LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29716.D

Acqg On : 29 Apr 2021 19:22
Operator : CG/JU

Sample : M2191-01 2X

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 M\Methods\8270-BM043021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BM@29716.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 4.752 309 317 321 rBV3 9118 16482 1.03% 0.148%
2 5.193 386 392 405 rBvV 357068 534416 33.52% 4.786%
3 6.775 653 661 677 rBV 324854 573483 35.97% 5.136%
4 7.592 793 800 812 rBV 248636 401847 25.20%  3.599%
5 8.751 990 997 1007 rBV 201824 353776 22.19% 3.168%
6 10.375 1264 1273 1287 rBV 306907 525255 32.94% 4.704%
7 12.857 1688 1695 1704 rBV 681585 1019427 63.94% 9.129%
8 13.074 1726 1732 1740 rVB3 12510 20715 1.30% 0.186%
9 13.710 1835 1840 1844 rBV 12979 20490 1.29% 0.183%
10 14.157 1910 1916 1921 rVB 13303 20234 1.27% 0.181%
11 14.245 1923 1931 1938 rBV 490717 734771 46.08% 6.580%
12 15.110 2073 2078 2083 rVB2 13757 18599 1.17% 0.167%
13 15.739 2179 2185 2195 rBV 455333 682825 42.83% 6.115%
14 15.974 2220 2225 2233 rBV3 17639 38952 2.44% 0.349%
15 16.768 2356 2360 2364 rBV3 12999 17325 1.09% 0.155%
16 16.815 2364 2368 2375 rVB5 11146 18301 1.15% 0.164%
17 16.986 2391 2397 2402 rBV 588725 857843 53.80% 7.682%
18 17.027 2402 2404 2410 rVB 46690 62733 3.93% 0.562%
19 17.121 2417 2420 2427 rVB 11420 18290 1.15% 0.164%
20 17.674 2509 2514 2518 rBV 61005 72792 4.57% 0.652%

21 17.898 2547 2552 2563 rBV2 87592 145837 9.15%
22 18.192 2599 2602 2606 rBv4 15012 16047 1.01%
23 18.821 2704 2709 2712 rBV 253796 319376 20.03%
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24 18.851 2712 2714 2724 rVB2 185759 244954 15.36% 194%
25 18.986 2734 2737 2742 rVB2 33180 37477  2.35% 336%
26 19.051 2743 2748 2753 rBV 81517 125903 7.90% 1.128%
27 19.186 2767 2771 2778 rBv4 49492 97012 6.08% 0.869%
28 19.409 2806 2809 2820 rVB 83445 132294 8.30% 1.185%

29 19.621 2840 2845 2853 rBV 1248054 1594454 100.00% 14.279%
30 20.903 3060 3063 3070 rBv4 101813 158178 9.92% 1.417%

31 21.174 3104 3109 3114 rBV 882642 1153706 72.36% 10.332%
32 23.350 3474 3479 3487 rVB2 609539 1132672 71.04% 10.144%

Sum of corrected areas: 11166466
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 29 Apr 2021 19:22
: CG/JU
: M2191-01 2X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM043021\
BM029716.D

: 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29716.D

Acqg On : 29 Apr 2021 19:22
Operator : CG/JU

Sample : M2191-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.898 3.40 ng 145837  Phenanthrene-die 16.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 76
3 n-Decanoic acid 172 C10H2002 000334-48-5 49
4 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 46
5 Tridecanoic acid 214 C13H2602 000638-53-9 46

Abundance Scan 2552 (17.898 min): BM029716.D\data.ms (-2547) - m/z 73.05 100.00%
73
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— ——
“ ‘ ‘ 1711 256.3 17.50 18.00
Obrrrrrrrttethl M m/z 43.05 78.67%
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Abundance #107548: n-Hexadecanoic acid
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‘ ‘ ‘ 171.0
O\\w\l‘u‘“‘u”\”\
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Abundance #95851: Pentadecanoic acid
43.0 73.0
— ——
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5000 129.0 ITI/Z 60.00 62.77%
199.0 2420
oberh i, 158,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39472: n-Decanoic acid “ R
60.0 17.50 18.00
m/z 55.05 56.64%
5000 29.0 1290 WWKWJKWWJ&MWWMAMWM
T
O bt by bbb e — —
m/z--> 20 40 60 80 100120140160180200220240260280 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29716.D

Acqg On : 29 Apr 2021 19:22
Operator : CG/JU

Sample : M2191-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 9,12-Octadecadienoic acid (... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.821 7.45 ng 319376  Phenanthrene-d10 16.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
2 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 98
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 98
5 Methyl 9-cis,1l-trans-octadecadi... 294 C19H3402 1000336-44-0 98

Abundance Scan 2709 (18.821 min): BM029716.D\data.ms (-2704) - m/z 67.05 100.00%
67.0

ﬁ.

