LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO11719\

Data File : BM018610.D

Aca On - 17 Jan 2019 12:48 Instrument :

Operator : JU/SJ (B.‘,’I\ligﬁ,;ﬂSam ol

3&}”‘0'6 : K1149-02 sw002-1901pl4-01
isc :

ALS Vial : 3 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 M\METHODS\8270-BM010919 .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 3.675 96 100 124 rVB 1232286 1924508 1.71% 0.202%
2 5.334 376 382 391 rVB 3141821 4391170 3.90% 0.460%
3 6.916 643 651 663 rBY 2469213 3901286 3.47% 0.409%
4 7.275 702 712 721 rBV 5403191 8700223 7.74% 0.912%
5 7.740 784 791 798 rBVY 1334784 2046737 1.82% 0.214%

8.057 835 845 854 rBV 4388877 6976612 6.20% 0.731%
8.910 982 990 1007 rVB 3662231 5941260 5.28% 0.623%
1258 1266 1271 rBV 1686938 2781371 2.47% 0.291%
13.010 1679 1687 1694 rBVY 8936285 13536705 12.04% 1.419%
14.392 1915 1922 1930 rBV2 2170281 3375893 3.00% 0.354%

QO ~NO®
=
o
9]
w
N

11 15.886 2170 2176 2184 rBV 6397889 9017762 8.02% 0.945%
12 16.792 2316 2330 2351 rVB 1136923 5781233 5.14% 0.606%
13 17.139 2384 2389 2394 rBV2 2443407 3452368 3.07% 0.362%
14 18.051 2530 2544 2574 rVB 12880757 30293385 26.94% 3.175%
15 18.609 2627 2639 2652 rBV 5615233 18940778 16.84% 1.985%

16 19.174 2731 2735 2737 rVV 1287277 1957496 1.74% 0.205%
17 19.198 2737 2739 2747 rVV 2405162 4580251 4_.07% 0.480%
18 19.339 2750 2763 2780 rVV 22368869 46105870 41.00% 4.832%
19 19.768 2823 2836 2849 rBV2 23499172 59092220 52.55% 6.193%
20 20.439 2946 2950 2953 rBV 1119174 1152736 1.03% 0.121%

21 20.574 2966 2973 2976 rVV 9637489 18533279 16.48% 1.942%
22 20.633 2976 2983 2996 rVB 35064243 73598477 65.44% 7.713%
23 21.033 3047 3051 3054 rBV 2697121 2840745 2.53% 0.298%
24 21.074 3054 3058 3064 rVB 1022765 1599585 1.42% 0.168%
25 21.362 3095 3107 3117 rVV2 43880086 99490809 88.47% 10.426%

26 21.474 3121 3126 3135 rVB 6974104 8567953 7.62% 0.898%
27 21.745 3168 3172 3176 rBV 1871662 2731384 2.43% 0.286%
28 21.792 3176 3180 3185 rBV 1562619 2470717 2.20% 0.259%
29 21.909 3195 3200 3208 rVB 12832505 15914427 14.15% 1.668%
30 22.045 3209 3223 3233 rBV 42726242 112459177 100.00% 11.785%

31 22.380 3274 3280 3288 rBV 16736342 24427146 21.72% 2.560%
32 22.456 3288 3293 3298 rVV 2575534 4742369 4.22% 0.497%
33 22.509 3298 3302 3305 rVV 1478866 2044954 1.82% 0.214%
34 22.550 3305 3309 3317 rVB 1267388 2369084 2.11% 0.248%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO11719\

Data File : BM018610.D

Aca On - 17 Jan 2019 12:48 Instrument :

Operator : JU/SJ gmgﬁgamleM'

agmple : K1149-02 swmm49a5401
isc :

