LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM028585.D

Acqg On : 28 Jan 2021 13:41
Operator : CG/JU

Sample 1 M1249-03

Misc :

ALS vial : 4 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@28585.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.016 305 311 316 rBV2 6319 9743 1.03% 0.099%
2 5.516 387 396 405 rBvV 445586 639873 67.78% 6.507%
3 7.157 669 675 688 rVB 411428 673315 71.33% 6.847%
4 7.963 806 812 820 rVB 106961 169188 17.92% 1.721%
5 9.139 1005 1012 1021 rBV 261557 425840 45.11%  4.330%
6 10.781 1283 1291 1298 rBV 140966 231143 24.49% 2.351%
7 13.233 1701 1708 1715 rBV 536282 776379 82.24%  7.895%
8 14.069 1845 1850 1855 rVB 10985 16983 1.80% 0.173%
9 14.251 1876 1881 1886 rBV3 7990 12774 1.35% 0.130%
10 14.474 1915 1919 1929 rVB4 7178 17201 1.82% 0.175%
11 14.610 1936 1942 1949 rBV2 186469 281178 29.79%  2.859%
12 15.021 2008 2012 2018 rVB3 8403 13624 1.44% 0.139%
13 15.810 2140 2146 2156 rVB2 9723 24238 2.57% 0.246%
14 16.039 2181 2185 2189 rBV3 7530 12656 1.34% 0.129%
15 16.098 2189 2195 2204 rVV 436683 604223 64.01% 6.144%
16 16.374 2237 2242 2250 rVB3 14900 27082 2.87% 0.275%
17 16.733 2296 2303 2315 rVB4 42937 78951 8.36% ©0.803%
18 16.886 2324 2329 2336 rBV 5746 9474 1.00% 0.096%
19 17.345 2401 2407 2412 rBV 218372 303470 32.15% 3.086%
20 18.109 2532 2537 2540 rBV5 5901 11669 1.24% 0.119%
21 18.168 2543 2547 2550 rBV3 23987 35122 3.72% 357%

22 18.227 2550 2557 2575 rVB 359241 568545 60.23%
23 18.504 2599 2604 2608 rBV 78237 120176 12.73%
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24 18.545 2608 2611 2624 rVB 66761 108531 11.50% 104%
25 18.709 2637 2639 2645 rVB2 8606 11812 1.25% 120%
26 18.921 2663 2675 2680 rBV 80847 292444 30.98%  2.974%
27 18.968 2681 2683 2695 rVB 86201 133169 14.11% 1.354%
28 19.062 2695 2699 2706 rVB 16218 22471 2.38% ©.229%
29 19.292 2735 2738 2741 rBV2 11172 13246 1.40% 0.135%
30 19.345 2743 2747 2749 rW2 27951 36356 3.85% ©.370%
31 19.374 2749 2752 2762 rVV4 36411 84572  8.96% 860%

32 19.492 2765 2772 2787 rVB 469654 706539 74.85%
33 19.939 2843 2848 2854 rBV 738829 943989 100.00%
34 20.386 2916 2924 2935 rBV 172253 423256 44.84%
35 20.556 2950 2953 2957 rBV3 14777 19700 2.09%
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36 21.180 3055 3059 3065 rBV 145395 162087 17.17% 1.648%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM028585.D

Acqg On : 28 Jan 2021 13:41
Operator : CG/JU

Sample 1 M1249-03

Misc :

ALS vial : 4 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 21.368 3084 3091 3099 rBV = 222888 441162 46.73%  4.486%
38 21.480 3106 3110 3116 rVB 268539 348281 36.89%  3.542%
39 22.215 3228 3235 3244 rVB2 158933 404928 42.90%  4.118%
40 23.168 3392 3397 3410 rVB 105989 285659 30.26%  2.905%

41 23.750 3490 3496 3503 rVB 173766 332551 35.23% 3.382%

Sum of corrected areas: 9833600
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28585.D

Acqg On : 28 Jan 2021 13:41
Operator : CG/JU

Sample : M1249-03

Misc :

