LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM028472.D

Acqg On : 20 Jan 2021 17:42
Operator : CG/JU

Sample : M1161-01 5X

Misc :

ALS Vvial : 14 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@28472.D\data.ms

peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total

1 8.034 811 824 830 rBV 129685 209508 1 0
2 10.851 1297 1303 1309 rVB 165932 276525 1 0
3 14.674 1947 1953 1960 rVB 224385 337830 2.16% ©.931%
4 17.398 2410 2416 2421 rBV 257859 359533 2 0
5 18.057 2521 2528 2532 rBV 3710807 4845429 31. 3

6 18.274 2560 2565 2578 rBV2 99551 175273 1.12% 0.483%
7 19.204 2714 2723 2725 rBV 7055491 15624406 100.00% 43.062%
8 19.233 2725 2728 2736 rVV3 6835800 10643799 68.12% 29.335%
9 19.345 2742 2747 2752 rVB 1932320 2160101 13.83% 5.953%
10 19.992 2852 2857 2861 rBV 134127 175226 1.12% 0.483%

11 20.421 2927 2930 2933 rBV 179363 197195 1.26% ©.543%
12 20.462 2933 2937 2943 rVVv4 118864 210936 1.35% 0.581%
13 20.521 2943 2947 2951 rVV 121992 163303 1.05% ©.450%
14 21.356 3086 3089 3096 rVB 188428 211094  1.35% ©.582%
15 21.527 3114 3118 3123 rBV 300418 353629 2.26% ©.975%

16 23.815 3503 3507 3513 rVB2 189278 339378 2.17% ©.935%

Sum of corrected areas: 36283165
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM@28472.D

Acqg On : 20 Jan 2021 17:42
Operator : CG/JU

Sample : M1161-01 5X

Misc :

ALS vial : 14 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 TIC: BM028472.D\data.ms
7000000

6000000
5000000
4000000
3000000
2000000

1000000

8.034 10.851
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Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BM028472.D\data.ms
7000000 19 2ABB

6000000

5000000

4000000 18.057

3000000

2000000 T

1000000

14.674 17.398 8.974 19.992 22850
olri v e —— S T T
Time--> 1200 1250 13.00 1350 14.00 1450 1500 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance TIC: BM028472.D\data.ms
7000000

6000000
5000000
4000000
3000000
2000000
1000000

213k@27 23.815

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM@28472.D

Acqg On : 20 Jan 2021 17:42
Operator : CG/JU

Sample : M1161-01 5X

Misc :

ALS vial : 14 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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.057 269.54 ng 4845430 Phenanthrene-d10 17.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 95
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86

Abundance Scan 2528 (18.057 min): BM028472.D\data.ms (-2521) - m/z 74.10 100.00%
74.1

5000
43.0
143.1 T I
227.2
sy | 2 T2 e 00
owwHH_Juwvl‘J“m,w_Hwm,mH_wwwwm‘ m/z 87.10 74.08%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 — :
43.0 18.00
143.0 m/z 43.85  37.23%
‘u \“ ‘\‘ h\lc\)\lo | 17\10\199022\70 270.0
O\‘HH‘HH‘\\‘\\‘\‘H\“HH’\H\‘\H\‘HH’HH‘\H\‘\H\‘HH‘\\‘H‘

m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester

74.0
18.00
5000/ 43.0 m/z 55.10  30.25%
Ll Lo 189 1650 2270 o
“H‘w‘H‘_H‘_‘H‘H‘W‘H‘_‘H‘HH,H‘W‘H‘_‘H‘H‘W‘H‘
m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #84485: Tridecanoic acid, methyl ester —
74.0 18.00
m/z 41.05 28.75%
5000{ 43.0
| || 1010 1430 185.0 2280
O‘_‘HHH‘W‘NWMMJp‘H,J‘W‘H‘_‘H,LHuu‘w‘u‘_‘u‘u‘w —
m/z--> 20 40 60 80 100120140160 180200220 240260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM@28472.D

Acqg On : 20 Jan 2021 17:42
Operator : CG/JU

Sample : M1161-01 5X

Misc :

ALS vial : 14 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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.274 9.75 ng 175273  Phenanthrene-die 17.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 68
5 Isoamyl nitrite 117 C5H11NO2 000110-46-3 38
Abundance Scan 2565 (18.274 min): BM028472.D\data.ms (-2560) (-  m/z 43.10 100.00%
43.1 73.0
5000
— —
‘ 18.00 18.50
O‘H‘HHMW‘ m/z 73.00 92.89%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 1 7 1
18.00 18.50
1710 2130 2560 m/z 60.00 86.19%