ALS Vial : 3 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 M\METHODS\8270-BM010919 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 22.780 3335 3348 3353 rBV 40695449 102471945 91.12% 10.739%
36 22.839 3353 3358 3361 rvv 1127293 1911960 1.70% 0.200%
37 22.897 3361 3368 3376 rVB 18076217 27666695 24.60% 2.899%
38 23.250 3423 3428 3433 rBVY 1904471 3404842 3.03% 0.357%
39 23.315 3433 3439 3444 rBV3 2096801 4371502 3.89% 0.458%
40 23.474 3459 3466 3473 rVB 15450838 26537747 23.60% 2.781%
41 23.597 3474 3487 3497 rVB2 28278618 77252074 68.69% 8.096%
42 24.133 3570 3578 3588 rVB 10953720 22606663 20.10% 2.369%
43 24.533 3634 3646 3660 rBY 12632952 34243361 30.45% 3.589%
44 24.662 3664 3668 3680 rvB4 1113972 2951347 2.62% 0.309%
45 24.886 3699 3706 3715 rVB 4668496 10329524 9.19% 1.083%
46 25.344 3776 3784 3795 rVB4 3127967 9397257 8.36% 0.985%
47 25.621 3821 3831 3844 rVB 4667524 14857676 13.21% 1.557%
48 25.774 3851 3857 3867 rVB2 1416521 3680444 3.27% 0.386%
49 26.897 4042 4048 4061 rVB2 1998767 6798331 6.05% 0.712%
Sum of corrected areas: 954221338
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

: Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO11719\

- BM018610.D

17 Jan 2019 12:48

- Ju/SJ

: K1149-02 SW002-190114-01
-3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BM018610.D
4e+07
3e+07
2e+07
1e+07
7.27
8.06
5.33 8.91
3.68 6.92 7.74 10.53
o -t - et
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM018610.D
4e+07
20.
3e+07
19.34 1877
2e+07
18.05
20/t
1e+07 13.01
15.89 18.61
14.39 16791714 15 20
(0 o e S e o e e B L B e e e B e B T L B e o B e N
Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM018610.D
21.36 22,04 22.78
4e+07
3e+07 23.60
2e+07 22.38 p2:90
2191 24.53
24.13
1le+07 21.47
24.89 5.62
25.34%
0 WA
e B L e e s e o L B B e L B e B B T B e o B e e
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO11719\

BM018610.D

17 Jan 2019 12:48

JU/SJ

K1149-02 SW002-190114-01
3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.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 unknown7.27 Concentration Rank 3

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

7.27 85.02 ng 8700220 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 711 (7.269 min): BM018610.D (-702) (-) m/z 132.00 100.00%
13R.0
5000 68.1
96.0 AR SRS SRR S B
40.0 7.00 7.20 7.40 7.60
0 HS0 el 19802001 1 Tm/z 68.10  38.40%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 R UL LS IURIULE
7.00 7.20 7.40 7.60
33.0 105.0 m/z 134.00 32.30%
51.0 70.0 86.0
0 B LT T
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
700 7.20 740 7.60
5000 67.0 m/z 66.10 25.59%
41.0 97.0
‘ ‘ 117.0
0....“i“. ,‘,\‘, ogzo Lo
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl e e R
57.0 132.0 7.00 7.20 7.40 7.60
m/z 69.05 16.46%
74.0
5000 ggo 1160
0::||||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“|||‘H| ||:|I-5|8|.O|||||]:8|9.|0|||||| T
m/z--> 40 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO011719\