ALS vial : 4 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: BM028585.D\data.ms
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Abundance TIC: BM028585.D\data.ms
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Abundance TIC: BM028585.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28585.D

Acqg On : 28 Jan 2021 13:41
Operator : CG/JU

Sample : M1249-03

Misc :

ALS vial : 4 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 4-((1E)-3-Hydroxy-1-propeny... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

16.733 5.20 ng 78951  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-((1E)-3-Hydroxy-1-propenyl)-2-... 188 C18H1203 1000297-95-5 64
2 3,7-Benzofurandiol, 2,3-dihydro-... 180 C10H1203 017781-15-6 43
3 2-Methylthianaphthene-1,1 dioxide 180 C9H802S 006224-55-1 35
4 4-Isopropylthiophenol 152 C9H12S 004946-14-9 30
5 5-(Acetylaminomethyl)-4-amino-2-... 180 C8H12N40 023676-63-3 25

Abundance Scan 2303 (16.733 min): BM028585.D\data.ms (-2296) (-  m/z 137.00 100.00%

137.0
180.0
5000 :
: cetrpe™ e g
16.50 17.00
0! m/z 124.05 59.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45271: 4-((1E)-3-Hydroxy-1-propenyl)-2-methoxypheno
137.0
180.0
5000 T T \NM T T AA\ T T
16.50 17.00
m/z 180.00 57.57%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45270: 3,7-Benzofurandiol, 2,3-dihydro-2,2-dimethyl-
137.0
)G TR
16.50 17.00
5000 ITI/Z 91.05 47 .86%
180.0
410 650 910 ‘
bbbt B A AL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46231: 2-Methylthianaphthene-1,1 dioxide c — W‘Jh
137.0 16.50 17.00
m/z 178.05 44.71%
109.0
5000
180.0
63.0
87,0 |
0! R B e e
m/z--> 20 40 60 80 100 120 140 160 180 200 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28585.D

Acqg On : 28 Jan 2021 13:41
Operator : CG/JU

Sample : M1249-03

Misc :

ALS vial : 4 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 cis-9-Hexadecenoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.168 2.31 ng 35122  Phenanthrene-die 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 72
2 Palmitoleic acid 254 C16H3002 000373-49-9 62
3 E-9-Tetradecenoic acid 226 C14H2602 1000131-35-8 46
4 Z-7-Tetradecenoic acid 226 C14H2602 1000130-98-4 38
5 17-Octadecynoic acid 280 C18H3202 034450-18-5 38

Abundance Scan 2547 (18.168 min): BM028585.D\data.ms (-2543) (- m/z 55.10 100.00%
1

55
5000
83.0
— —
‘ H ‘ 110.0937.0 167.0 236.2 18.00 18.50
Oberrerroll JMM Al 2080 m/z 41.e5  52.47%
m/z--> 20 40 60 80 100120 140 160180 200 220240
Abundance #105678: cis-9-Hexadecenoic acid
55.0
5000 83.0 — —
18.00 18.50
111.0 m/z 69.10 42.41%
o 20U AL 238 0ae5.0 2040 2350
\H‘H\\i\\\ ”‘\MHHH‘\‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #105669: Palmitoleic acid
55.0
= —
83.0 18.00 18.50
5000 ITI/Z 83.05 27.37%
111.0
UL oo =0
O brrrprrrr il
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #82768: E-9-Tetradecenoic acid = T
55.0 18.00 18.50
m/z 43.00 26.87%
5000
83.0
Il h\\ HH [ 13701680 2080
O Lerrrrrr el e == =
m/z--> 20 40 60 80 100120 140160180 200 220 240 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28585.D

Acqg On : 28 Jan 2021 13:41
Operator : CG/JU

Sample : M1249-03

Misc :

ALS vial : 4 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 2
R.T. EstConc Area Relative to ISTD R.T.
18.227 37.47 ng 568545  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Tetradecanoic acid 228 C14H2802 000544-63-8 59

