LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29729.D

Acqg On : 30 Apr 2021 14:57

Operator : CG/JU

Sample : M2207-01

Misc . TP-6A-5-COMP

ALS vial : 7 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@29729.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.193 385 392 404 rBVY 952801 1336136 30.23% 6.350%
2 6.781 655 662 677 rBvV 849809 1384867 31.33% 6.582%
3 7.587 793 799 806 rBV 200565 311637 7.05% 1.481%
4 8.746 989 996 1007 rBV 565968 916445 20.74%  4.356%
5 10.369 1264 1272 1279 rBV 243947 413456  9.35% 1.965%

6 12.851 1687 1694 1705 rBV 1768458 2576736 58.30% 12.247%
7 13.139 1738 1743 1750 rVB 27379 46608 1.05% ©.222%
8 13.698 1833 1838 1846 rVB 105940 149742 3.39% ©0.712%
9 14.233 1924 1929 1937 rVB 405823 603463 13.65% 2.868%
10 15.733 2178 2184 2192 rVB 1547448 2205778 49.91% 10.484%

11 16.033 2230 2235 2243 rVB2 32281 60336 1.37% ©.287%
12 16.292 2274 2279 2283 rBV 29491 52208 1.18% 0.248%
13 16.386 2289 2295 2307 rVB3 132104 324101 7.33%  1.540%
14 16.892 2375 2381 2391 rW 41174 139304 3.15% 0.662%
15 16.980 2391 2396 2401 rVV 517658 748475 16.94%  3.557%

16 17.022 2401 2403 2410 rVB 44530 56996 1.29%
17 17.892 2546 2551 2561 rBV 466645 627923 14.21%
18 18.168 2590 2598 2601 rBV 227067 400498  9.06%
19 18.216 2601 2606 2616 rVB 402300 729688 16.51%
20 19.045 2741 2747 2755 rBV 94353 175250 3.97%
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21 19.174 2765 2769 2779 rBV 208704 301016 6.81%
22 19.404 2800 2808 2813 rBV 78360 135994 3.08% 0.646%
23 19.615 2839 2844 2849 rBV 3587109 4419659 100.00% 21.006%
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»
w
=
I

24 19.910 2891 2894 2898 rVB2 45667 58299 1.32% 0.277%
25 20.892 3057 3061 3067 rBV 231607 313335 7.09% 1.489%

26 21.168 3102 3108 3112 rBV 818557 1069379 24.20%
27 21.651 3185 3190 3197 rBV 103570 264763 5.99%
28 22.192 3279 3282 3288 rVB2 134396 184983  4.19%
29 23.339 3471 3477 3485 rBV2 571726 1033026 23.37%
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00
N
O
Y

Sum of corrected areas: 21040101
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 30 Apr 2021 14:57
: CG/JU
: M2207-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM043021\
BM029729.D

[TP-6A-5-COMP

: 7 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

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BM029729.D\data.ms

5.193 6.781

8.746
7.587 10.369

Time-->

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
300 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
TIC: BM029729.D\data.ms

19.615

12.851
15.733

16.980 17.8923 516

14.233

13139 13698

0

Time-->

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

TIC: BM029729.D\data.ms

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 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@43021\
Data File : BM@29729.D

Acqg On : 30 Apr 2021 14:57
Operator : CG/JU

Sample : M2207-01

Misc :

ALS vial : 7 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

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 unknownl6.38 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

16.386 s.66ng 324101 Phenanthrene-dio 16.980

Hit# of 5 Tentative ID MW MolForm CASH# Qual

-((1E)-3-Hydroxy-1-propenyl)-2-... 180 C10H1203 1000297-95-5 49
-Dihydroxy-4-isopropyl-2,4,6-... 180 C10H1203 054755-56-5 38
Pr‘op 2-ynyloxy)-3,4-methylene... 178 C10H1003 019202-22-3 27
-Methylnicotinic acid 137 C7H7NO2 003222-47-7 27
-Fluorophenyl isocyanate 137 C7H4FNO 001195-45-5 22

uhwNneR
-bcnl—\N-b
'HZ/\U'I/‘\

Abundance Scan 2295 (16.386 min): BM029729.D\data.ms (-2289) (-  m/z 137.05 100.00%