Data File : BM018610.D

Aca On 17 Jan 2019 12:48

Operator : JU/SJ

ﬁ?ggle i K1149-02 SW002-190114-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Docosane, 9-butyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.79 33.49 ng 5781230 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 9-butvl- 366 C26H54 055282-14-9 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Heptadecane 240 C17H36 000629-78-7 83
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 83
Abundance Scan 2330 (16.792 min): BM018610.D (-2316) (-) m/z 57.10 100.00%
57.1
5000 _~_—v~,\__¢///\\\__.,_-_~_
9t 180.1 16.40 16.60 16.80 17.00 17.20
41.1 - - - : :
ol L NLAdy 2o leno  wesees1 sy 72 04%
m/z--> 50 100 150 200 250 300 350
Abundance #147096: Docosane, 9-butyl-
57.0
5000 NI IR BN I
16,40 16,60 16.80 17.00 17.20
m/z 71.10 70.14%
0 , Jlﬁmlw%noﬁw 8090 365.0
m/z--> 55 100 150 200 250 360 350 '
Abundance #115570: Heneicosane
57.0
16.40 16.60 16.80 17.00 17.20
5000 m/z 85.10 51.95%
99.0
2nof | | | J L 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 '
Abundance #155178: Octacosane T R Ba manm e R ———
57.0 16.40 16.60 16.80 17.00 17.20
m/z 41.10 29.63%
5000 -AWM_JKN%V//ﬂ\\w»kWVNUMNN
99.0
0 27,00 | | | | 141 0 183. 0 2250 2810  337.0 394.0
m/z--> 50 100 150 200 250 300 350 ' 16,40 16,60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO011719\

Data File : BM018610.D

Aca On 17 Jan 2019 12:48

Operator : JU/SJ

ﬁ?ggle i K1149-02 SW002-190114-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 4 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

18.05 175.49 ng 30293400 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Undecanoic acid 186 C11H2202 000112-37-8 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80

Abundance Scan 2544 (18.051 min): BM018610.D (-2530) (-) m/z 73.05 100.00%

431 73.0

__

5000 129 1
213.2
1571 R e A REERA R
185 1 25‘13-3 pB433103 3551 17.80 18.00 18.20 18.40
o ....E o B N T m/z 43.10 90.82%
m/z--> 50 100 150 200 250 300 350
Abundance #92228: n-Hexadecanoic acid
43.0 73.0
5000 2560 LA B L L L L L L L
129.0 17.80 18.00 18.20 18.40

m/z 60.00 82 .34%

213.0
1Q01.0 157.0 185.0 I
0 “--,L.'Ju;. bl
m/z--> 150 200 250 300 350
Abundance #65562: Tridecanoic acid

~
w
o

17.80 18.00 18.20 18.40

5000 m/z 41.10 79.87%
129.0 1710 2140
Lo |
o bl PSS ST
m/z--> 50 100 150 200 250 300 350
Abundance #46617: Undecanoic acid R e
60.0 17.80 18.00 18.20 18.40

m/z 55.10 73.61%

50001 29 0

£
T -
E N
F—— ©
o
[
ul
-
o
[
o)
—o
o

o

m/z--> 50 100 150 200 250 300 350 17.80 18 00 18. 20 18.40
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO11719\

BM018610.D

17 Jan 2019 12:48

JU/SJ

K1149-02 SW002-190114-01
3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.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

5 Octadecane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.61 109.73 ng 18940800 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Docosane. 1l-butvl- 366 C26H54 013475-76-8 95
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2639 (18.609 min): BM018610.D (-2627) (-) m/z 57.10 100.00%
57.1
85.1
5000 /\
‘ F“M“mannmmmmmm%%M%M 18.20 16,40 18.60 18.80 10,00
ol l -i15225:2253.3281.3309.3337.4 366 m/z 71.10 72.55%
m/z--> 50 150 200 250 300 350
Abundance #91036: Octadecane
57.0
5000 AU
85.0 1820 18.40 18.60 18.80 19.00
29.0 m/z 43.10 71.92%
oL l | | ﬂ13°14}01690197022502540
m/z--> 50 150 200 250 300 350
Abundance #147098: Docosane, 11-butyl-
57.0
18.20 18.40 18.60 18.80 19.00
5000 85.0 m/z 85.10 55.26%
0 \“ ﬂ13014101690 210.0239 0267.0 309033603660
T ' T =5 T e I
m/z--> 50 100 150 200 250 300 350
Abundance #115577: Pentadecane, 8-hexyl- R R R
43.0 18.20 18.40 18.60 18.80 19.00
m/z 41.10 29.15%
71.0
5000 \\_~A~N—~\~Md/f\\N\*M~AVAF“~J
99.0 196.0
oL A 2050 | gpsozs20z800 e
m/z--> 50 100 150 200 250 300 350 1820 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO011719\