Abundance Scan 2557 (18.227 min): BM028585.D\data.ms (-2550) (-  m/z 43.10 100.00%

43.1 73.0
5000 129.0
213.2 — i
‘ 1711 256.3 18.00 18.50
I m/z 73.00 99.17%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 CT T R
18.00 18.50
1710 2130 2560 m/z 60.00 90.78%
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #72647: Tridecanoic acid
73.0
—r= —
43.0 18.00 18.50
5000 129.0 m/Z 41.10 78.27%
171.0
214.0
oberb fiol,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #95851: Pentadecanoic acid = —
43.0 73.0 18.00 18.50
m/z 57.10 74.02%
5000 129.0
‘ 199.0 2420
O‘H‘AHWMmM 18, —= —r
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@12821\
Data File : BM@28585.D

Acqg On : 28 Jan 2021 13:41
Operator : CG/JU

Sample : M1249-03

Misc :

ALS vial : 4 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 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.504 7.92 ng 120176  Phenanthrene-die 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 94
2 2-Allyl-3-ethoxy-4-methoxyphenol 208 C12H1603 1000122-70-6 62
3 Benzenamide, N-cyano-3,4,5-trime... 208 C10H12N203 055305-77-6 49
4 Benzene, 1,2,3-trimethoxy-5-(2-p... 208 C12H1603 000487-11-6 46
5 3-methoxy-4,5-methylenedioxyphen... 208 C11H1204 1000378-94-5 43

Abundance Scan 2604 (18.504 min): BM028585.D\data.ms (-2599) (-  m/z 208.05 100.00%

208.1
165.0
5000 137.0
77.0

‘ ‘105 0 | ‘ 18.50
‘wwjﬂwwhﬂkﬂwwm‘thw‘m‘ﬂ”ww‘w‘ww‘%§%§ m/z 165.00  55.72%

m/z--> 40 60 80 100120140160 180200 220240 260 280
Abundance  #67310: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
5000 165.0

°©

18.50
137.0 m/z 137.00 44.57%
O TTT ‘H\ \‘H‘\ “‘\“‘\ \‘}Hﬂ\ }‘F\ ‘ }‘H\ T \‘i“\ T \‘HN‘ \“”\ T ‘H\‘\ T \‘\‘\ ‘ T ‘\ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 40 60 80 100120 140 160 180200 220 240 260 280
Abundance #67485: 2-Allyl-3-ethoxy-4-methoxyphenol
208.0
165.0 e
137.0 18.50
5000 ITI/Z 180.00 30.38%
43.0 91.0
m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280
Abundance  #67174: Benzenamide, N-cyano-3,4,5-trimethoxy- M |
208.0 18.50
m/z 77.00 26.31%
5000 165.0

53.0 93.0 135.0

IR T AR W

m/z--> 40 60 80 100120140 160 180200 220 240 260 280 18.50

-

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28585.D

Acqg On : 28 Jan 2021 13:41
Operator : CG/JU

Sample : M1249-03

Misc :

ALS vial : 4 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 wunknownl8.54 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.545 7.15 ng 108531  Phenanthrene-die 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Methyl-1-phenazinol 210 C13H1©N20 013860-43-0 30
2 4'-(.beta.-Chloroethyl)acetophenone 182 C10H11C10 069614-95-5 30
3 1-Hydroxy-6-methylphenazine 210 C13H1eN20 014031-08-4 30
4 Benzene, 1l-methyl-4-(phenylmethyl)- 182 C14H14 000620-83-7 30
5 3-Isopropyl-1-methyl-4-methylami... 182 C9H14N202 1000296-12-2 25

Abundance Scan 2611 (18.545 min): BM028585.D\data.ms (-2608) (-  m/z 167.10 100.00%