5000
:
18.50 19.00
0 m/z 81.05 87.96%
miz--> 50 100 150 200 250
Abundance #139726: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
5000 e s
18.50 19.00
09.0 o
29.0 oy m/z 55.10 62.62%
263.0 :
obL, \“ | ) il ‘m\‘ m “\‘1‘&‘1‘0 2200 1~ |
miz--> 100 150 200 250
Abundance #139734. 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0
— ——
18.50 19.00
5000 m/z 95.10 58.21%
030 294.C
oLl LLL Ly s 290 |
m/z--> 50 200 250
Abundance  #139708: 9,12—Octadecad|enoic acid, methyl ester = —
67.0 18.50 19.00
m/z 41.05 56.61%
5000
29.0 09.0
294.C
oL L b il uh ‘nhwu”‘ m i 2280 26307 = .
mlz--> 50 100 150 200 250 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29716.D

Acqg On : 29 Apr 2021 19:22
Operator : CG/JU

Sample : M2191-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

18.851 5.71 ng 244954  Phenanthrene-die 16.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 93
2 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 87
3 cis-13-Octadecenoic acid, methyl... 296 C19H3602 1000333-58-3 86
4 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 70
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 70

Abundance Scan 2714 (18.851 min): BM029716.D\data.ms (-2712) - m/z 55.10 100.00%
55.1

5000

—

222.3 264.1

— —
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0! m/z 41.10 84.15%
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Abundance #141300: 9-Octadecenoic acid (Z)-, methyl ester
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222.0
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296.0
0,1-5-0 ‘u\“hu‘u\‘u‘ \!h T ;\L AR \‘ :
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Abundance #141290: 11-Octadecenoic acid, methyl ester
T —
18.50 19.00
m/z 74.00 62.85%
5000 264.0
23.0 222.0
180.0 ‘ ‘ 296.0
0! m‘H\th‘ \!\ - i R B ‘\‘ :
m/z--> 50 100 150 200 250 300
Abundance #141299: cis-13-Octadecenoic acid, methyl ester - Pl sn Lo
55.0 18.50 19.00
m/z 97.10 54.59%
5000 97.0
2220 264.
38.0 180.0 .
m/z--> 50 100 150 200 250 300 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29716.D

Acqg On : 29 Apr 2021 19:22
Operator : CG/JU

Sample : M2191-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 unknownl9.409 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.409 2.29 ng 132294 Chrysene-d12 21.174
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene 202 C16H10 000129-00-0 93
2 Fluoranthene 202 C1l6H10 000206-44-0 72
3 1-Leucine, N-methyl-N-(2-methoxy... 485 C28H55NO5 1000328-55-1 47
4 1-Leucyl-1l-leucine, N,N'-dimethy... 430 C22H42N206 1000328-59-0 47
5 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C1l6H10 000886-66-8 45

Abundance Scan 2809 (19.409 min): BM029716.D\data.ms (-2806) (-  m/z 202.10 100.00%

202.1
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Py
570 1010 19.50
O pheodedi o 2202 289:2275.1 3851 p 7 2ee.05  23.75%
mlz--> 50 100 150 200 250 300 350
Abundance #62822: Pyrene
202.0
5000 A\/\\”\\‘N/\\A\
19.50
m/z 201.05 17.11%
101.0
oh. 630 | 150.0 |
LI ‘ T TT ‘ T T T ‘ T T T ‘ L ‘ L ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #62827: Fluoranthene
202.0
19.50
5000 m/z 203.10 15.94%
101.0
oL 630 " 1500 |
R e e T I B B I RS
miz--> 50 100 150 200 250 300 350
Abundance #233434: I-Leucine, N-methyl-N-(2-methoxyethoxycarbor e
202.0 19.50
m/z 101.00 10.00%
5000
59"0 100.0 15§.O ‘
0
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@43021\
Data File : BM@29716.D

Acqg On : 29 Apr 2021 19:22
Operator : CG/JU

Sample : M2191-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 6 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.903 2.74 ng 158178 Chrysene-d12 21.174
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 89
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 83
3 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 83
4 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 81
5 Hexadecanoic acid, 2-hydroxy-, m... 286 C17H3403 016742-51-1 76

Abundance Scan 3063 (20.903 min): BM029716.D\data.ms (-3060) (- m/z 57.05 100.00%

57.0
5000
111
226.1 —
163.1 21.00
oL il \‘ m‘ “‘LH\\“\\‘MH " ‘ s ‘H.\ \H“ ek ‘2??11‘ “3:5‘5”1‘ : “}‘2%‘ m/z 43.10 95.17%
mlz--> 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene
53.0
5000 L
11.0 21.00
m/z 55.10 80.69%
O T \“f“ TJ1670 ‘ L ‘ T \\3?\8\0\ T ‘ L ‘ TTTT
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecyl ester
3.0
——
7.0 21.00
5000 m/z 69.10 73.86%
OJJM \\‘\‘ “HJ‘L“\ \“"““‘2\2\4'9‘”H‘HH‘HH‘HH AAM“J\Mw/\/
miz--> 50 100 150 200 250 300 350 400
Abundance #202424: Nonadecyl trifluoroacetate ——
57.0 21.00
m/z 83.10 73.50%
111.0
5000
311.0
oL LLALLLLL13E70 o 2000105620 -
m/z--> 50 100 150 200 250 300 350 400 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29716.D

Acqg On : 29 Apr 2021 19:22
Operator : CG/JU

Sample : M2191-01 2X

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@43021.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|
n-Hexadecanoic ... 17.898 3.4 ng 145837 4 16.992 857843 20.0
9,12-Octadecadi... 18.821 7.5 ng 319376 4 16.992 857843 20.0
9-Octadecenoic ... 18.851 5.7 ng 244954 4 16.992 857843 20.0
unknown19.409 19.409 2.3 ng 132294 5 21.174 1153710 20.0
1-Docosene 20.903 2.7 ng 158178 5 21.174 1153710 20.0

8270-BM@43021.M Fri Apr 30 14:42:13 2021 Pag 8



