LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82521\
Data File : BGO49974.D

Acqg On : 25 Aug 2021 18:59
Operator : CG/JU

Sample : M3530-01 5X

Misc :

ALS Vvial : 13  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_ G\Methods\8270-BG080321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO49974.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.067 3 5 14 rvB2 20681 30355 4.35% 0.494%
2 5.540 418 426 433 rBV 83484 146630 21.03% 2.385%
3 7.155 694 701 709 rBvV2 87973 165504 23.74% 2.692%
4 7.978 835 841 850 rBV 117738 205929 29.53%  3.350%
5 9.152 1034 1041 1054 rVB2 60391 114033 16.35% 1.855%
6 10.568 1276 1282 1292 rVB4 13360 28506 4.09%  0.464%
7 10.803 1315 1322 1328 rBV 159936 288871 41.43% 4.699%
8 12.466 1599 1605 1610 rVB3 7586 13479 1.93% 0.219%
9 12.689 1638 1643 1646 rBV 4922 7015 1.01% 0.114%
10 13.253 1733 1739 1746 rVB 156208 235438 33.76%  3.830%
11 13.441 1766 1771 1774 rBV4 4806 8888 1.27% 0.145%
12 13.958 1855 1859 1865 rVB7 5004 7655 1.10% 0.125%
13 14.369 1923 1929 1932 rBV3 5339 10376 1.49% 0.169%
14 14.516 1950 1954 1958 rBV5 8318 11759 1.69% 0.191%
15 14.639 1967 1975 1981 rBV 238353 367765 52.74%  5.982%
16 14.698 1981 1985 1991 rVB2 10557 16332 2.34% 0.266%
17 15.033 2038 2042 2051 rVB4 12263 23807 3.41% 0.387%
18 15.467 2113 2116 2119 rVB3 14144 16406 2.35% 0.267%
19 15.691 2149 2154 2159 rBV2 17954 30257 4.34% 0.492%
20 15.867 2176 2184 2186 rBV6 8199 18840 2.70% 0.306%
21 16.137 2220 2230 2237 rVB 116006 192163 27.56%  3.126%
22 16.331 2259 2263 2266 rBV5 19897 31170 4.47% 0.507%
23 16.742 2330 2333 2337 rVB6 6834 8857 1.27% 0.144%
24 16.848 2345 2351 2352 rVB5S 6125 8559 1.23% 0.139%
25 17.130 2393 2399 2403 rBV4 24396 38369 5.50% 0.624%
26 17.183 2403 2408 2410 rBv4 11573 16288 2.34% 265%

27 17.394 2436 2444 2448 rBV 249950 402596 57.74%
28 17.435 2448 2451 2459 rVV 128750 178625 25.62%

OO NOO
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29 17.523 2460 2466 2471 rVWVW 32583 50571  7.25% 823%
30 17.800 2509 2513 2518 rVB6 8113 12301 1.76% 200%
31 17.864 2521 2524 2528 rVB2 17218 21777  3.12% ©.354%
32 17.911 2528 2532 2537 rBV8 21876 26321 3.77% 0.428%
33 18.040 2549 2554 2560 rVB 174841 229308 32.89% 3.730%
34 18.270 2589 2593 2598 rBV2 21954 37976  5.45% 0.618%
35 18.322 2598 2602 2607 rVB2 29344 45683 6.55% ©.743%
36 18.399 2613 2615 2619 rBv4 10055 14170 2.03% 0.230%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82521\
Data File : BGO49974.D

Acqg On : 25 Aug 2021 18:59
Operator : CG/JU

Sample : M3530-01 5X

Misc :

ALS Vvial : 13  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_ G\Methods\8270-BG080321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 18.469 2621 2627 2631 rBV3 36047 75341 10.80% 1.225%
38 18.563 2639 2643 2645 rBV3 16330 20349 2.92% 0.331%
39 18.763 2674 2677 2682 rBv2 16769 27438 3.93% 0.446%
40 18.810 2683 2685 2691 rVB7 9120 13544 1.94% 0.220%
41 19.098 2732 2734 2737 rBv4 8706 10923 1.57% 0.178%