167.1 210.1
5000
77.0
121.0 ey
39.0 ‘ 18.50
0 el 285 iz 216010 89.15%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #69298: 9-Methyl-1-phenazinol
210.0
5000 el :
18. 50
1810 m/z 154.0 38.32%
0 39\0 76\\0\\\1‘0‘50 138.0 i ‘\ ‘
\H‘HH‘\H\’\\H‘HH‘H\\‘HH‘\H\’HH’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #46800: 4'-(.beta.-Chloroethyl)acetophenone
167.0
T W : ‘ w‘/\‘
18.50
103.0
43.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #69302: 1-Hydroxy-6-methylphenazine
210.0 18.50
m/z 77.00 32.05%
5000
181.0
ol 280 630 1050 150 ﬁ ]

m/z--> 20 40 60 80 100120140160180200220240260280 18 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28585.D

Acqg On : 28 Jan 2021 13:41
Operator : CG/JU

Sample : M1249-03

Misc :

ALS vial : 4 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 Heptadecane, 9-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.921 19.27 ng 292444  Phenanthrene-die 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 2675 (18.921 min): BM028585.D\data.ms (-2663) (- m/z 57.10 100.00%
57.1

> J/L@
——
9.1
19.00
141.1 207.0
I — \““h‘ L, 2010 2671 h; 4310 62.68%
mlz--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 T
19.00
m/z 71.10 60.44%
9.0 239.0
oL L1 14101830 250281 03230
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
——
19.00
5000 ITI/Z 85.10 46.06%
‘ 9.0
41.0
o501 i1 101302250 200
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane T
57.0 19.00
m/z 55.10 25.43%
5000
9.0
o150 | || [] | 14101830225.0267.03000 380
B R A B T 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@12821\
Data File : BM@28585.D

Acqg On : 28 Jan 2021 13:41

Operator : CG/JU

Sample : M1249-03

Misc

ALS vial : 4 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 7 unknownl8.96 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
18.968 8.78 ng 133169  Phenanthrene-die 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Bis(2-ethylhexyl) methylenesucci...
2 1-Pentanol, 3-methyl-2-propyl-

3 Pyrazole, 3-nitro-

4 Cyclohexane, 1,1'-[1,2-bis(1,1-d...
5 6,6-Dibutoxyhexanoic acid, butyl...

354 C21H3804
144 C9H200
113 C3H3N302
306 C22H42
316 C18H3604

Abundance Scan 2683 (18.968 min): BM028585.D\data.ms (-2681) (-
57.1

1131

002287-83-4 28
054004-40-9 28
026621-44-3 27
065149-85-1 25
1000280-29-0 17

m/z 57.10 100.00%

-

5000
19.00
169.2 :
ol oA “ b 2080 2810 m/z 113.10  53.49%
m/z--> 50 100 150 200 250 300
Abundance #186656: Bis(2-ethylhexyl) methylenesuccinate
57.0
113.0
5000 T
19.00
m/z 97.10  49.56%
O ]\-8\.(&\ ‘“ “\ “‘ \‘h”\ ‘ \‘ T “1‘ %5’4\.0\ \1-9\5‘.0\ T 2\4\3’0\ T \2\97‘.0\ L
m/z--> 50 100 150 200 250 300
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl-
57.0
——
19.00
5000 113.0 ITI/Z 55.10 30.84%
15. | |
(o e
m/z--> 50 100 150 200 250 300
Abundance #6850: Pyrazole, 3-nitro- —
118.0 19.00
m/z 83.10 20.65%
5000
40.0
0 “‘“NN‘M LA A a e S B S ——
m/z--> 50 100 150 200 250 300 19.00

8270-BM012021.M Fri Jan 29 12:54:48 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28585.D

Acqg On : 28 Jan 2021 13:41
Operator : CG/JU

Sample : M1249-03

Misc :

ALS vial : 4 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 9,12-Octadecadienoic acid (... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.345 2.40 ng 36356 Phenanthrene-die 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,Z)- 280 C18H3202 000060-33-3 91
2 Bicyclo[2.2.2]octane, 2-methyl- 124 C9H16 000766-53-0 91
3 1,9-Cyclohexadecadiene 220 C1l6H28 004277-06-9 91
4 9,12-Octadecadien-1-0l, (Z,Z)- 266 C18H340 000506-43-4 91
5 1-Hexadecyne 222 C16H30 000629-74-3 87

