LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM029024.D

Acqg On : 08 Mar 2021 18:19

Operator : CG/JU

Sample : M1575-05 :

Misc : IDW-GW807B-AQ-030421

ALS vial : 8 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-BM022321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BM@29024.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.246 379 384 393 rBB 81924 113054 18.43% 4.597%
2 5.722 460 465 470 rBv2 11469 16125 2.63% 0.656%
3 6.869 654 660 669 rBB 45849 72309 11.79%  2.940%
4 7.669 791 796 802 rBB 37585 54522 8.89% 2.217%
5 8.304 898 904 910 rBB2 4363 7118 1.16% 0.289%
6 8.845 990 996 1005 rVB 101562 159552 26.02% 6.487%
7 9.887 1168 1173 1184 rVB2 6255 10256 1.67% 0.417%
8 10.463 1265 1271 1278 rBV 47118 74172 12.09%  3.016%
9 11.286 1405 1411 1416 rBV2 3995 6376 1.04% 0.259%
10 11.363 1420 1424 1433 rVB 7384 12144 1.98% 0.494%

11 12.951 1688 1694 1702 rVB 239727 330891 53.95% 13.453%
12 14.222 1902 1910 1917 rBV3 3099 7909 1.29% 0.322%
13 14.339 1924 1930 1935 rVB2 62920 87777 14.31% 3.569%
14 15.839 2179 2185 2192 rBV 199708 280452 45.73% 11.403%
15 17.086 2391 2397 2402 rBV 76272 101663 16.58% 4.133%

16 17.980 2543 2549 2558 rBV 41399 54506 8.89%  2.216%
17 18.721 2670 2675 2679 rVB 20001 22473 3.66% ©0.914%
18 19.262 2763 2767 2775 rBV2 23698 29663  4.84% 1.206%
19 19.709 2838 2843 2848 rBV 523099 613295 100.00% 24.936%
20 20.221 2924 2930 2940 rBV 53704 82739 13.49%  3.364%
21 20.974 3053 3058 3063 rBV 46753 56862  9.27% 2.312%

22 21.256 3102 3106 3111 rBV 107800 129539 21.12% 5.267%
23 23.415 3467 3473 3482 rVB2 78640 136125 22.20% 5.535%

Sum of corrected areas: 2459522
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29024.D

Acqg On : 08 Mar 2021 18:19

Operator : CG/JU

Sample : M1575-05 :
Misc : IDW-GW807B-AQ-030421

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM029024.D\data.ms
500000

400000
300000

200000

100000 5.246 8.845

6.869 7.669 10.463
5.722 | I\ 8.304 9.887 }\ 1112863
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Time--> 300 350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 1050 11.00 11.50
Abundance TIC: BM029024.D\data.ms

500000

19.Y09

400000

300000

12.951

200000 15.839

100000
14.339 17.086 20.221

17.980
18.721 19.262
14.2 A \

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 1750 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM029024.D\data.ms
500000

o

400000

300000

200000

21.256 23.415

100000
20.974

0 \\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29024.D

Acqg On : 08 Mar 2021 18:19

Operator : CG/JU

Sample : M1575-05 :

Misc : IDW-GW807B-AQ-030421

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 unknown5.722 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.722 5.92 ng 16125 1,4-Dichlorobenzene-d4 7.669

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 35
2 2-Pentene, (Z)- 70 C5H1e0 000627-20-3 25
3 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 25
4 Diaziridine,1,3,3-trimethyl- 86 C4H16N2 040711-15-7 23
5 2-Methyl-1-butene 70 C5H1e 000563-46-2 17
Abundance Scan 465 (5.722 min): BM029024.D\data.ms (-460) (-) m/z 41.00 100.00%
41.0
55.0
70.1
5000
n\\‘\\\\‘\\\\‘\\\\‘\\\\’
| 81"0 5.40 5.60 5.80 6.00
et L m/z 44,00 93.78%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #581: Cyclopropane, 1,2-dimethyl-, cis-
55.0
5000 42.0 70.0 ﬂ\\‘\\u‘\u\‘mu‘uu’
27.0 5.40 5.60 5.80 6.00
m/z 43.10 88.40%
15.0
\\\‘\i‘\\‘\\ll‘\\\‘l}f‘\\\i‘\‘}f‘\‘!\\\“‘\\\\‘\\\\‘\\
miz-> 10 20 30 40 50 60 70 80
Abundance #559: 2-Pentene, (Z)-
55.0
W S
5.40 5.60 5.80 6.00
5000 42.0 m/z 55.00 62.88%
’ 70.0
29.0
150 Ll b
m/fz--> 10 20 30 40 50 60 70 80 90 /\
Abundance #584: Cyclopropane, 1,2-dimethyl-, trans- R RamEE R
55.0 5.40 5.60 5.80 6.00
m/z 39.00 57.02%
5000 39.0 70.0
27.0
15.0 m ‘
e e e e e SNSRI N ———
m/z--> 10 20 30 40 50 60 70 80 90 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29024.D

Acqg On : 08 Mar 2021 18:19

Operator : CG/JU

Sample : M1575-05 :

Misc : IDW-GW807B-AQ-030421

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 unknown8.304 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.304 2.61 ng 7118 1,4-Dichlorobenzene-d4 7.669

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 40
2 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 9
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 9
4 Isobutylamine 73 C4H11N 000078-81-9 5
5 1-Butanamine, 2-methyl- 87 C5H13N 000096-15-1 5