O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #95851: Pentadecanoic acid
43.0 73.0
— =
18.00 18.50
5000 129.0 ITI/Z 41.05 81.19%
199.0 2420
ol 156
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84453: Tetradecanoic acid — —
73.0 18.00 18.50

m/z 57.10 74.60%

5000

185.0 228.0

— T
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM@28472.D

Acqg On : 20 Jan 2021 17:42

Operator : CG/JU

Sample : M1161-01 5X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
: 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 9,12-Octadecadienoic acid, Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.204 869.15 ng 15624400 Phenanthrene-di10 17.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 9,12-Octadecadienoic acid, methy... 294 C19H3402
2 10,13-Octadecadienoic acid, meth... 294 C19H3402
3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402
4 9,12-Octadecadienoic acid, methy... 294 C19H3402
5 Methyl 9-cis,1l-trans-octadecadi... 294 C19H3402

Abundance Scan 2723 (19.204 min): BM028472.D\data.ms (-2714) (-
67.1

002462-85-3 99
056554-62-2 99
000112-63-0 99
002566-97-4 99
1000336-44-0 99

m/z 67.10 100.00%

5000
09.1
—— —
263.3294 2 19.00 19.50
0 ‘\\c ”M W W W;SZ%%ZP?“ 1 .. m/z 81.10 88.25%
miz--> 50 100 150 200 250
Abundance  #139708: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 — —
19.00 19.50
29.0 09.0 m/z 55.10  63.76%
294.C
ol. L\ u\ uuMHm ‘nhwuu‘ m 2280 263070
miz--> 150 200 250
Abundance #139716. 10,13—Octadecadienoic acid, methyl ester
67.0
— —
19.00 19.50
5000 ITI/Z 95.10 61.57%
09.0 .
290 294.C
H 263.0
ol HM\MHMthéglo 2200, ‘ﬂu L
Miz--> 50 100 150 200 250
Abundance #139726: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester — ——
67.0 19.00 19.50
m/z 41.10 50.93%
5000
299 o 294.C
263.0 :
oLl \“ L‘\ o MM i, wm“ nh “\‘1‘8‘1‘0 200 [ | — —
m/z--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM@28472.D

Acqg On : 20 Jan 2021 17:42
Operator : CG/JU

Sample : M1161-01 5X

Misc :

ALS vial : 14 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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

19.233 592.09 ng 10643800 Phenanthrene-d10 17.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 87
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 81
3 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 74
4 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 70
5 3-Octadecenoic acid, methyl ester 296 C19H3602 056599-33-8 64

Abundance Scan 2728 (19.233 min): BM028472.D\data.ms (-2725) (- m/z 55.10 100.00%
1

55.
5000
— —
19.00 19.50
0b— “ m/z 69.10 74.58%
m/z--> 50 100 150 200 250 300
Abundance #141302: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 8r.0 T U
19.00 19.50
23.0 m/z 74.10 73.33%
‘ ‘ H w ‘ 180.0 2220 2640,
02‘5“0“ I ‘ ‘w‘m\ “ uw w‘th\\‘u\H\‘\\ n‘“\ el “‘ e A ‘ ‘H‘ , ‘Q\G‘C
m/z--> 50 100 150 200 250 300
Abundance #141292: 13-Octadecenoic acid, methyl ester
55.0
— ——
19.00 19.50
5000 ITI/Z 83.10 63.48%
87.0
264.0
\HH ‘HH 230, 1800 2220 296.C
0————Lb L
m/z--> 50 100 150 200 250 300
Abundance #141273: 8-Octadecenoic acid, methyl ester T T
55.0 19.00 19.50
m/z 41.10 63.23%
5000 87.0
264.0
23.0 222.0
00O R
oL ;n““ u“‘\ H\Hﬁ\\m”\‘h“\h il “L R | — by —— ——
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@12021\
Data File : BM@28472.D

Acqg On : 20 Jan 2021 17:42
Operator : CG/JU

Sample : M1161-01 5X

Misc :

ALS vial : 14 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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.345 120.16 ng 2160100 Phenanthrene-d10 17.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 99
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
4 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 89
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 87

Abundance Scan 2747 (19.345 min): BM028472.D\data.ms (-2742) (- m/z 74.05 100.00%