Abundance Scan 2747 (19.345 min): BM028585.D\data.ms (-2743) - m/z 67.10 100.00%

67.1
5000
09.1 ‘ T T ‘ T
| 501 2070 282.( 19.00 19.50
0 Wl b m/z 81.05  81.15%
miz--> 50 100 150 200 250
Abundance #127648: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000 — —
96.0 19.00 19.50
m/z 55.10 67.87%
29.0‘ “ 136.0 280.C
oL ‘\“ ‘M m | L il HH‘wH‘\ “‘H‘“Hh; \}\ “:‘LS‘Z"O‘ ‘22‘3"0‘ — 1 :
miz--> 50 100 150 200 250
Abundance #10702: Bicyclo[2.2.2]octane, 2-methyl-
67.0
124.0 = I
19.00 19.50
5000 m/Z 41.10 63.10%
oL . ‘h‘\‘m ‘\h‘ 1 “‘ — — —
miz--> 50 100 150 200 250
Abundance #77676: 1,9-Cyclohexadecadiene o —
67.0 19.00 19.50
m/z 82.05 47.99%
5000 96.0
220.0
NI Miew
o AT om0 | gl
m/z--> 50 100 150 200 250 19.00 19.50

8270-BM012021.M Fri Jan 29 12:54:48 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28585.D

Acqg On : 28 Jan 2021 13:41
Operator : CG/JU

Sample : M1249-03

Misc :

ALS vial : 4 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 9-Octadecenoic acid, (E)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.374 5.57 ng 84572  Phenanthrene-die 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 90
2 6-Octadecenoic acid 282 C18H3402 1000336-66-8 90
3 Oleic Acid 282 C18H3402 000112-80-1 90
4 cis-Vaccenic acid 282 C18H3402 000506-17-2 78
5 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 78

Abundance Scan 2752 (19.374 min): BM028585.D\data.ms (-2749) - m/z 43.10 100.00%
43.1

83.1
5000
e —-
| “ | 19.00 19.50
o“HW‘JMHJWﬂu m/z 55.18  99.02%
miz--> 20 40 60 80 100120140160 180200220 240260280
Abundance #129352: 9-Octadecenoic acid, (E)-
54
[ [

19.00 19.50
m/z 57.10 83.92%

.0
5000
180.0 222.0

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #129340: 6-Octadecenoic acid
55.0 97.0

o

-

I —
19.00 19.50

5000 m/z 69.10 76.38%
37.0 180.0 222.0
0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #129338: Oleic Acid T ——
55.0 19.00 19.50
m/z 83.10 75.40%
97.0
5000
264.0
| 3701650 2220
Ol A — e
m/z--> 20 40 60 80 100120140160180200220240260280 19.00 19.50

8270-BM012021.M Fri Jan 29 12:54:49 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28585.D

Acqg On : 28 Jan 2021 13:41
Operator : CG/JU

Sample : M1249-03

Misc :

ALS vial : 4 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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

19.492 40.57 ng 706539 Chrysene-d12 21.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 81
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 62

Abundance Scan 2772 (19.492 min): BM028585.D\data.ms (-2765) (- m/z 43.10 100.00%
43.1 73.0

5000

-

129.1
1851 2412 ) -
oy
0 el ML AL m/z 73.85  85.60%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 284.C —
1850 2410 19.50
m/z 60.00 80.23%
0 T \‘\‘! \W\ \”!H \H‘\‘\”‘HJ“C \Wh“‘\‘ \”M ‘”r‘“‘\‘\ \”“‘\ T \" T \‘1 | e \“ e “\‘\ T “\ T \‘\ (RARRN \‘\ T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107549: n-Hexadecanoic acid
60.0
T
19.50
5000 129.0 ITI/Z 57.10 76.93%

1710 2130 256.0

-

0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84453: Tetradecanoic acid T
73.0 19.50
43.0 m/z 41.10 72.76%
5000
129.0
185.0 228.0
O et e it i b e e ey —
m/z--> 20 40 60 80 100120140160180200220240260280 19.50