137.1
180.1
5000 911
= —r
51.0 HH ‘ 16.00 16.50
S o I 221.C 47 180.10  68.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45271: 4-((1E)-3-Hydroxy-1-propenyl)-2-methoxypheno
137.0
180.0
5000 = -
91.0 16.00 16.50
65.0 m/z 124.10 50.82%
ok “‘ | ‘m “‘H‘ “M N‘“H‘ ‘u“‘\‘ “ I, ‘\‘M“ ‘M“\‘ W‘ ‘u“m} : ‘M} — \‘ SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45299: 2,5-Dihydroxy-4-isopropyl-2,4,6-cycloheptatrien-
137.0 180.0
= —r
16.00 16.50
5000 ITI/Z 91.10 38.59%
ss0 910
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43616: 1-(Prop-2-ynyloxy)-3,4-methylenedioxybenzene P ——
137.0 16.00 16.50
m/z 178.10 30.14%
5000 107.0 178.0
41.0 79.0 ‘
0“W‘Hw“‘MQM‘W‘H‘_vH‘H‘M‘H‘_‘H‘H‘W‘H‘_‘ s —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29729.D

Acqg On : 30 Apr 2021 14:57

Operator : CG/JU

Sample : M2207-01

Misc . TP-6A-5-COMP

ALS vial : 7 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

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 Benzoic acid, 2-(4-nitrophe... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.892 3.72 ng 139304  Phenanthrene-die 16.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 78
2 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 64
3 Benzoic acid, 2-(2-chlorophenoxy... 276 C15H13C103 1000368-25-9 59
4 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 56
5 2-(2-Carboxyvinyl)pyridine, trans 149 C8H7NO2 007340-22-9 53

Abundance Scan 2381 (16.892 min): BM029729.D\data.ms (-2375) (- m/z 105.00 100.00%

105.0 149.1
5000
1650  17.00
51.0 : :
193.1
bt S 2810 /7 149,05 88.25%
miz--> 50 100 150 200 250 300
Abundance #133475: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester
105.0 149.0
5000 — e
16.50 17.00
m/z 77.05 51.24%
51.0
Ot }‘ \h\““‘\ \”"\‘\ T \“ \‘\ T \2‘1\1\0\ T \2\87\0‘ T
miz-> 50 100 150 200 250 300
Abundance #156211: Diethylene glycol dibenzoate
105.0
149.0
P P
16.50 17.00
5000 m/Z 51.00 7.91%
51.0
0 w Li A 207'0239'0 283.0
A o e L e e L e
miz-> 50 100 150 200 250 300
Abundance #124187: Benzoic acid, 2-(2-chlorophenoxy)ethyl ester P ——
149.0 16.50 17.00
m/z 150.00 7.64%
105.0
5000
51.0
O Il ol |y ‘ 276'0 L\WMM

m/z--> 50 100 150 200 250 300 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29729.D

Acqg On : 30 Apr 2021 14:57

Operator : CG/JU

Sample : M2207-01

Misc . TP-6A-5-COMP

ALS vial : 7 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

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.
17.892 16.78 ng 627923  Phenanthrene-die 16.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 2551 (17.892 min): BM029729.D\data.ms (-2546) (- m/z 73.05 100.00%

73.0
43.1
5000 1290 9132
185.2 256.3 N T
‘ Hl 1.0 157'1‘ ‘ ‘ 17.50 18.00
0 WWH‘M!M” | W“H‘M wmw“_‘m_Hu\mw‘wmw m/z 60.05  73.27%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T T
17.50 18.00
m/z 43.10 70.62%

' 157.0 185.0213'0 256.0
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #72646: Tridecanoic acid
73.0
43.0

17f50 18f00
5000 m/z 41.10 66.54%
‘ 129.0 1710 2140
o s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid 7 e
73.0 17.50 18.00
43.0 m/z 55.05 60.42%
5000 129.0
185.0
228.0
015-0? — B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 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@29729.D