74.0
5000 43.1
143.0 N 1
H ‘ 199.2 2552 o0 19.00 19.50
oHHw | ‘Muum b m/z 87.10  75.02%
miz--> 100 15 200 250 300
Abundance #143130: Methyl stearate
74.0
5000 — —
43.0 19.00 19.50
143.0 m/z 43.10 43.61%
h || 110 ‘ 199.0  255.0 298.(
O\\\\“\ “\“”\” \‘\‘\ L \‘\“ T “\‘\ T \“\
miz--> 100 150 200 250 300
Abundance #119408:Hexadecanok:add,nnﬁhylemer
74.0
— —=
19.00 19.50
5000 m/z 55.10 33.26%
43.0
143.0
‘ ‘H | 1110, | 1850 2270 2700
ol bl =l L e
miz--> 50 100 150 200 250 300
Abundance #107593: Pentadecanoic acid, methyl ester — T
74.0 19.00 19.50
m/z 41.10 30.18%
5000
43.0
‘ 143.0
213.0 256.0
0%10182 | G — A
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@12021\
Data File : BM@28472.D

Acqg On : 20 Jan 2021 17:42
Operator : CG/JU

Sample : M1161-01 5X

Misc :

ALS vial : 14 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 Eicosanoic acid, methyl ester  Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
20.421 11.15 ng 197195 Chrysene-d12 21.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 97
2 Methyl stearate 298 C19H3802 000112-61-8 95
3 Methyl 18-methylnonadecanoate 326 C21H4202 1000352-20-6 94
4 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 93

5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 93

Abundance Scan 2930 (20.421 min): BM028472.D\data.ms (-2927) - m/z 74.10 100.00%

74.1
5000
143.0 s
390‘ “ y 199.1 2412 28‘3-1 326 20.50
(Y B O TS S VS S m/z 87.05 78.88%
miz--> 50 100 150 200 250 300
Abundance #166219: Eicosanoic acid, methyl ester
74.0
5000 ISR
20.50
143.0 326.( m/z 43.10 54.13%
' 283.0 '
Ot q ‘H\ ‘\‘ ‘M]’rp\‘\o‘\ 1“ T \;\9?9\‘2\4\‘1‘0\ T \L\“‘ —
miz--> 100 150 200 250 300
Abundance #143130: Methyl stearate
74.0
P
20.50
5000 m/z 55.10 38.66%
‘ 143.0
199.0 255.0 298.0
oHH‘M Lo, | 1990 2550 2080
m/z--> 100 150 200 250 300
Abundance #166215: Methyl 18-methylnonadecanoate ——
74.0 20.50
m/z 41.10 37.10%
5000
143.0 326.C
‘ ‘ 1990 2410 283.0
ow_»ww mozamo | -
mlz--> 100 150 200 250 300 20.50

8270-BM012021.M Thu Jan 21 10:51:14 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM@28472.D

Acqg On : 20 Jan 2021 17:42
Operator : CG/JU

Sample : M1161-01 5X

Misc :

ALS vial : 14 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 9,12,15-Octadecatrienoic ac... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.462 11.93 ng 210936 Chrysene-d12 21.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12,15-Octadecatrienoic acid, m... 292 C19H3202 000301-00-8 50
2 1,5-Cyclooctadiene, 3-methyl- 122 C9H14 056564-88-6 46
3 9,12-Tetradecadien-1-0l, acetate... 252 C16H2802 031654-77-0 38
4 9-Oxabicyclo[3.3.1]non-6-en-2-0l... 140 C8H1202 029946-76-7 38
5 2-Isopropenyl-5-methyl-6-hepten-... 168 C11H200 013066-55-2 38

Abundance Scan 2937 (20.462 min): BM028472.D\data.ms (-2933) (- m/z 55.10 100.00%

55.1
1
5000 136.1
178.1 —
20.50
0! ;““‘1‘ ‘s‘”‘w‘“‘w“l“ " “v SRRLLEE T s1.16 69.26%
m/z--> 50 100 150 200 250 300 350
Abundance #138097: 9,12,15-Octadecatrienoic acid, methyl ester, (Z
Y9.0
41.0
5000 T
20.50
292.0 ITI/Z 68.05 68.32%
| Lo o
0! I H\‘uh‘\m‘\‘w ‘“‘u‘ - ‘\‘L‘ ‘ ‘M‘ . ‘\‘ i
m/z--> 50 100 150 200 250 300 350
Abundance #10039: 1,5-Cyclooctadiene, 3-methyl-
68.0
——
20.50
5000 m/z 41.10 61.40%
27 ]07.0
0
m/z--> 50 100 150 200 250 300 350
Abundance  #104067: 9,12-Tetradecadien-1-ol, acetate, (Z,E)- —
67.0 20.50
m/z 67.10 58.90%
5000
121.0
29.
LML 2 e .
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@12021\
Data File : BM@28472.D

Acqg On : 20 Jan 2021 17:42
Operator : CG/JU

Sample : M1161-01 5X

Misc :

ALS vial : 14 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 unknown20.521 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

