LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12221\
Data File : BM@28519.D

Acqg On : 22 Jan 2021 15:38
Operator : CG/JU

Sample : M1209-01

Misc :

ALS Vvial : 11 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 M\Methods\8270-BM012021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@28519.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.540 392 400 412 rBV 640040 921348 14.53% 2.730%
2 7.181 671 679 691 rBvV 594826 1007060 15.88% 2.984%
3 8.010 814 820 828 rVB 138228 217530 3.43% 0.645%
4 9.186 1013 1020 1029 rBV 386342 642678 10.13%  1.905%
5 10.827 1293 1299 1309 rVB 190080 312355 4.93% 0.926%
6 13.280 1709 1716 1723 rBV 878826 1259183 19.86% 3.732%
7 14.657 1944 1950 1956 rBV2 271097 397780 6.27% 1.179%
8 15.062 2015 2019 2030 rVB3 55494 95070 1.50% 0.282%
9 16.139 2196 2202 2207 rBV 634440 915095 14.43% 2.712%
10 16.774 2306 2310 2319 rVB4 38933 67808 1.07% 0.201%
11 17.380 2408 2413 2421 rBV 291202 441853 6.97% 1.309%
12 18.274 2550 2565 2586 rVB 1322737 2755178 43.45% 8.165%
13 18.980 2678 2685 2688 rBV 96634 219287 3.46% 0.650%
14 19.009 2688 2690 2695 rVB2 118559 131252 2.07% ©.389%
15 19.327 2740 2744 2747 rBV 63288 82879 1.31% 0.246%
16 19.386 2750 2754 2755 rBV2 75508 95754 1.51% 0.284%

17 19.409 2755 2758 2765 rVB2 97400 182479 2.88% ©0.541%
18 19.545 2770 2781 2794 rVB 2520906 5308418 83.71% 15.732%
19 19.974 2849 2854 2870 rVB2 1203656 1957830 30.87%
20 20.456 2926 2936 2943 rBV 3139148 6341183 100.00% 18.792%

v
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21 20.762 2981 2988 2991 rBV 572505 1053716 16.62%
22 20.803 2991 2995 3000 rVV 588582 1051339 16.58%
23 20.844 3000 3002 3006 rVB 110600 108155 1.71%
24 21.209 3061 3064 3068 rBV 172271 208131 3.28%
25 21.497 3106 3113 3120 rBV2 887214 1682733 26.54%

PO OWW
w
N
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B

26 21.950 3186 3190 3199 rVB 96887 156232 2.46%
27 22.086 3209 3213 3214 rBV 97397 115870 1.83%
28 22.156 3219 3225 3234 rVB 904417 1515575 23.90%
29 22.550 3289 3292 3296 rBV 81068 98459 1.55%
30 22.891 3343 3350 3360 rVB 621704 1358405 21.42%
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31 23.068 3375 3380 3385 rBV 254675 367640 5.80%
32 23.450 3441 3445 3452 rVB3 108145 219276 3.46%
33 23.715 3483 3490 3497 rVWW 402945 896893 14.14%
34 23.791 3498 3503 3514 rVB2 192581 390362 6.16%
35 24.309 3586 3591 3599 rVB 141372 284538  4.49%
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36 24.662 3645 3651 3663 rVB 166026 448700 7.08%  1.330%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12221\
Data File : BM@28519.D

Acqg On : 22 Jan 2021 15:38
Operator : CG/JU

Sample : M1209-01

Misc

ALS Vvial : 11 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 M\Methods\8270-BM012021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 25.526 3792 3798 3813 rvB4 135061 435671 6.87% 1.291%

Sum of corrected areas: 33743715
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 22 Jan 2021 15:38
: CG/JU
: M1209-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12221\
BM028519.D

: 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
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Time-->
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TIC: BM028519.D\data.ms

5.540 7.181

9.186
8.010 10.827

350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
TIC: BM028519.D\data.ms
20.456
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16.139

14.657
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0
Time--> 1
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3000000

2500000
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1500000
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2.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50
TIC: BM028519.D\data.ms

22.891
23.715

3.068
6 22.550 u%é 791 24.3084.662 25.526
M\MW

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12221\
Data File : BM@28519.D

