosane
570
5000 —r ——
17.00 17.50
m/z 43.05 49.49%
i M 169.0 2250 2820
O\‘\‘\‘“‘\‘\“\“\‘\““\“\\‘\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane
57.0
—— —
17.00 17.50
5000 m/z 85.10 39.34%
ol ‘\ ) ‘116992250 309.0 365.0 _ 436. MJ\MJ\/WW
e A e e
miz--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl- — —
57.0 17.00 17.50
m/z 55.10 24.87%
ol |17 1690 2250 2810 3650
““""“""H‘“““‘H““““H“““ —— ——
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021822\
Data File : BF126961.D

Acqg On : 18 Feb 2022 19:31
Operator : CG\JU

Sample : N1600-07

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 .beta.-Sitosterol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.757 10.07 ng 268596  Perylene-di2 15.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 90
2 (35,85,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 78
3 .gamma.-Sitosterol 414 C29H500 000083-47-6 30
4 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 12
5 Norflurazon 303 C12H9C1F3N30 027314-13-2 10

Abundance Scan 2630 (17.757 min): BF126961.D\data.ms (-2624) (- m/z 43.10 100.00%

431
105.0
5000 50.1 213.2
255.3 329.3 396.4
P e
‘ 17.50 18.00
ol m/z 55.10 81.19%
mlz--> 50 100 150 200 250 300 350 400
Abundance #310596: .beta.-Sitosterol
43.0
5000 e —
107.0 4140 17.50 18.00
161.0 m/z 57.10  64.24%
- 213.0 303.0
I H 257. 354.0
04— " T
m/z--> 50 100 150 200 250 300 350 400
Abundance #310626: (3S,8S,9S,10R,13R,14S,17R)-17-((2R,5R)-5,6-
43.0
P e
17.50 18.00
5000 91.0 145.0 382.0 m/z 81.00 61.55%
|y \‘ 339.0
0 — ’u\n‘ \‘u
m/z--> 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol —— ——
43.0 17.50 18.00
m/z 105.00 61.28%
5000
213.0 303.0
0 ‘\“ | ’ —— ——
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021822\
Data File : BF126961.D

Acqg On : 18 Feb 2022 19:31
Operator : CG\JU

Sample : N1600-07

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanol, 2-(2-b... 8.104 2.4 ng 101935 2 8.210 866017 20.0
3-Propionyloxyp... 11.004 3.4 ng 156555 4 11.457 918409 20.0
n-Hexadecanoic ... 11.975 3.2 ng 148186 4 11.457 918409 20.0
cis-Vaccenic acid 12.686 6.1 ng 278465 4 11.457 918409 20.0
Cyclopentadecane 13.933 10.9 ng 289486 5 14.104 529344 20.0
Behenic alcohol 14.574 6.7 ng 177534 5 14.104 529344 20.0
Tetratetracontane 14.874 2.1 ng 55079 6 15.610 533623 20.0
3-Eicosene, (E)- 14.998 5.7 ng 151028 6 15.610 533623 20.0
Octacosane, 2-m... 15.221 10.5 ng 279494 6 15.610 533623 20.0
9-Tricosene, (Z)- 15.263 5.6 ng 150016 6 15.610 533623 20.0
Oxirane, heptad... 15.833 3.5 ng 94437 6 15.610 533623 20.0
Octacosane 16.074 11.4 ng 305378 6 15.610 533623 20.0
5-Eicosene, (E)- 16.139 6.2 ng 164431 6 15.610 533623 20.0
Cholesterol 16.521 7.2 ng 190667 6 15.610 533623 20.0
Tetratriacontane 16.604 3.8 ng 100031 6 15.610 533623 20.0
Hexacosanal 16.921 4.2 ng 113197 6 15.610 533623 20.0
Eicosane 17.233 4.4 ng 117022 6 15.610 533623 20.0
.beta.-Sitosterol 17.757 10.1 ng 268596 6 15.610 533623 20.0
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