26.521 9.24ng 163303 Chrysene-di2 21.527

Hit# of 5 Tentative ID MW MolForm CASH# Qual

mino-4,6-dimethoxypyrimidine 155 C6HIN302 036315-01-2 43
-Cyclohexanedicarboxylic acid... 376 C22H3205 1000339-57-5 27
-Cyclohexanedicarboxylic acid... 338 C18H23Cl04 1000339-68-0 27
-Cyclohexanedicarboxylic acid... 352 C19H25C104 1000339-68-2 27
-Cyclohexanedicarboxylic acid... 372 C18H22C1204 1000339-79-8 27

uhwNnR

PREREN
M

N N N N >

Abundance Scan 2947 (20.521 min): BM028472.D\data.ms (-2943) (-  m/z 155.10 100.00%

155.1
67.1
5000
109.1
U \
20.50
226.1 2810
0 “‘l‘w“hw gl 0T 20D 885w 67.18 59.50%
mlz--> 50 100 150 200 250 300 350
Abundance #27924: 2-Amino-4,6-dimethoxypyrimidine
155.0
68.0
5000 — :
20.50
m/z 55.10 51.29%
O T \ ‘H“\ H‘ ‘“ } ‘\‘ ﬂ\ \ \ LI ‘ L ‘ L ‘ L ‘ T
miz--> 100 150 200 250 300 350
Abundance #200501.L2—Cyd0hexaned&arboxﬂk:add,4430pr0pWo
155.0
S \
20.50
5000 m/z 68.05 45.73%
109.0 225.0
430
‘ 289.0
om_m e
miz--> 100 150 200 250 300 350
Abundance #175104: 1,2-Cyclohexanedicarboxylic acid, 4-chlorophel e ‘
155.0 20.50
m/z 81.10 39.91%
41.0‘ ‘ 211.0  265.0
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@12021\
Data File : BM@28472.D

Acqg On : 20 Jan 2021 17:42
Operator : CG/JU

Sample : M1161-01 5X

Misc :

ALS vial : 14 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 Docosanoic acid, methyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.356 11.94 ng 211094 Chrysene-d12 21.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 97
2 Methyl 2@-methyl-heneicosanoate 354 C23H4602 1000336-47-4 94
3 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 93
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 93
5 Hexacosanoic acid, methyl ester 410 C27H5402 005802-82-4 87

Abundance Scan 3089 (21.356 min): BM028472.D\data.ms (-3086) (- m/z 74.05 100.00%

74.0
5000
143.0
311.3 21. 00 21 50
199.1 2552
0l ‘M‘J“ ke “_m\Hw_m_‘”s"?ﬁ‘l‘ 4150 m/z 87.e5  77.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #186932: Docosanoic acid, methyl ester
74.0
5000
354.0 21.00 2150
143.0 ITI/Z 43.10 57.76%
O \\“‘\1 H ‘“ \LH\““ \l\‘\ \“\\\]-\9‘9\0\ \2\5‘5\9§99\lq\\“\\\\‘\\\\
m/z--> 100 150 200 250 300 350 400
Abundance #186936:Meﬂwl204neﬂwhhenemosanoam
74.0
P P
21.00 21.50
5000 m/z 55.10 37.81%
143.0 354.0
199.0 255.0 4
miz-> 100 150 200 250 300 350 400
Abundance #154941:Nonadecanok:add,nuﬂhyleﬁer — —
74.0 21.00 21.50
m/z 57.10 32.80%
5000
143.0
312.0
¥l 1990 2550 " |
0 w‘twu\m"‘Hm‘mH_m‘w_m_m R
mlz--> 100 150 200 250 300 350 400 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM028472.D

Acqg On : 20 Jan 2021 17:42
Operator : CG/JU

Sample : M1161-01 5X

Misc :

ALS Vvial : 14 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|
Hexadecanoic ac... 18.057 269.5 ng 4845430 4 17.398 359533 20.0
n-Hexadecanoic ... 18.274 9.8 ng 175273 4 17.398 359533 20.0
9,12-Octadecadi... 19.204 869.1 ng 15624400 4 17.398 359533 20.0
9-Octadecenoic ... 19.233 592.1 ng 10643800 4 17.398 359533 20.0
Methyl stearate 19.345 120.2 ng 2160100 4 17.398 359533 20.0
Eicosanoic acid... 20.421 11.2 ng 197195 5 21.527 353629 20.0
9,12,15-Octadec... 20.462 11.9 ng 210936 5 21.527 353629 20.0
unknown20.521 20.521 9.2 ng 163303 5 21.527 353629 20.0
Docosanoic acid... 21.356 11.9 ng 211094 5 21.527 353629 20.0
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