Acqg On : 22 Jan 2021 15:38
Operator : CG/JU

Sample : M1209-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Dodecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.063 4.78 ng 95070  Acenaphthene-d10 14.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 97
2 n-Decanoic acid 172 C10H2002 000334-48-5 52
3 Octanoic acid 144 C8H1602 000124-07-2 47
4 Nonanoic acid 158 C9H1802 000112-05-0 47
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 38

Abundance Scan 2019 (15.062 min): BM028519.D\data.ms (-2015) (-  m/z 73.00 100.00%

411 | |
5000
1011 0 s 15.00 ‘
1 o o 00
L L L L e R RENAS. m/z 60.00 98.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61120: Dodecanoic acid
60.0
5000 129.0 i§06
85.0 157.0 : .
29.0 m/z 41.10 79.73%
| o
Ok \‘\“H!w\‘}h““\\“H‘H‘H‘i‘uH“H‘H‘HH\HH’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39471: n-Decanoic acid
60.0
T \
15.00
so00] 2%0 m/z 43.10  73.32%
129.0
LT e
o | W Y v
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20840: Octanoic acid T ‘
60.0 15.00
m/z 55.10 61.90%
5000
29.0 85.0
M \‘\ ‘M\ H\ ‘11?'0 144.0
O el b e ey e
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12221\
Data File : BM@28519.D

Acqg On : 22 Jan 2021 15:38
Operator : CG/JU

Sample : M1209-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Tetradecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

16.774 3.07 ng 67808  Phenanthrene-die 17.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 89
2 Undecanoic acid 186 C11H2202 000112-37-8 70
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
4 Dodecanoic acid 200 C12H2402 000143-07-7 49
5 Tridecanoic acid 214 C13H2602 000638-53-9 49

Abundance Scan 2310 (16.774 min): BM028519.D\data.ms (-2306) (- m/z 60.00 100.00%

60.0
5000 137.0
185.1
— —
‘ ‘ ‘ ‘ ‘ .1 ‘ 16.50 17.00
ob— il \“hhm‘”u‘ ‘MH\\HH h\ M ‘ ‘ ‘ ‘\‘ ?§4;‘ m/z 41.10 97.57%
miz--> 50 100 150 200 250
Abundance #84452: Tetradecanoic acid
73.0
43.0
129.
5000 20 1 T
185.0 16.50 17.00
H ' 228.0 m/z 73.05 94.86%
ol ‘\“ ‘ Hn‘ u‘ uhH\ ‘\m Wy ‘\‘\‘ S \‘u ———
miz--> 50 150 200 250
Abundance #50052.Undecanok:add
60.0
— —
16.50 17.00
5000 29.0 m/Z 43.10 93.67%
129.0
P10 | o
miz--> 50 100 150 200 250
Abundance #107549: n-Hexadecanoic acid T —
60.0 16.50 17.00
m/z 57.10 65.97%
5000 129.0
97.0 1710 2130 256.0
oL , ‘M‘H‘H H ‘\ Mh”\ ‘H‘\ ul ‘ ‘ ‘ .- \‘ ““\‘ , “\‘ — —r P
miz--> 50 150 200 250 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12221\
Data File : BM@28519.D

Acqg On : 22 Jan 2021 15:38
Operator : CG/JU

Sample : M1209-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.274 124.71 ng 2755180 Phenanthrene-di10 17.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 92
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 60

Abundance Scan 2565 (18.274 min): BM028519.D\data.ms (-2550) (-  m/z 73.10 100.00%

43.1 73.1
5000 129.1
213.2 — —
H‘ ‘ 171.1 256.3 18.00 18.50
0L H‘ Ul “H kb ] “u“ ST m/z 43.10  99.86%
mi/z--> 50 100 150 200 250
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T R
18.00 18.50
97.0 m/z 60.00 91.94%
H‘ ‘ 1710 213.0 256.0
oLb— ‘M‘ Hu \\‘H\ u‘\ i ‘ ‘ ‘ . \[ ““\‘ . “\‘ —
mi/z--> 50 50 200 250
Abundance #84452. Tetradecanoic acid
73.0
43.0 = —
18.00 18.50
5000 129.0 m/z 41.10 80.67%
185.0
H 228.0
oL ‘\“ H\“H‘M‘ “u““‘ uh\‘\‘ ;M‘\‘h; “ A, \“ At “‘ e
m/z--> 50 100 150 200 250
Abundance #72647: Tridecanoic acid T —T
73.0 18.00 18.50
43.0 m/z 55.10 76.81%
171.0
‘ ‘ 214.0
0 . “‘ H‘ M‘ “HM‘ dm“\ }‘\H‘h} “ ‘n“ L “‘ ‘ “\‘ — — ; ! ; : ! ;
mlz--> 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12221\
Data File : BM@28519.D