8270-BM012021.M Fri Jan 29 12:54:49 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28585.D

Acqg On : 28 Jan 2021 13:41
Operator : CG/JU

Sample : M1249-03

Misc :

ALS vial : 4 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 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.386 24.31 ng 423256 Chrysene-d12 21.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2924 (20.386 min): BM028585.D\data.ms (-2916) (- m/z 57.10 100.00%
57.1
— —
‘ 90 a1 20.00 20.50
ol A I 101118322252 20513409 m/z 43.10  65.79%
mlz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 — —
20.00 20.50
9.0 m/z 71.10 60.32%
oL ‘L‘ 1 )] | 141:0183.02250267.03000 367.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
— —=
20.00 20.50
5000 m/z 85.05 43.77%
9.0
0 \‘ L ‘“\ I h‘ | ]‘\.4-}9 183'0225'0267'0 338.0
A A e e
miz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane T —7
57.0 20.00 20.50
m/z 55.10 24.50%
5000
9.0
oLl i), 1410183.02250 281.0 337.0 394
e L AL e B S — —
m/z--> 50 100 150 200 250 300 350 20.00 20.50

8270-BM012021.M Fri Jan 29 12:54:50 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28585.D

Acqg On : 28 Jan 2021 13:41
Operator : CG/JU

Sample : M1249-03

Misc :

ALS vial : 4 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 n-Nonadecanol-1 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.180 9.31 ng 162087 Chrysene-d12 21.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
4 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91
5 2- Chloropropionic acid, hexadec... 332 C19H37C102 086711-81-1 91

Abundance Scan 3059 (21.180 min): BM028585.D\data.ms (-3055) (- m/z 55.05 100.00%
29 =

55.0
5000 1111
— —
21.00 21.50
0 A \“n“‘w 199,12071 2680 3560 4291 ., 4319  99.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #131391: n-Nonadecanol-1
83.0
5000 — ——
21.00 21.50
29 m/z 57.10 95.71%
Lo 2o
0 \\‘\‘r“‘\\‘\\H“\‘\“\‘l““\“\\\‘\\\‘1‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55.0
T —
21.00 21.50
5000 11.0 ITI/Z 83.10 83.27%
0 | Lo a0
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester —y —
57.0 21.00 21.50
m/z 69.10 73.36%
210.0
o LLLULI goso?902s50  s60 e IV
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50

8270-BM012021.M Fri Jan 29 12:54:51 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28585.D

Acqg On : 28 Jan 2021 13:41
Operator : CG/JU

Sample : M1249-03

Misc :

ALS vial : 4 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 Tetracosane, 11l-decyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.368 25.33 ng 441162 Chrysene-d12 21.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
2 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Pentacosane 352 (C25H52 000629-99-2 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3091 (21.368 min): BM028585.D\data.ms (-3084) (- m/z 57.10 100.00%

57.1
5000
= T
‘ I 169.2 2392 2190 2150
ob—L4 ‘H‘M o 2302 80923561 4290 /7 43,10 64.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 — ——
21.00 21.50
m/z 71.10 60.97%
13.0 239
ol JITT7 1690 230 2940 3520
\\‘\\\‘\\\\‘\\\\[\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #232379: Tetracosane, 11-decyl-
57.0
= T
21.00 21.50
5000 m/z 85.10 44.74%
‘ } ]le 169.0 337.0
ol LI T, 3690 2250 2810 3970 3030
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane — —
57.0 21.00 21.50
m/z 55.10  24.33%
B WM
1
o ““‘ | 13130 160.0 2250 281.0 337.0 394.0
““““ — —
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50

8270-BM012021.M Fri Jan 29 12:54:51 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28585.D

Acqg On : 28 Jan 2021 13:41
Operator : CG/JU

Sample : M1249-03

Misc :