Data File : BM018610.D

Aca On 17 Jan 2019 12:48

Operator : JU/SJ

ﬁ?ggle i K1149-02 SW002-190114-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 9,12-Octadecadienoic acid (... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.17 11.34 ng 1957500 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 99
2 7-Tetradecvne 194 C14H26 035216-11-6 86
3 8-Hexadecvne 222 C16H30 019781-86-3 81
4 5-Decen-1-ol. (2)- 156 C10H200 051652-47-2 81
5 7-Hexadecyne 222 C16H30 074685-28-2 74
Abundance Scan 2734 (19.168 min): BM018610.D (-2731) (-) m/z 67.10 100.00%
67.1
95.1
5000
i 231 15190 1010 190 1040
165.1 2412 2801 . . . .
o M g2y 2101742 U812 38700 sz 81.10 | 83.06%
m/z--> 50 100 150 200 250 300 350
Abundance #106289: 9,12-Octadecadienoic acid (Z,2)-
67.0
95.0
5000 AU SRR SRR B
18.80 19.00 19.20 19.40
20,0 m/z 41.10 79.48%
: 280.0
ol i bl h.;??18202'199,,|,,!,|,,,,|,
m/z--> 50 100 150 200 250 300 350
Abundance #52064: 7-Tetradecyne
67.0
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—
9.0 18.80 19.00 19.20 19.40
5000 m/z 55.10 76 .33%
29.0
23.0
0‘ t{ 1l ﬂ ] \16501940
m/z--> 50 100 150 200 250 300 350
Abundance #71109: 8-Hexadecyne L B e e e e
67.0 18.80 19.00 19.20 19.40
m/z 95.10 60.10%
95.0
5000 ww&~/‘q/“Ndﬂﬂfx\j/k\va*~§h~
29.0
F230
o L}”.@Hﬁ% 220 e T
m/z--> 50 150 200 250 300 350 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO011719\

Data File : BM018610.D

Aca On 17 Jan 2019 12:48

Operator : JU/SJ

ﬁ?ggle i K1149-02 SW002-190114-01
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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-Octadecenoic acid, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.20 26.53 ng 4580250 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 99
2 9-Hexadecenoic acid 254 C16H3002 002091-29-4 83
3 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 81
4 Oleic Acid 282 C18H3402 000112-80-1 81
5 1-Dodecanethiol 202 C12H26S 000112-55-0 64
Abundance Scan 2739 (19.198 min): BM018610.D (-2737) (-) m/z 55.10 100.00%
54.1
5000 ——WJL

264.2 18 80 19.00 19.20 19.40 19.60
235.2
ol 2971032523512 "m/z 41.10  77.36%

m/z--> 50 100 150 200 250 300 350
Abundance #107524: 9-Octadecenoic acid, (E)-
55.0

18.80 19.00 19.20 19.40 19.60
m/z 69.10 72 .29%

27 38.0 1800 222.0
04
m/z--> 50 100 150 200 250 300 350
Abundance #90859: 9-Hexadecenoic acid
55.0

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
18.80 19.00 19.20 19.40 19.60
5000 83.0 m/z 202.10 63.62%

28.0
11.0
”138 0165.0 194.0 23?-0
(0} L e e o o e e B e e e
m/z--> 50 100 150 200 250 300 350
Abundance #107520: Octadec-9-enoic acid