Acqg On : 22 Jan 2021 15:38
Operator : CG/JU

Sample : M1209-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Heptacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.980 9.93 ng 219287  Phenanthrene-die 17.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octadecane 254 C18H38 000593-45-3 91

Abundance Scan 2685 (18.980 min): BM028519.D\data.ms (-2678) (- m/z 57.10 100.00%

57.1
5000
—
9.1
19.00
141.0
ol L 380, 2L 267 m/z 43.10 67.35%
miz-> 0 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 —
19.00
m/z 71.10  60.30%
o 1l hh‘\Jl41018302250267o 323.0 380.0
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350
Abundance #209566: Octacosane

[4;]
~l
o

—
19.00
5000 m/z 85.10 41.34%

ol M‘\\J141018302250 281.0 337.0 394.

e

R T B A o et e
m/z--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57.0 19.00
m/z 41.10 25.34%
o J\W/\/\*W/\/\/
9.0
0 15@1 il H I h‘ | 141 01783 0225.0 296.0
e e T e —
m/z--> 0 50 100 150 200 250 300 350 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12221\
Data File : BM@28519.D

Acqg On : 22 Jan 2021 15:38
Operator : CG/JU

Sample : M1209-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 2,4,4,6,6,8,8-Heptamethyl-1... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.009 5.94 ng 131252  Phenanthrene-die 17.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 50
2 Pyrazole, 3-nitro- 113 C3H3N302 026621-44-3 30
3 3-Heptadec-8-enyl-2,4,10-trioxa-... 378 C24H4203 1000189-57-5 23
4 Sulfurous acid, cyclohexylmethyl... 402 C23H4603S 1000309-22-4 17
5 Vardenafil 488 C23H32N604S 224785-90-4 14

Abundance Scan 2690 (19.009 min): BM028519.D\data.ms (-2688) (- m/z 57.10 100.00%
57.1

1131
5000
T I
186.1 19.00
ob A bl T erazera s 113,10 59.67%
m/z--> 50 100 150 200 250 300 350
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 == :
19.00
113.0 m/z 97.10 58.83%
O\\\‘w\“\“\‘hd\“\‘\\\‘]-\6§.\()\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #6850: Pyrazole, 3-nitro-
113.0
T I
19.00
5000 m/Z 55.10 30.26%
40.0
0
miz-> 50 100 150 200 250 300 350
Abundance #201656: 3-Heptadec-8-enyl-2,4,10-trioxa-adamantane e ‘
1138.0 19.00
43.0 m/z 83.10 20.40%
5000
‘ 156.0 0
oAb b 20 0mem0 e -
m/z--> 50 100 150 200 250 300 350 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12221\
Data File : BM@28519.D

Acqg On : 22 Jan 2021 15:38
Operator : CG/JU

Sample : M1209-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Methyl stearate Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.327 3.75 ng 82879  Phenanthrene-die 17.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 83
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 83
5 Methyl 9-methyltetradecanoate 256 C16H3202 213617-69-7 80

Abundance Scan 2744 (19.327 min): BM028519.D\data.ms (-2740) (-  m/z 74.05 100.00%

74.0
43.1
5000
143.1 255.2 T 1
| ‘ %l ‘ 19%1 ‘- 208.1 19.00 19.50
0t pd x]SR S I PSRRI P m/z 87.18  75.03%
miz--> 50 100 150 200 250 300
Abundance #143130: Methyl stearate
74.0
5000 — ==
43.0 19.00 19.50
143.0 m/z 43.10 57.66%
h\ g0 | 1990 2550 295«
O\\\\‘\ ‘\‘”\”\‘\\\“\\\‘\‘\\\\‘\‘\\\“
miz--> 100 150 200 250 300
Abundance #107593: Pentadecanoic acid, methyl ester
74.0
o o
19.00 19.50
5000 m/z 41.10  42.39%
43.0
‘ 143.0
2130 256.0
ol Lo, gm0 260
miz--> 100 150 200 250 300
Abundance #131299:Hemadecandcacm,meﬂwlesmr o ——
74.0 19.00 19.50
m/z 55.10 37.79%
5000
43.0
284.0
nr %110 1850 L
oHH_‘”‘_H“Huw‘””“mm‘ = ——
mlz--> 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12221\
Data File : BM@28519.D