Acqg On : 30 Apr 2021 14:57

Operator : CG/JU

Sample : M2207-01

Misc . TP-6A-5-COMP

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
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 3

R.T. EstConc Area Relative to ISTD R.T.
18.169 10.70 ng 400498  Phenanthrene-d10 16.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 3,5-Dimethoxy-4-hydroxycinnamald. ..
2 Theobromine ethyl

3 Benzene, 1,2,3-trimethoxy-5-(2-p...
4 2-Propenoic acid, 3-[4-(acetylox...
5 6,10-Dimethoxy-3,3-dimethyl-1-me...

208 C11H1204
208 C9H12N402
208 C12H1603
250 C13H1405

281 C14H19NO3S

Abundance Scan 2598 (18.168 min): BM029729.D\data.ms (-2590) (-

208.1

5000 165.1
77.0
‘ 122. H
ol— \“ \“\ \‘h M‘\ \‘u\ ‘H w\\“w X ‘uhh‘ il M‘\ | ‘\ B “?’5‘5‘
m/z--> 50 100 150 200 250 300 350
Abundance  #67310: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
5000 165.0
65.0
TN
ok ‘\“u‘ ‘\H\‘u“‘ ‘u‘u‘ \‘u d\ ‘mu‘ h‘\\i“m\‘h‘\ . | .
m/z--> 50 100 150 200 250 300 350
Abundance #68240: Theobromine ethy
208.0
5000
109.0
67.0
‘ 165.
oHHW ‘1”“_”“ e
m/z--> 50 100 150 200 250 300 350
Abundance  #67536: Benzene, 1,2,3-trimethoxy-5-(2-propenyl)-
208.0
5000

39.0 77.0 1330

087345-53-7 93
007464-74-6 43
000487-11-6 38
002309-08-2 38
1000295-39-1 35

m/z 208.10 100.00%

%

=
18.00 18.50

m/z 165.10  45.55%

%

T
18.00 18.50

m/z 137.00 31.70%

—

18.00 18.50
m/z 180.05 26.89%

%

18.00 18.50
m/z 177.05 22.74%

m/z-->

50

100 150 200 250

8270-BM@43021.M Mon May 03 14:50:04 2021

300 350

—

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29729.D

Acqg On : 30 Apr 2021 14:57

Operator : CG/JU

Sample : M2207-01

Misc . TP-6A-5-COMP

ALS vial : 7 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

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-Pentanone, 1-(2,4,6-trihy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

18.216 19.50 ng 729688  Phenanthrene-die 16.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 1-(2,4,6-trihydroxy... 210 C11H1404 1000116-22-3 50
2 Desaspidinol 210 C11H1404 000437-72-9 50
3 Phenol, 2-(2-imidazo[1,2-a]pyrid... 210 C13H1©N20 057636-32-5 46
4 1-Hydroxy-6-methylphenazine 210 C13H1ON20 014031-08-4 41
5 Ethanone, 1-(2,6-dihydroxy-4-met... 182 C9H1004 007507-89-3 38

Abundance Scan 2606 (18.216 min): BM029729. D\data ms (-2601) (- m/z 210.10 100.00%

167.1  210.
5000
77.0 — —
‘ 121.0 H 18.00 18.50
o“wuﬂkWHM‘WkawaMkNw“‘mhum‘ukwu‘w‘uw‘?§%¥ m/z 167.10  97.75%
m/z--> 40 60 80 100120140160 180200 220 240 260 280
Abundance #69035: 2-Pentanone, 1-(2,4,6-trihydroxyphenyl)
167.0
5000 —= ——
18.00 18.50
2100 m/z 154.05 36.70%
0 “5?0\83‘011101400 L
H\‘HH’\\\\‘H\\‘HH‘\H\‘HH‘HH‘\H\‘HH’HH‘\H\‘HH’H
m/z--> 40 60 80 100120140160 180200 220 240 260 280
Abundance #69004: Desaspidinol
167.0
e =
18.00 18.50
5000 m/z 149.00  29.25%
210.0
0 41.0 69.0 111.0140.0 |
R e e S RRRARRaaRRTa R
m/z--> 40 60 80 100120140160 180200220 240 260 280
Abundance #69309: Phenol, 2-(2-imidazo[1,2-a]pyridyl)- — e
210.0 18.00 18.50
m/z 77.05 25.40%
5000
78.0 182.0
360 ‘ 105.0 155.0 H
oHMH‘m,‘Hu“H“LwHH_m‘mw‘HH_m‘w,wwww,u — =
m/z--> 40 60 80 100120140 160180200 220240260280 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\