55.0 g3 18.80 19.00 19.20 19.40 19.60
' m/z 83.10 59.75%

5000 110 264.0
270 h 380 1800 2220
0 . { ‘ J J il | h“h \I“\ |n \L L m n L { “

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO011719\

Data File : BM018610.D

Aca On 17 Jan 2019 12:48

Operator : JU/SJ

ﬁ?ggle i K1149-02 SW002-190114-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.34 9.27 ng 46105900 Chrysene-di12 21.33
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 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
Abundance Scan 2763 (19.339 min): BM018610.D (-2750) (-) m/z 73.05 100.00%
43. .
5000
241.2
19.00 19.20 19.40 19.60
0 312.2340.3 m/z 43.10 96.31%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43.0 73.0
19.00 19.20 19.40 19.60
1850 o4 2840 m/z 60.00 79.70%
ETIR 01 T O N N
m/z--> 50 100 150 200 250 300 350
Abundance #83686: Pentadecanoic acid
43.0 73.0
19.00 19.20 19.40 19.60
5000 129.0 m/z 57.10 76.08%
109.0 2420
( }P 1.0 3510 {
0:::‘:“": |"|I|J|£LM|“£ |" ﬁi‘:l | T
m/z--> 50 100 150 200 250 300 350
Abundance #75072: Tetradecanoic acid
73.0 19.00 19.20 19.40 19.60
43.0 m/z 55.10 75.06%
5000 129.0
185.0
228.0
101.0
01.5'.0“. HII\I H.'H\.H ;m el IH'IS\?I‘Oﬂ T - .“. ; ——— ——
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60

8270-BM010919.M Fri Jan 18 07:25:03 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018610.D

Aca On : 17 Jan 2019 12:48

Operator : JU/SJ

Sample : K1149-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 13-Docosenamide, (Z2)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
20.57 3.73 ng 18533300 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 90
2 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 83
3 3-Hvdroxv-3-methvl-butvric acid.... 132 C5H12N202 1000193-80-2 53
4 Octadecanamide 283 C18H37NO 000124-26-5 47
5 Cyclohexanecarboxamide 127 C7H13NO 001122-56-1 43
Abundance Scan 2972 (20.568 min): BM018610.D (-2966) (-) m/z 59.10 100.00%

59.1
5000
7.1

20.20 20.40 20.60 20.80
40.1 184.2 240.2 294.3 337.4
0 A0 1842 2402 294383374 4011 4751 nso 72 05 73.83%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #135945: 13-Docosenamide, (2)-

5000 R AR
20 20 20. 40 20 60 20.80

m/z 55.10 53.40%

7.0 337.0
ol15. 136.0 184.0 234.0 276.0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #106874: 9-Octadecenamide, (2)-
59.0

20 20 20. 40 20 60 20.80

5000 m/z 43.10 44 _36%
EL:? 114.0 1540 198.0238.0 2010
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #13721: 3-Hydroxy-3-methyl-butyric acid, hydrazide A AR
59.0 20 20 20. 40 20 60 20. 80

m/z 41.10 41.02%

L 1

m/z--> 0 50 100 150 200 250 300 350 400 450 20.20 20.40 20.60 20.80

8270-BM010919.M Fri Jan 18 07:25:03 2019

SW002-190114-01

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO011719\

Data File : BM018610.D

Aca On 17 Jan 2019 12:48

Operator : JU/SJ

ﬁ?ggle i K1149-02 SW002-190114-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Triacontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

20.63 14.80 ng 73598500 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Nonacosane 408 C29H60 000630-03-5 91
3 Eicosane. 9-octvl- 394 C28H58 013475-77-9 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Docosane 310 C22H46 000629-97-0 91

Abundance Scan 2983 (20.633 min): BM018610.D (-2976) (-) m/z 57.10 100.00%

57.1
5000
99.1

141.2 20. 40 20. 60 20 80 21. 00
i 183.2 225.3 267.
ol LWL LT 385322253 267.3300.4 3514 3045 4890 7T 77 10 78.20%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #160628: Triacontane
57.0
5000 lllllllllllllllllll
20. 40 20. 60 20 80 21. OO
9.0 m/z 85.10 61.92%
ol s | | 14101830 2250 267.0 309.0 351.0  422.0
B L e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158130: Nonacosane
57.0
 Emmman e
20.40 20.60 20.80 21.00
5000 m/z 43.10 61.63%
9.0
oL |1 1] 1401830 2250267.0 309.0 3510 408.0
L A L B et I
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #155179: Eicosane, 9-octyl- o~ R A
43.0 20. 40 20. 60 20 80 21. 00

m/z 55.10 21.80%

5000 85.0
238.0 281.0
ol b i)y 1270 1600 | 322.0 365.0

m/z--> 50 100 150 200 250 300 350 400 450 20. 40 20. 60 20 80 21. 00

8270-BM010919.M Fri Jan 18 07:25:04 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO011719\