Acqg On : 22 Jan 2021 15:38
Operator : CG/JU

Sample : M1209-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 9,12-Octadecadienoic acid (... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.386 4.33 ng 95754  Phenanthrene-d10 17.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,Z)- 280 C18H3202 000060-33-3 99
2 2-Chloroethyl linoleate 342 C20H35C102 025525-76-2 90
3 6-C14H26 194 C14H26 003730-08-3 86
4 7-Tetradecyne 194 C14H26 035216-11-6 83
5 8-Octadecynoic acid, methyl ester 294 C19H3402 018545-05-6 74
Abundance Scan 2754 (19.386 min): BM028519.D\data.ms (-2750) (- m/z 67.10 100.00%
67.1
5000 JL
09.1 s ——
200.1 280.1 19.00 19.50
ol ‘m\\h\u\\‘\\\\mﬂ] mﬁh tlpady ‘\2‘4‘\1‘2‘ L —— m/z 55.10 87.07%
miz--> 50 100 150 200 250 300
Abundance #127648: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000 = —
19.00 19.50
09.0 m/z 81.10 81.15%
29. h 280.0
O' ‘“ Hh “h ‘}‘ .\‘\ \196‘0\\2\36\0‘\ T 1 T ‘ L
m/z--> 50 150 200 250 300
Abundance #178355 2-Chloroethyl linoleate
67.
— ——
19.00 19.50
5000 m/z 41.10 74.03%
09.0
‘\ HH L3 263.0 342,
oLb—— “ ; “‘MM‘”““ T
miz--> 150 200 250 300
Abundance #56463: 6-C14H26 e T
67.0 19.00 19.50
m/z 95.10 55.61%
50007 29
09.0
151.0
0 h L N — — e
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12221\
Data File : BM@28519.D

Acqg On : 22 Jan 2021 15:38
Operator : CG/JU

Sample : M1209-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Oleic Acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.409 8.26 ng 182479  Phenanthrene-die 17.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 74
2 cis-Vaccenic acid 282 C18H3402 000506-17-2 72
3 Acetic acid, chloro-, hexadecyl ... 318 C18H35C102 052132-58-8 49
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 49
5 1-Hexadecanol 242 C16H340 036653-82-4 46

Abundance Scan 2758 (19.409 min): BM028519.D\data.ms (-2755) (- m/z 55.10 100.00%

55.1
97.1
5000
202.1 ——
‘ ‘ ‘ ‘1371 ‘ 264.1 19.50
o] Mu— ‘\‘ i H M Hh H‘M‘\‘h‘w “\uh‘mwh‘\‘\MM“‘ - “\‘ oL o ‘:‘35"\5‘ ITI/Z 43.10 92.11%
mi/z--> 50 100 150 200 250 300 350
Abundance #129335: Oleic Acid
41.0
5000 L
3.0 19.50
’ m/z 57.10 74.33%
\\h 123.0 166.0 220.0 2640
O' ‘H‘H““ \\\\\\\\’\‘\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #129339: cis-Vaccenic acid
55.0
——
19.50
5000 70 m/z 41.10 72.64%
70 264.0
01‘5‘0“ U‘“\! u \\“‘H\Hh H\ H :\!"89 ‘0‘2‘2‘2‘0‘ | ‘L‘ R EEERRE
m/z--> 50 100 150 200 250 300 350
Abundance #159656: Acetic acid, chloro-, hexadecyl ester —
69.0 19.50
m/z 69.10 71.01%
5000
11.0
. 224,
o2 [ m00 20000 I\
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12221\
Data File : BM@28519.D

Acqg On : 22 Jan 2021 15:38
Operator : CG/JU

Sample : M1209-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.544 63.09 ng 5308420 Chrysene-d12 21.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 76

Abundance Scan 2781 (19.545 min): BM028519.D\data.ms (-2770) - m/z 43.10 100.00%

43.1
5000 129.1
83.1
1852 241.2 e ‘
‘ ‘ 284.3 19.50
0 et bl 3272 73065 03.20%
miz--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid

%

73.0
5000 129.0 —— ‘
19.50
18‘5_0 241.0 284.0 m/z 60.00 82.83%
ob— “ L \J\\h“\\}m“ ‘ L “ b \‘ \“ oL “‘ “‘ : “L‘ ————

100 150 200 250 300 350
#84453: Tetradecanoic acid

50
73.
7 ‘
19.50
5000 m/z 57.10 80.57%
129.0
29. 185.0 228.0
0 {M‘\‘H} “ T \‘\u“ “\‘ \‘ ; “\‘ T

m/z-->
Abundance

%

-

miz--> 50 100 150 200 250 300 350
Abundance #95855: Pentadecanoic acid —— ‘
73.0 19.50
m/z 55.10 76.80%
5000 129.0
29.
199.0 242.0
0 T —
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12221\
Data File : BM@28519.D

Acqg On : 22 Jan 2021 15:38
Operator : CG/JU

Sample : M1209-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Terephthalic acid, 3-methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.456 75.37 ng 6341180 Chrysene-d12 21.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 64
2 Terephthalic acid, 2-ethylhexyl ... 390 C24H3804 1000324-00-5 53
3 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 49
4 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 43
5 Terephthalic acid, monochloride,... 296 C16H21C103 1000324-22-9 43
Abundance Scan 2936 (20.456 min): BM028519.D\data.ms (-2926) (-  m/z 70.05 100.00%
70.0
149.0
261.1
5000
-
Lok |
ol LAt | 11891 ] 3041 3612 ./, 149.00 74.46%
miz--> 50 100 150 200 250 300 350
Abundance #182854: Terephthalic acid, 3-methylbut-2-yl octyl ester
261.0
5000 T
700 20.50
149.0 m/z 261.15 60.30%
219.0
02\9\'%““\”\“\ \l‘J‘-\O.\p\ T i \‘\ T ‘\ \‘\‘ m ‘\ L L B
miz--> 50 100 150 200 250 300 350
Abundance  #207754: Terephthalic acid, 2-ethylhexyl octyl ester
261.0
70.0 1120 -
20.50
5000 m/z 112.10 52.13%
167.0
N T S B
m/fz--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) -
70.0 20.50
112.0 o
1670 261.0 m/z 57.10 42.48%
5000
ob LIl 00 | a0 ssio L
m/z--> 50 100 150 200 250 300 350 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12221\
Data File : BM@28519.D

Acqg On : 22 Jan 2021 15:38
Operator : CG/JU

Sample : M1209-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 9-Octadecenamide, (Z)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.762 12.52 ng 1053720 Chrysene-d12 21.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 93
2 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 90
3 Octadecanamide 283 C18H37NO 000124-26-5 90
4 Tetradecanamide 227 C14H29NO 000638-58-4 78
5 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59

Abundance Scan 2988 (20.762 min): BM028519.D\data.ms (-2981) (-  m/z 59.10 100.00%
59.1

5000 Jt
= A
\97'1 40.1 184.1 240.2277.1 3203 2050 2199
oL LI Jy o 3205 1841 240.2277.1 3203 m/z 72.85 62.68%
miz--> 50 100 150 200 250 300
Abundance #128446: 9-Octadecenamide, (Z)-
59.0
5000 A -
20.50 21.00
126.0 m/z 55.10 49.34%
| 184.0 238.0 281.0
[ mm— ‘M ‘ “M\L\ w‘\‘u‘“m“ h\l\ i““ ol " “ T ‘-" - ‘L B
miz--> 50 100 150 200 250 300
Abundance #174697: 13-Docosenamide, (2)-
59.0
— —
20.50 21.00
5000 m/z 41.10  34.27%
137.0
97.0 3374
ol LI L, 1980 2100 2080 3
miz--> 50 100 150 200 250 300
Abundance #130205: Octadecanamide — T
59.0 20.50 21.00
m/z 43.10 33.96%
15.0 ‘h | 12?-0 198.0 240.0 283.0
oA b — —
m/z--> 50 100 150 200 250 300 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12221\
Data File : BM@28519.D