Data File : BM@29729.D

Acqg On : 30 Apr 2021 14:57

Operator : CG/JU

Sample : M2207-01

Misc . TP-6A-5-COMP

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.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 6 Octadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
19.174 5.63 ng 301016 Chrysene-d12 21.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid
2 Pentadecanoic acid
3 Tetradecanoic acid
4 Tridecanoic acid

5 Octadecanoic acid, 2-(2-hydroxye...

284 C18H3602
242 C15H3002
228 C14H2802
214 C13H2602
372 C22H4404

Abundance Scan 2769 (19.174 min): BM029729.D\data.ms (-2765) (-

000057-11-4 99
001002-84-2 90
000544-63-8 74
000638-53-9 68
000106-11-6 64

m/z 73.10 100.00%

73.1
5000 129.1
1850 2412
284.3 — ——
‘ 19.00 19.50
— M‘“ A b L L 385y 43,10 85.57%
m/z--> 5 150 200 250 300 350
Abundance #131258. Octadecanoic acid
43.0
5000 129.0 — —
19.00 19.50
284.0 o
185.0 5410 ‘ m/z 60.00 74.32%
O\\“\H‘ \\MM ‘ \‘ “““‘\‘\‘ ‘\’\““““““
m/z--> 50 100 150 200 250 300 350
Abundance #95851:Pentadecanok:acm
= —
19.00 19.50
5000 129.0 ITI/Z 57.10 70.43%
29.0
‘ 199.0 242.0
0“L‘H \MLAM“\ \‘ ““‘L S
m/z--> 5 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid — —
73.0 19.00 19.50
m/z 55.10 66.89%
5000
129.0
29. 185.0 228.0
O . ““ HM‘ h” ML m ‘ \‘m‘\ “\‘ \‘ ; “\‘ L B e e . ‘ . . ‘ .
mlz--> 100 150 200 250 300 350 19.00 19.50

8270-BM@43021.M Mon May 03 14:50:05 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29729.D

Acqg On : 30 Apr 2021 14:57

Operator : CG/JU

Sample : M2207-01

Misc . TP-6A-5-COMP

ALS vial : 7 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

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 5-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.892 5.86 ng 313335 Chrysene-d12 21.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 95
4 1-Heneicosanol 312 C21H440 015594-90-8 95
5 Cetene 224 C16H32 000629-73-2 95

Abundance Scan 3061 (20.892 min): BM029729.D\data.ms (-3057) (- m/z 83.10 100.00%

83.1
5000
o — T
H ﬂ391 22‘6-1 2803 3431 20.50 21.00
oL SUARMRNL L, [ 2808 3431 430 .. 5519 g7.41%
mlz--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
553.0
5000 — ——
20.50 21.00
11.0 m/z 43.10 87.18%
O\\“\‘\“\h\ ‘H‘\“\‘\]‘-6\7\\0\‘2\2\?’\(\)‘\2\89\()‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcoho
83.0
— ——
20.50 21.00
5000 ITI/Z 69.10 87.02%
29. ]*
ol Ll LT rse0 2800
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1 — —
57.0 20.50 21.00
m/z 97.05 86.85%
111.0
5000
oL LLLLLLL 13670 2220 3080 e
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29729.D

Acqg On : 30 Apr 2021 14:57

Operator : CG/JU

Sample : M2207-01

Misc . TP-6A-5-COMP

ALS vial : 7 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

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 Indigo Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