Data File : BM018610.D

Aca On 17 Jan 2019 12:48

Operator : JU/SJ

ﬁ?ggle i K1149-02 SW002-190114-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Nonacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.04 22.61 ng 112459000 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 97
2 Octadecane 254 C18H38 000593-45-3 95
3 Eicosane 282 C20H42 000112-95-8 93
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 93
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 93
Abundance Scan 3222 (22.039 min): BM018610.D (-3209) (-) m/z 57.10 100.00%
57.1
5000
9.2
141.21g3 5 21.80 22.00 22.20 22.40
ol b, 1! L1 1P322253267.3300 435143085 4760 8492 Y07 10 79.75%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158131: Nonacosane
57.0
5000

21.80 22.00 22.20 22.40
m/z 85.10 63.21%

9.0
ﬂﬁﬂ%&mgmmmwmmomm

(I 0 A P umo e LA RS T et
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #91037: Octadecane
57.0
21.80 22.00 22.20 22.40
5000 m/z 43.10 60.32%
9.0
‘ J 1141-01830 254.0
=
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107653: Eicosane
57.0 21 80 22.00 22.20 22.40
m/z 55.10 25.13%

5000
9.0
0 l Yy 141 0183 0225 0 282 0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 21 80 22.00 22.20 22.40

8270-BM010919.M Fri Jan 18 07:25:05 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO011719\

Data File : BM018610.D

Aca On 17 Jan 2019 12:48

Operator : JU/SJ

ﬁ?ggle i K1149-02 SW002-190114-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 14 Heneicosane, 1l1-decyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.78 26.53 ng 102472000 Perylene-di12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 11-decvl- 437 C31H64 055320-06-4 94
2 Tetratriacontane 479 C34H70 014167-59-0 94
3 Eicosane 282 C20H42 000112-95-8 93
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 93
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
Abundance Scan 3348 (22.780 min): BM018610.D (-3335) (-) m/z 57.10 100.00%
57.1
5000
9.2
41, 2183 2 22.40 22.60 22.80 23.00
ol 14, \! L1y e 22 3267.3309.4351.5393.4436.6 480.1835.1 175771 10 79.30%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #162745: Heneicosane, 11-decyl-
57.0
5000
22.40 22.60 22.80 23.00
295.0 m/z 85.10 63.23%
9.0
o115 |, 141.0183.0225.0 337.0 435.0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #167078: Tetratriacontane
57.0
22.40 22.60 22.80 23.00
5000 m/z 43.10 59.46Y%
9.0
0l15:9 | | 1410183.0005, 026703110 367.0410.0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107653: Eicosane
57.0 22.40 22.60 22.80 23.00
m/z 55.10 24 .83%
5000
J Q%MM%QEQ%M
mz-> 0 50 100 150 200 250 300 350 400 450 500 22.40 22.60 22.80 23.00

8270-BM010919.M Fri Jan 18 07:25:06 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO011719\

Data File : BM018610.D

Aca On 17 Jan 2019 12:48

Operator : JU/SJ

ﬁ?ggle i K1149-02 SW002-190114-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Tetracosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
23.47 6.87 ng 26537700 Perylene-d12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 98
2 Nonacosane 408 C29H60 000630-03-5 98
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3465 (23.468 min): BM018610.D (-3459) (-) m/z 57.10 100.00%
57.1
5000
9.1
141.2183.2 23.20 23.40 23.60 23.80
Y ||, L0 0501225:2267.1300.4351.4393.4 4610503154921 177771 10 73.18%
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #136482: Tetracosane
57.0
5000

23.20 23.40 23.60 23.80
9.0 m/z 43.10 66 .32%

141.0183.0205,0267.0  338.0

O B L R AL A B e e o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158131: Nonacosane
57.0
23.20 23.40 23.60 23.80
5000 m/z 85.10 56.35%
9.0
o4 | ; 141.0183.0205, 0267 0309.0351.0 408.0
L e e AL B e e e o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane

23.20 23.40 23.60 23.80
m/z 55.10 25.08%

5000

141.0183.0225.0 296.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 23.20 23.40 23.60 23.80

8270-BM010919.M Fri Jan 18 07:25:06 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO011719\

Data File : BM018610.D

Aca On 17 Jan 2019 12:48

Operator : JU/SJ

ﬁ?ggle i K1149-02 SW002-190114-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 17 Docosane, 11-butyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
24 .53 8.87 ng 34243400 Perylene-di12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 11-butvl- 366 C26H54 013475-76-8 94
2 Octadecane 254 C18H38 000593-45-3 93
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
4 Heneicosane. 11-pentvl- 366 C26H54 014739-72-1 93
5 Docosane, 9-butyl- 366 C26H54 055282-14-9 91
Abundance Scan 3646 (24.533 min): BM018610.D (-3634) (-) m/z 57.10 100.00%
57.1
5000
9.1
141.21g3 » 24.20 24.40 24.60 24.80
o AL L 22208 200300003514 dors aeas sama | iR R0 o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #147098: Docosane, 11-butyl-
57.0
5000

24.20 24.40 24.60 24.80
m/z 43.10 63.34%

9.0
1410 21002539 3090 3660

ottt e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #91037: Octadecane
57.0
T T T
24.20 24.40 24.60 24.80
5000 m/z 85.10 57.39%
9.0
L[ om0 2sa0
Ottt e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #142113: Heptadecane, 9-octyl-
57.0 24.20 24.40 24.60 24.80
m/z 55.10 24 .86%
5000
9.0
o | 14101830 2399551 03230
. “...“...“...................“...“...“...“ T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.20 24.40 24.60 24.80

8270-BM010919.M Fri Jan 18 07:25:07 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO011719\

Data File : BM018610.D

Aca On 17 Jan 2019 12:48

Operator : JU/SJ

ﬁ?ggle i K1149-02 SW002-190114-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heptadecane, 9-octyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
24 .89 2.67 ng 10329500 Perylene-d12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
2 Octadecane 254 C18H38 000593-45-3 94
3 Tetracosane 338 C24H50 000646-31-1 94
4 Eicosane. 9-octvl- 394 C28H58 013475-77-9 93
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3707 (24.891 min): BM018610.D (-3699) (-) m/z 57.10 100.00%
57.1
5000
9.1
4111832 24.60 24.80 25.00 25.20
obrd M, 1! 11148322252 28113234365.4407.44506 5491 1o 71 10 74110
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #142113: Heptadecane, 9-octyl-
1.0
5000
24.60 24.80 25.00 25.20
m/z 43.10 65.27%
9.0 239.0
o | ; 141.0183.0 281.0323.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #91037: Octadecane
57.0
24.60 24.80 25.00 25.20
5000 m/z 85.10 56.36%

9.0
J 11141-01830 2540

ottt e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #136482: Tetracosane
57.0 24.60 24.80 25.00 25.20
m/z 55.10 25.43%
5000
9.0
41.0183.0225.0267.0  338.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24, 60 24 80 25. 00 25. 20

8270-BM010919.M Fri Jan 18 07:25:08 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO011719\