42 19.180 2743 2748 2751 rBV 422109 568444 81.52%  9.246%
43 19.215 2751 2754 2758 rVB 606669 697287 100.00% 11.342%
44 19.345 2772 2776 2781 rVB 108712 134343 19.27%  2.185%
45 19.450 2789 2794 2799 rVB 208488 289125 41.46% 4.703%

46 19.779 2845 2850 2851 rBV2 36452 57187 8.20% ©.930%
47 19.809 2851 2855 2864 rVB 188434 283276 40.63% 4.608%
48 19.873 2864 2866 2869 rBv4 13009 18146 2.60%  ©.295%
49 20.002 2883 2888 2893 rBV 189399 262421 37.63% 4.268%
50 20.402 2953 2956 2960 rVB3 29277 36113 5.18% ©.587%

51 21.665 3165 3171 3177 rBV3 214622 464354 66.59%  7.553%
52 21.718 3177 3186 3186 rVB 86749 127079 18.22% 2.067%

Sum of corrected areas: 6147949
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82521\
Data File : BG@49974.D

Acqg On : 25 Aug 2021 18:59
Operator : CG/JU

Sample : M3530-01 5X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG049974.D\data.ms
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D67
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Abundance TIC: BG049974.D\data.ms
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Abundance TIC: BG049974.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82521\
Data File : BG@49974.D

Acqg On : 25 Aug 2021 18:59

Operator : CG/JU

Sample : M3530-01 5X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknown3.067 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
3.067 2.95 ng 30355 1,4-Dichlorobenzene-d4 7.978
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 12

2 3-Pentanol, 2,3-dimethyl- 116 C7H160 000595-41-5 9
3 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 9
4 Urea, butyl- 116 C5H12N20 000592-31-4 9
5 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 9
Abundance Scan 5 (3.067 min): BG049974.D\data.ms (-3) (-) m/z 73.25 100.00%
73.3
5000 43.1 /\
PR
| ‘ 1356 9214  3.103.203.303.403.50
HH‘\H\““}\H\‘\“\\‘H\“\‘\‘H‘\H\’\H‘\‘\H\‘HH‘\H\‘\‘\\\“\\ m/Z 43.15 41.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16437: Butanoic acid, 2-hydroxy-2-methyl-, methyl ester
73.0
43.0
5000 | L B B R I
3.103.20 3.30 3.40 3.50
m/z 55.15 41.13%
‘ ] ‘ ‘ 103.0
L L L L
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9514: 3-Pentanol, 2,3-dimethyl-
73.0
3.103.203.30 3.40 3.50
5000 43.0 m/z 87.20 23.56%
1o M\ L ‘ | 1or0
1 YA ) O
bbb e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4950: Silane, ethyltrimethyl- R e
73.0 3.103.20 3.30 3.40 3.50
m/z 35.10 17.75%
5000
43.0
“ | 102.0
R R o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.103.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82521\
Data File : BG@49974.D

Acqg On : 25 Aug 2021 18:59
Operator : CG/JU

Sample : M3530-01 5X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.040 11.39 ng 229308  Phenanthrene-die 17.394
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 94
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 87
3 Methyl stearate 298 C19H3802 000112-61-8 86
4 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 80
5 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 80
Abundance Scan 2554 (18.040 min): BG049974.D\data.ms (-2549) (- m/z 74.10 100.00%
74.1
5000
143.2 e :
A [ 33 ) 20a s, 15
— w Al b b by ST TS m/z 87.15 79.55%
m/z--> 100 150 200 250 300
Abundance #161211: Hexadecanoic acid, methyl ester
74.0
5000 oo e :
18.00
143.0 m/z 43.15 37.91%
270.0
1, NPT O
w\ I \ . L 1
\\\‘\ \\\\‘\\\\‘\\\\’\\\\’\\\\
miz-> 100 150 200 250 300
Abundance #109337: Tridecanoic acid, methyl ester
74.0
T
18.00
5000 55.15  36.24%
143.0
i ) P e -1 NN
miz--> 50 100 150 200 250 300
Abundance #197275: Methyl stearate
74.0 1800
41.15  31.40%
5000
143.0
“ i ‘ 199.0 255.0 298.0
bl bl L |

m/z--> 100 150 200 250 300 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82521\
Data File : BG@49974.D