21.651 4.95 ng 264763 Chrysene-d12 21.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indigo 262 C16H10N202 000482-89-3 95
2 Anthracene, 1,2,3,4,5,6,7,8-octa... 262 C20H22 125379-29-5 58
3 1,1'-Binaphthalene, 5,5',6,6',7,... 262 C20H22 001154-14-9 53
41,2,3,6,7,8,9,10,11,12-Decahydro... 262 C20H22 092387-50-3 53
5 1,2,4-0Oxadiazole-5-carboxylic ac... 262 C12H1ON205 1000350-14-8 53

Abundance Scan 3190 (21.651 min): BM029729.D\data.ms (-3185) (-  m/z 262.10 100.00%

26R.1
5000
104.0 205.1 ot e
500‘ { 158.1 ‘ { 21.50 22.00
Ol bbbt i L 3951 4161 104.00  25.80%
miz--> 50 100 150 200 250 300 350 400
Abundance #112400: Indigo
262.0
5000
104.0 21 50 22 oo
' 205.0 205.10  25.13%
50 0 ‘ 158.0 } ‘
O\\\\ \\‘\\‘\\ll\‘“\\‘\\‘\\\J\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 100 150 200 250 300 350 400
Abundance #112681. Anthracene, 1,2,3,4,5,6,7,8-octahydro-9-phenyl
262.0
21 50 22 oo
olioo mso N[
miz--> 50 100 150 200 250 300 350 400
Abundance #112685: 1,1'-Binaphthalene, 5,5',6,6',7,7',8,8'-octahydro R
262.0 21 50 22 oo
m/z 76.00 17.22%
5000
205.0
o410 M00usso ([ | cd e
miz--> 50 100 150 200 250 300 350 400 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29729.D

Acqg On : 30 Apr 2021 14:57

Operator : CG/JU

Sample : M2207-01

Misc . TP-6A-5-COMP

ALS vial : 7 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

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 9-Octadecenamide, (Z)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.192 3.46 ng 184983 Chrysene-d12 21.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 83
2 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 81
3 Dodecanamide 199 C12H25NO 001120-16-7 58
4 Heptanamide, 4-ethyl-5-methyl- 171 C1OH21NO 054789-40-1 58
5 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 53

Abundance Scan 3282 (22.192 min): BM029729.D\data.ms (-3279) - m/z 59.05 100.00%

59.0
5000
[ i o0 | 2250
‘ 221.1 294.3 3551 : :
ol ik "‘U‘ ARBL TSI AL 489,y 70 10 71.49%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #128443: 9-Octadecenamide, (Z)-
59.0
5000 o e
22.00 22.50
m/z 55.10 47 .26%
0 281.0
O JH“ h‘“m‘\U\IU\\‘\\S\\‘O\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 100 150 200 250 300 350 400 450
Abundance #174697: 13-Docosenamide, (2)-
59.0
—— —
22.00 22.50
5000 ITI/Z 41.10 38.83%
137.0
337.0
ob Ll ass0 omo®T0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #60440: Dodecanamide T ——
59.0 22.00 22.50
m/z 43.10 31.69%
- ﬁm«wAw”“wmﬂV%w/\/\““/
128.0
OHJ‘uwgo I
m/z--> 0 50 100 150 200 250 300 350 400 450 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29729.D

Acqg On : 30 Apr 2021 14:57
Operator : CG/JU

Sample : M2207-01

Misc :

ALS vial : 7 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|
unknownl16.38 16.386 8.7 ng 324101 4 16.980 748475 20.0
Benzoic acid, 2... 16.892 3.7 ng 139304 4 16.980 748475 20.0
n-Hexadecanoic ... 17.892 16.8 ng 627923 4 16.980 748475 20.0
3,5-Dimethoxy-4... 18.169 10.7 ng 400498 4 16.980 748475 20.0
2-Pentanone, 1-... 18.216 19.5 ng 729688 4 16.980 748475 20.0
Octadecanoic acid 19.174 5.6 ng 301016 5 21.168 1069380 20.0
5-Eicosene, (E)- 20.892 5.9 ng 313335 5 21.168 1069380 20.0
Indigo 21.651 5.0 ng 264763 5 21.168 1069380 20.0
9-Octadecenamid... 22.192 3.5 ng 184983 5 21.168 1069380 20.0
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