ALS vial : 4 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 Octadecane, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22.215 23.25 ng 404928 Chrysene-d12 21.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 2-methyloctacosane 408 C29H60 1000376-72-8 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 3235 (22.215 min): BM028585.D\data.ms (-3228) (- m/z 57.10 100.00%
57.1

%ﬁ

5000
71 22.00 22.50
o‘HH_mmH?T}HE?ﬁ‘quwHﬁl‘?ﬁ_wwwwm m/z 43.10 64.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #117648: Octadecane, 2-methyl-
43.0
5000 — ——
22.00 22.50
m/z 71.10 62.00%
| F 0 225.0
O‘\H ‘\H\ \HY‘H\\’HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
—— ——
22.00 22.50
5000 ITI/Z 85.10 46.60%

1 J (}27-0197.0 267.0337.0407.0 491.0562.0

|

%

Ot e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
57.0 22.00 22.50
m/z 55.10 24.52%
5000

L BT019700670 3650
o""""‘w""""u,""""w""""‘_Ww_www

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 22.00 22.50

:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28585.D

Acqg On : 28 Jan 2021 13:41
Operator : CG/JU

Sample : M1249-03

Misc :

ALS vial : 4 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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.168 17.18 ng 285659 Perylene-di2 23.750
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Tetracosane, 1l-decyl- 479 C34H70 055429-84-0 90
4 Octacosane 394 (C28H58 000630-02-4 90
5 Pentacosane 352 C25H52 000629-99-2 87

Abundance Scan 3397 (23.168 min): BM028585.D\data.ms (-3392) - m/z 57.10 100.00%
57.1

-

5000
2300 2350
7.1 : .
197.1 .
o‘HH_Jmﬂ‘lfwmw,mﬁ?%‘lﬁﬁs‘:‘lwwf'ﬂ?"ﬁapom_wm m/z 43.10 63.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129492: Eicosane
57.0
5000 — ——
23.00 23.50
m/z 71.10 61.56%
0 HJJJ%?%ngIO 282.0
‘\H\‘H\\‘\\\\‘\H\’H\\‘\\\\‘\\H‘\H\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
—— —
23.00 23.50
5000 m/z 85.10 43.14%

1 || £27:0197.0267.0337.0407.0 491.0562.0

|

-

Ot e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #232379: Tetracosane, 11-decyl- T —
57.0 23.00 23.50
m/z 55.10  23.90%
5000

-

o 17721970 267.0337.9.406.0
AT 19702670337 04060 .

— \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM028585.D

Acqg On : 28 Jan 2021 13:41
Operator : CG/JU

Sample 1 M1249-03

Misc :

ALS vial : 4 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|
4-((1E)-3-Hydro... 16.733 5.2 ng 78951 4 17.345 303470 20.0
cis-9-Hexadecen... 18.168 2.3 ng 35122 4 17.345 303470 20.0
n-Hexadecanoic ... 18.227 37.5 ng 568545 4 17.345 303470 20.0
3,5-Dimethoxy-4... 18.504 7.9 ng 120176 4 17.345 303470 20.0
unknown18.54 18.545 7.2 ng 108531 4 17.345 303470 20.0
Heptadecane, 9-... 18.921 19.3 ng 292444 4 17.345 303470 20.0
unknown18.96 18.968 8.8 ng 133169 4 17.345 303470 20.0
9,12-Octadecadi... 19.345 2.4 ng 36356 4 17.345 303470 20.0
9-Octadecenoic ... 19.374 5.6 ng 84572 4 17.345 303470 20.0
Octadecanoic acid 19.492 40.6 ng 706539 5 21.480 348281 20.0
Hexacosane 20.386 24.3 ng 423256 5 21.480 348281 20.0
n-Nonadecanol-1 21.180 9.3 ng 162087 5 21.480 348281 20.0
Tetracosane, 11... 21.368 25.3 ng 441162 5 21.480 348281 20.0
Octadecane, 2-m... 22.215 23.3 ng 404928 5 21.480 348281 20.0
Eicosane 23.168 17.2 ng 285659 6 23.750 332551 20.0
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