Acqg On : 25 Aug 2021 18:59
Operator : CG/JU

Sample : M3530-01 5X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Naphtho[2,3-b]norbornadiene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.322 2.27 ng 45683  Phenanthrene-d10 17.394
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 93
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 87
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 87
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 87
Abundance Scan 2602 (18.322 min): BG049974.D\data.ms (-2598) (-  m/z 192.25 100.00%
192.3
5000
97.2 1393 261.1 309.1 348. 18.00 18.50
R L A m/z 191.25 50.60%
m/z--> 50 100 150 200 250 300 350
Abundance #67047: Naphtho[2,3-b]norbornadiene
192.0
5000
18.00 18.50
m/z 189.25  23.85%
390 300 1390
\\\‘\\\\‘\\\\“\\‘\“‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #67030: Anthracene, 1-methyl-
192.0
o ‘ T /‘\‘ T ‘ T
18.00 18.50
5000 m/z 165.15 19.96%
e
miz--> 50 100 150 200 250 300 350
Abundance #67035: Phenanthrene, 1-methyl- o —
192.0 18.00 18.50
m/z 193.15 17.57%
5000
390 960 1390 | MW
e e v
m/z--> 50 100 150 200 250 300 350 1800 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82521\
Data File : BG@49974.D

Acqg On : 25 Aug 2021 18:59
Operator : CG/JU

Sample : M3530-01 5X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.469 3.74 ng 75341  Phenanthrene-d10 17.394
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 72
2 1H-Pyrazole-4-carboxaldehyde, 1-... 190 C10H7FN20 1000338-05-6 52
3 6H-Cyclobuta[jk]phenanthrene 190 C15H1e 083469-43-6 50
4 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 35
5 Benzimidazol-2(3H)-one, 5-formyl... 190 C10H1@N202 055241-49-1 33

Abundance Scan 2627 (18.469 min): BG049974.D\data.ms (-2621) (-  m/z 190.25 100.00%

190.3
5000
. VIR
40.0 ' 150. 243.3 285.3 355.1 18.50 .
g L L Y m/z 189.20  90.44%
mlz--> 50 100 150 200 250 300 350
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 Abuurp L —
18.50
94.0 m/z 192.15  30.86%
390 \‘\ 1370, |
\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #64423: 1H-Pyrazole-4-carboxaldehyde, 1-(4-fluoropheny
190.0
18.50
5000 9.0 m/z 191.15  26.53%
134.0
57.0 ‘
m/z--> 50 100 150 200 250 300 350
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene Lttty —
189.0 18.50
m/z 187.25 18.40%
5000
94.0
\\\‘\\\‘\‘\\\\‘\\\“\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82521\
Data File : BG@49974.D

Acqg On : 25 Aug 2021 18:59
Operator : CG/JU

Sample : M3530-01 5X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 9-cis,11-trans-octad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.180 28.24 ng 568444  Phenanthrene-d10 17.394
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 9-cis,1l-trans-octadecadi... 294 C19H3402 013058-52-1 99
2 Methyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 98
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 96
4 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 96
5 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 95

Abundance Scan 2748 (19.180 min): BG049974.D\data.ms (-2743) (- m/z 67.15 100.00%
67.2

5000 JL
09.2 s ——
‘ 206.3 19.00 19.50
64.2 263.4
‘ ‘e“‘ ' ‘H“‘ A J002, 1 2087 32613696 426. .. g1 59  76.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #191892: Methyl 9-cis,11-trans-octadecadienoate
67.0
5000 T ‘ T T ‘ T
19.00 19.50
09.0 294.0 m/z 55.20 64.14%
64.0
o ‘\M\ | u\“\ Hh ‘\M‘JW A ‘2‘2‘0‘0‘ A e
m/z--> 50 100 150 200 250 300 350 400
Abundance  #191901: Methyl 10-trans,12-cis-octadecadienoate
67.0
S =
19.00 19.50
5000 m/z 95.25 54.27%
09.0 294.0
_ ‘\‘u“\ | \\“ \\h h“ Hh \‘d‘ \‘ ‘ ‘2‘2‘0‘0‘ B B
miz--> 50 100 150 200 250 300 350 400
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)- P —
67.0 19.00 19.50
m/z 41.15 50.92%
5000
09.0
Wl ppeso 220 Sl
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82521\
Data File : BG@49974.D