Acqg On : 22 Jan 2021 15:38
Operator : CG/JU

Sample : M1209-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Octacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.803 12.50 ng 1051340 Chrysene-d12 21.509
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 Heptacosane 380 C27H56 000593-49-7 91
4 Heptadecane 240 C17H36 000629-78-7 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 2995 (20.803 min): BM028519.D\data.ms (-2991) - m/z 57.10 100.00%
57.1

—= =
‘ | 9‘ 1 141 1183 ) 20.50 21.00
ol L LT A53,2225.2267.1809.3 3560 /7 43,10 62.95%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 e —_
20.50 21.00
m/z 71.10 62.10%
ok b H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘ \\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
— = =
20.50 21.00
5000 ITI/Z 85.10 45.30%
‘ 9.0
41.0
50|11 030250 2060
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane T =
57.0 20.50 21.00
m/z 41.10 17.10%
5000
9.0
ol \ | || 141.0183.0225.0267.0 3230 380.0
“““ T i e e o e e e S — —
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12221\
Data File : BM@28519.D

Acqg On : 22 Jan 2021 15:38
Operator : CG/JU

Sample : M1209-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Eicosane, 10-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.156 18.01 ng 1515580 Chrysene-d12 21.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 94
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3225 (22.156 min): BM028519.D\data.ms (-3219) - m/z 57.10 100.00%
57.1
o ,J¥AJKJL\
= —
‘ I | \ faL. 0183 2225 2 ' 2200 22.50
ob A A AL 17718322252 | 295.3337.3 4000 ./, 43,10  65.19%
miz--> 50 100 150 200 250 300 350 400
Abundance #141431: Eicosane, 10-methyl-
57.0
5000 e —
22.00 22.50
9.0 540 m/z 71.10 61.80%
obbd by T aor0z3002800
m/z--> 50 100 150 200 250 300 350 400
Abundance #141433: Pentadecane, 8-hexyl-
43.0
o] —
22.00 22.50
5000 5.0 m/z 85.10 45.45%
0 96.0
oL LI LT | es0zm0
miz--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane M ‘ ‘ﬁﬁ¥
57.0 22.00 22.50
m/z 55.10 23.27%
h ‘/ALL
oLl \\ | 141018302250 2810 3370 3040
A — —
m/z--> 50 100 150 200 250 300 350 400 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12221\
Data File : BM@28519.D

Acqg On : 22 Jan 2021 15:38
Operator : CG/JU

Sample : M1209-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.891 69.60 ng 1358410 Perylene-di2 23.791
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 94
3 Octacosane 394 (C28H58 000630-02-4 91
4 Tetratetracontane 619 C44H99 007098-22-8 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3350 (22.891 min): BM028519.D\data.ms (-3343) - m/z 57.10 100.00%
57.1
— —
‘ ‘ ‘ 169.2 5.2 22.50 23.00
oL kLT[ 169222522811 3373 4151 489. .. 4310 63.74%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #194493: Hexacosane
57.0
5000 — e
22.50 23.00
m/z 71.10 61.12%
113.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\!\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141431: Eicosane, 10-methyl-
57.0
= =
22.50 23.00
5000 m/z 85.10 45.36%
ol Ll a0 20
miz--> 50 100 150 200 250 300 350 400 450
Abundance #209565: Octacosane T T
57.0 22.50 23.00
m/z 55.10 23.90%
LT 1690 2250 281.0 3370 3040
A e e e e — —
m/z--> 50 100 150 200 250 300 350 400 450 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12221\
Data File : BM@28519.D

Acqg On : 22 Jan 2021 15:38
Operator : CG/JU

Sample : M1209-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Hentriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.068 18.84 ng 367640 Perylene-di2 23.791
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heneicosane 296 C21H44 000629-94-7 92
3 Octacosane 394 (C28H58 000630-02-4 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 3380 (23.068 min): BM028519.D\data.ms (-3375) (- m/z 57.10 100.00%
57.1

o «\/\/\J\\Af\¥
‘ 23.00 |
14LO !
ol d L “‘ [ 1183.1225.2 28013251 m/z 43.10 68.69%
mi/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 —— |
23.00
m/z 71.10 60.62%
\\\\‘\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #141424: Heneicosane
57.0
T T \
23.00
5000 ITI/Z 85.10 45 .44%
9.0
141.0
okt | | |1 H0es0zs0 260
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane T
57.0 23.00
m/z 55.10 24.47%
B J\b\
ol Ll H | 141 0183.0225.0 281.0 337.0 394.
‘““H“““‘“““H““““““‘H“‘ —
m/z--> 50 100 150 200 250 300 350 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12221\
Data File : BM@28519.D