Data File : BM018610.D

Aca On 17 Jan 2019 12:48

Operator : JU/SJ

ﬁ?ggle i K1149-02 SW002-190114-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 19 _.beta.-Sitosterol Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
25.34 2.43 ng 9397260 Perylene-d12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 90
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 64
3 Eraost-5-en-3-ol. (3.beta.)- 400 C28H480 004651-51-8 43
4 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35BrO 055103-80-5 30
5 Stigmastan-3,5-diene 396 C29H48 1000214-16-4 25
Abundance Scan 3783 (25.338 min): BM018610.D (-3776) (-) m/z 43.10 100.00%
43.1
107.1
5000
255.2 303.3
414.4 LN UNE B B
25.00 25.20 25.40 25.60
Ol m/z 107.10 59.03%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #159282: .beta.-Sitosterol
43.0
5000 25.00 25.20 25.40 25.60
107.0 : : : :
1610 2130, - 3030 0 m/z 55.10 57.96%
. 255.0 SB5F 3540
m/z--> 6 56 100 150 200 250 300 350 400 450 500
Abundance #159286: .gamma.-Sitosterol
43.0
25.00 25.20 25.40 25.60 |
5000 m/z 105.10 57 .93%
107.0 414.0
‘H 161.0 21300550 329.0
Oy
m/z--> 6 56 100 150 200 250 300 350 400 450 500
Abundance #156598: Ergost-5-en-3-ol, (3.beta.)-  REERs maEEE TS
43.0 25.00 25.20 25.40 25.60
m/z 145.10 57 .44%
B M—/As/\_/\
OIJA‘ i LN SUNE B B
miz--> 0 50 100 150 200 250 300 350 400 450 500 25.00 25.20 25.40 25.60

8270-BM010919.M Fri Jan 18 07:25:08 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO011719\

Data File : BM018610.D

Aca On 17 Jan 2019 12:48

Operator : JU/SJ

ﬁ?ggle i K1149-02 SW002-190114-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 20 Heneicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

25.62 3.85 ng 14857700 Perylene-d12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Tetratriacontane 479 C34H70 014167-59-0 91
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
5 Pentacosane 352 C25H52 000629-99-2 91

Abundance Scan 3831 (25.621 min): BM018610.D (-3821) (-) m/z 57.10 100.00%

517.1
5000

13.1
]ﬂ 169.2 295 9 25.40 25.60 25.80 26.00
Ol AL 107 2,202 2811 3514 407.4 4770 8492 | nz 7110 73.16%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #115570: Heneicosane
5000 LA B L L L L L

25.40 25.60 25.80 26.00
m/z 43.10 62.91%

169.0 2250 296.0

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57.0
R N LR E S o R
25.40 25.60 25.80 26.00
5000 m/z 85.10 56.90%
13239 160.0
Ol b 737,250 2810 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #167078: Tetratriacontane B R B
57.0 25.40 25.60 25.80 26.00
m/z 55.10 24 .58%
5000

%

o
,169.0 225, 0 311 0 410 0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 25. 40 25 60 25 80 26. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\

Data File : BM018610.D

Acq On - 17 Jan 2019 12:48 Instrument :

Operator : JU/SJ gmgﬁgamleM'

3§mple : K1149-02 swmm49a5401
isc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown? .27 7.27 85.0 ng 8700220 1 7.74 2046740 20.0
Docosane, 9-butyl- 16.79 33.5 ng 5781230 4 17.14 3452370 20.0
n-Hexadecanoic acid 18.05 175.5 ng 30293400 4 17.14 3452370 20.0
Octadecane 18.61 109.7 ng 18940800 4 17.14 3452370 20.0
9,12-Octadecadien... 19.17 11.3 ng 1957500 4 17.14 3452370 20.0
9-Octadecenoic ac... 19.20 26.5 ng 4580250 4 17.14 3452370 20.0
Octadecanoic acid 19.34 9.3 ng 46105900 5 21.33 99490800 20.0
13-Docosenamide, ... 20.57 3.7 ng 18533300 5 21.33 99490800 20.0
Triacontane 20.63 14.8 ng 73598500 5 21.33 99490800 20.0
Nonacosane 22.04 22.6 ng 112459000 5 21.33 99490800 20.0
Heneicosane, 11-d... 22.78 26.5 ng 102472000 6 23.61 77252100 20.0
Tetracosane 23.47 6.9 ng 26537700 6 23.61 77252100 20.0
Docosane, 11-butyl- 24 .53 8.9 ng 34243400 6 23.61 77252100 20.0
Heptadecane, 9-oc... 24.89 2.7 ng 10329500 6 23.61 77252100 20.0
-beta.-Sitosterol 25.34 2.4 ng 9397260 6 23.61 77252100 20.0
Heneicosane 25.62 3.9 ng 14857700 6 23.61 77252100 20.0
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