Acqg On : 25 Aug 2021 18:59
Operator : CG/JU

Sample : M3530-01 5X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

19.215 34.64 ng 697287  Phenanthrene-die 17.394
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 95
2 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 94
3 cis-13-Octadecenoic acid, methyl... 296 C19H3602 1010333-58-3 94
4 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 94
5 8-Octadecenoic acid, methyl este... 296 C19H3602 026528-50-7 94

Abundance Scan 2754 (19.215 min): BG049974.D\data.ms (-2751) (-  m/z 55.15 100.00%

5|:
5000
= e
37.3 1803 222.3 2013 19.00 19.50
Y 309.6 m/z 41.25  65.33%
miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 7.0 e =
19.00 19.50
m/z 69.25 59.88%
“ 37.0 1890 222.0 26%0
I Ll vl e | l .
L ’ ‘ T ‘ T T T ‘ T T T ‘ L
miz--> 50 100 150 200 250 300
Abundance  #194449: 9-Octadecenoic acid, methyl ester, (E)-
55.0
e —
19.00 19.50
5000 m/z 74.15  49.66%
7.0
264.0
222.0
37.0 1800
H\M\ ‘“W‘ m‘ \H\‘M ‘H\ el “ e }\L‘ o “‘ ‘29‘9‘0‘ —
miz--> 50 100 150 200 250 300
Abundance  #194437: cis-13-Octadecenoic acid, methyl ester — AN
55.0 19.00 19.50
m/z 43.25 43.48%
5000 97.0
264.
38.0 180.0 222.0 ‘
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_G\Data\BG@82521\
Data File : BG@49974.D

Acqg On : 25 Aug 2021 18:59
Operator : CG/JU

Sample : M3530-01 5X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Pentadecanoic acid, methyl ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.345 6.67 ng 134343  Phenanthrene-die 17.394
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 91
2 Methyl stearate 298 C19H3802 000112-61-8 87
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
4 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 86
5 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 83
Abundance Scan 2776 (19.345 min): BG049974.D\data.ms (-2772) (- m/z 74.15 100.00%
74.2
5000 ﬂ
143.3 255.3 T T
\ \ \ ‘ 199.2 355.3 474 19.00 19.50
bl by g 3223 ATA s 87,15 83.58%
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #143573: Pentadecanoic acid, methyl ester
74.0
5000 - ‘/\‘ SO
19.00 19.50
m/z 43.25 43.88%
143.0
213 0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #197271: Methyl stearate
74.0
— —
19.00 19.50
5000 m/z 55.20 37.72%
143.0
| ‘ 1990 2980
oL I P e
miz--> 0 100 150 200 250 300 350 400 450
Abundance #126209: Methyl tetradecanoate T .
74.0 19.00 19.50
m/z 41.15 29.82%
5000
5.0 ‘ h 143.0 199 0
_muwklwm‘u‘Mw\,wwwH_M,W_H — =
m/z--> 0 50 100 150 200 250 300 350 400 450 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82521\
Data File : BG@49974.D

Acqg On : 25 Aug 2021 18:59
Operator : CG/JU

Sample : M3530-01 5X

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown3.067 3.067 3.0 ng 30355 1 7.978 205929 20.0
Hexadecanoic ac... 18.040 11.4 ng 229308 4 17.394 402596 20.0
Naphtho[2,3-b]n... 18.322 2.3 ng 45683 4 17.394 402596 20.0
4H-Cyclopenta[d... 18.469 3.7 ng 75341 4 17.394 402596 20.0
Methyl 9-cis,11... 19.180 28.2 ng 568444 4 17.394 402596 20.0
9-Octadecenoic ... 19.215 34.6 ng 697287 4 17.394 402596 20.0
Pentadecanoic a... 19.345 6.7 ng 134343 4 17.394 402596 20.0
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