Acqg On : 22 Jan 2021 15:38
Operator : CG/JU

Sample : M1209-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Octadecanoic acid, octadecy... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
23.450 11.23 ng 219276 Perylene-di2 23.791
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, octadecyl ester 537 C36H7202 002778-96-3 74
2 1-Octadecanethiol 286 C18H38S 002885-00-9 64
3 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 55
4 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 49
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 49

Abundance Scan 3445 (23.450 min): BM028519.D\data.ms (-3441) - m/z 57.10 100.00%

285.3
5000
“ 168.2 N
23.50
O,JH.HH,MZRS\34204291 m/z 43.10 90.58%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #238262: Octadecanoic acid, octadecyl ester
43.0
5000 T
285.0 23.50
' m/z 285.25 66.21%
0 HM J\ N l16802240\ \ J 341.0 410.0466.0 536.(
T ‘\\\\‘\\\\’\\1\]!\1![1\\\‘\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #133070: 1-Octadecanethiol
43.0
23.50
5000 111.0 ITI/Z 55.10 59.75%
252.0
Ml
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #152720: Tetradecyl trifluoroacetate —
55.0 23.50
m/z 41.10 49.19%
5000
" 1680 241.0
m/z--> 50 100 150 200 250 300 350 400 450 500 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12221\
Data File : BM@28519.D

Acqg On : 22 Jan 2021 15:38
Operator : CG/JU

Sample : M1209-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 2-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.715 45.95 ng 896893 Perylene-di2 23.791
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 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Pentacosane 352 C25H52 000629-99-2 91

Abundance Scan 3490 (23.715 min): BM028519.D\data.ms (-3483) - m/z 57.10 100.00%
57.1

o N\/L
13.1 2350  24.00
169.1 : :
o LT d00 2252 2010 5372 4108 0y, 4310 63007
miz--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000 — —
23.50 24.00
m/z 71.10 61.04%
oL ‘ | 1130 160.0 2250 281.0 337.0 394.0
\\\\‘ \\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
—= =
23.50 24.00
5000 ITI/Z 85.10 44 .,93%
oL LLLLLLL 1890 2250 z0
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- T T
57.0 23.50 24.00
m/z 55.10 24.23%
5000 /MJL
13.0 239.0
ol d L0 2000 20 0000 3500 T T
m/z--> 50 100 150 200 250 300 350 400 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12221\
Data File : BM@28519.D

Acqg On : 22 Jan 2021 15:38
Operator : CG/JU

Sample : M1209-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 Heptadecane, 9-octyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
24,309 14.58 ng 284538 Perylene-di2 23.791
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 3591 (24.309 min): BM028519.D\data.ms (-3586) (- m/z 57.10 100.00%
57.1

o M
P e
l 183.2 2670 24.00 24.50
ol dh] M b a0l 356.0 415.0 475 m/z 43.10  60.20%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane
57.0
5000 — e
24.00 24.50
m/z 71.10 57.93%
oL 1130 169.0 225.0 281.0 337.0 394.0
\\\‘\1\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185535: Heptadecane, 9-octyl-
57.0
- o
24.00 24.50
5000 m/z 85.10  45.44%
113.0 239.0
obhhd A1 2690 "™ 204.0 352.0
R AL B R AR
miz--> 50 100 150 200 250 300 350 400 450
Abundance #194499: Eicosane, 7-hexyl- T T
57.0 24.00 24.50
m/z 55.10  23.63%
113.0
ol LMLy, 1820 L0ago
m/z--> 50 100 150 200 250 300 350 400 450 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12221\
Data File : BM@28519.D

Acqg On : 22 Jan 2021 15:38
Operator : CG/JU

Sample : M1209-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.662 22.99 ng 448700 Perylene-di2 23.791
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Heptacosane 380 C27H56 000593-49-7 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octacosane 394 (C28H58 000630-02-4 91
Abundance Scan 3651 (24.662 min): BM028519.D\data.ms (-3645) (-  m/z 57.10 100.00%
57.1
—— —
‘ ‘ . 169 2 2252 24.50 25.00
ol d L] M bt feo2 2851 3410 4010 - n/; 43,10 60.75%
miz--> 50 100 150 200 250 300 350 400
Abundance #141424: Heneicosane
57.0
5000 —r ——
24.50 25.00
m/z 71.10 60.57%
13.0
L1 7T 1690 2250 2060
O\\\\‘ ‘\H‘\‘\“\‘\““\‘\\‘\“\\\\‘\\\\“\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57.0
—— —
24.50 25.00
5000 m/z 85.10 45.51%
oL L‘ LUT70 2090 2250 2810 ae0o
e ; s
miz--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane T ——
57.0 24.50 25.00
m/z 55.10 23.62%
h M
ol LT 1690 2250 2810 3650
““““‘““‘H‘“““‘H“““‘_““““ —— ——
m/z--> 50 100 150 200 250 300 350 400 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12221\
Data File : BM@28519.D

Acqg On : 22 Jan 2021 15:38
Operator : CG/JU

Sample : M1209-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 .gamma.-Sitosterol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
25.526 22.32 ng 435671 Perylene-di2 23.791
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 96
3 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 58
4 Ergost-7-en-3-o0l, (3.beta.)- 400 C28H480 026047-31-4 55
5 Ergost-5-en-3-0l, (3.beta.)- 400 C28H480 004651-51-8 55
Abundance Scan 3798 (25.526 min): BM028519.D\data.ms (-3792) (- m/z 43.10 100.00%
43.1
5000
N \
25.50
ol i m/z 55.10  66.19%
miz--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43.0
5000 5.0 — :
145.0 414.0 25.50
2130 3030 m/z 57.10  54.99%
0 ‘\“ | ““H‘i
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43.0
R \
25.50
5000 m/z 41.10 47 .14%
107.0 414.0
161.0
213.0 303.0
1 257. 354.0
oLl
m/fz--> 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- —— ‘
43.0 25.50
m/z 107.10 42.17%
5000
368.0
JM! ), 290 270 s
0L ”‘M‘U,“uwwwm_m‘mmm ‘ —r—
m/z--> 5 100 150 200 250 300 350 400 25.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12221\
Data File : BM@28519.D

Acqg On : 22 Jan 2021 15:38
Operator : CG/JU

Sample : M1209-01

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : 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|
Dodecanoic acid 15.063 4.8 ng 95070 3 14.657 397780 20.0
Tetradecanoic acid 16.774 3.1 ng 67808 4 17.386 441853 20.0
n-Hexadecanoic ... 18.274 124.7 ng 2755180 4 17.386 441853 20.0
Heptacosane 18.980 9.9 ng 219287 4 17.386 441853 20.0
2,4,4,6,6,8,8-H... 19.009 5.9 ng 131252 4 17.386 441853 20.0
Methyl stearate 19.327 3.8 ng 82879 4 17.386 441853 20.0
9,12-Octadecadi... 19.386 4.3 ng 95754 4 17.386 441853 20.0
Oleic Acid 19.409 8.3 ng 182479 4 17.386 441853 20.0
Octadecanoic acid 19.544 63.1 ng 5308420 5 21.509 1682730 20.0
Terephthalic ac... 20.456 75.4 ng 6341180 5 21.509 1682730 20.0
9-Octadecenamid... 20.762 12.5 ng 1053720 5 21.509 1682730 20.0
Octacosane 20.803 12.5 ng 1051340 5 21.509 1682730 20.0
Eicosane, 10-me... 22.156 18.0 ng 1515580 5 21.509 1682730 20.0
Hexacosane 22.891 69.6 ng 1358410 6 23.791 390362 20.0
Hentriacontane 23.068 18.8 ng 367640 6 23.791 390362 20.0
Octadecanoic ac... 23.450 11.2 ng 219276 6 23.791 390362 20.0
2-methyloctacosane 23.715 46.0 ng 896893 6 23.791 390362 20.0
Heptadecane, 9-... 24.309 14.6 ng 284538 6 23.791 390362 20.0
Heneicosane 24.662 23.0 ng 448700 6 23.791 390362 20.0
.gamma.-Sitosterol 25.526 22.3 ng 435671 6 23.791 390362 20.0

8270-BM012021.M Mon Jan 25 04:33:24 2021

Pag 24