Abundance Scan 904 (8.304 min): BM029024.D\data.ms (-898) (-) m/z 60.00 100.00%

60.0
41.0
5000 730
R R RRE
870 8.00 8.20 8.40 8.60
\\‘\\\\‘\\\\‘\\\\‘\\‘\\‘\\\\\\\\‘\\\\‘\\\‘\.‘\\\\‘\\\\‘\ m/z 41.06 55.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8070: Hexanoic acid
60.0
5000 730 L B LA IR R |
270 410 8.00 8.20 8.40 8.60
m/z 43.00 53.64%
‘ ‘ ‘ 87.0
\\‘\\\\‘\\‘\\“‘\\\\‘!i\\‘\‘\‘“\"\\\\‘i\1\\‘\\\‘\‘\\9\\9‘-(\)\\\‘\
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #21817: Propanedioic acid, propyl-
44.0 60.0
8.00 8.20 8.40 8.60
5000 73.0 m/z 73.00 49.31%
29.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4275 Butanoic acid, 3-methyl- e
60.0 8.00 8.20 8.40 8.60
m/z 55.00 44.70%
5000
43.0
87.0
27.0
150 0 ] ‘ 740 | 1010
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29024.D

Acqg On : 08 Mar 2021 18:19

Operator : CG/JU

Sample : M1575-05 :

Misc : IDW-GW807B-AQ-030421

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 unknown9.887 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.887 2.77 ng 10256 Naphthalene-d8 10.463

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentyn-1-o0l 84 C5H80 006261-22-9 38
2 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 37
3 Dimethylketene 70 C4H60 000598-26-5 32
4 1-Butene, 3-methyl- 70 C5H1e 000563-45-1 25
5 4-Pentenal 84 C5H80 002100-17-6 23

Abundance Scan 1173 (9.887 min): BM029024.D\data.ms (-1168) (-) m/z 41.10 100.00%
1

41.
55.0
5000
700 g3q | ﬂ
- H
‘ | ‘ 06.0 9.50 10.00
‘H"H"H"‘H"_“W‘ML“‘M“H“H“_‘VW“ m/z 43.00 72.19%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1380: 2-Pentyn-1-ol
55.0
39.0 83.0
5000
27.0 9.50 10.00
66.0 m/z 55.00 65.81%
15.0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #579: Cyclopropane, 1,1-dimethyl-
55.0 ﬂ
— e
9.50 10.00
5000 39.0 70.0 m/z 39.00 60.95%
27.0 '
15.0 ‘
m_:“"HH_H‘E}um;h‘:mHm‘mu_m_uwu
m/z--> 10 20 30 40 50 60 70 80 90 100 n
Abundance #527: Dimethylketene — L
41.0 9.50 10.00
m/z 70.00 42.67%
5000 70.0
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29024.D

Acqg On : 08 Mar 2021 18:19

Operator : CG/JU

Sample : M1575-05 :

Misc : IDW-GW807B-AQ-030421

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 unknownll.363 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.363 3.27 ng 12144 Naphthalene-d8 10.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octanol 130 C8H180 000123-96-6 37
2 2-Octanol, (R)- 130 C8H180 005978-70-1 28
3 2,4,6-Trimethyl-1-nonene 168 C12H24 055771-40-9 23
4 2-Octanol, (S)- 130 C8H180 006169-06-8 23
5 4-Pentenal, 2-ethyl- 112 C7H120 005204-80-8 16

Abundance Scan 1424 (11.363 min): BM029024.D\data.ms (-1420) (- m/z 55.00 100.00%

55.0
73.0
5000 (\
=
‘ 97.0 11.00 11.50
\\\\‘\\\\‘\\\“\\‘\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\ m/z 45.69 96-19%
mlz--> 20 40 60 80 100 120 140 160
Abundance #13631: 2-Octanol
45.0
5000 R A ——
11.00 11.50
270 m/z 41.00 75.18%
L \M 700, 9101150
\\\\‘\\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
mfz--> 20 40 60 80 100 120 140 160
Abundance #13649: 2-Octanol, (R)-
45.0
— —
11.00 11.50
5000 ITI/Z 73.00 69.37%
20 | | 700 9704550
il ey P
e
miz--> 20 40 60 80 100 120 140 160
Abundance #36800: 2,4,6-Trimethyl-1-nonene — ——
43.0 11.00 11.50
m/z 43.05 59.66%
5000
69.0
| H\ 1120 w80 111l i
LA i e B R R - —
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29024.D

Acqg On : 08 Mar 2021 18:19

Operator : CG/JU

Sample : M1575-05 :

Misc : IDW-GW807B-AQ-030421

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.980 10.72 ng 54506  Phenanthrene-d10 17.086
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 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 2549 (17.980 min): BM029024.D\data.ms (-2543) (-  m/z 43.05 100.00%

43.0
73.0
5000
129.0
e
b oo | 17taes1™7" 2sea o
\H‘\\H‘H\h\\H‘\“\\H“H\\‘H\\‘\H\‘\\‘H‘\‘\\\‘\H\‘\H\‘\\H“\ m/z 41.65 87.45%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
18.00
97.0 1570155 2130 2560 m/z 73.00 81.52%
\H‘\\H“}‘\\H!H \H‘;\‘H\L\‘1“““\\‘”‘1‘\“\‘\\‘\H\‘\\H‘\‘\\\‘\H‘\‘\H\‘\\\!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
B
18.00
5000 129.0 ITI/Z 60.00 80.51%
199.0
e e T
1\5‘0\\”‘1 | A \W i 1\‘\””‘1‘1 \H\‘\\‘1H\“\\‘Hi\‘u\i\u‘\‘uu“uu‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid e
73.0 18.00
43.0 m/z 55.10 78.21%
5000 129.0
185.0
|
1‘5-9\“”\1\;\‘M T G
m/z--> 20 40 60 80 100120140 160180200 220240260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29024.D

Acqg On : 08 Mar 2021 18:19

Operator : CG/JU

Sample : M1575-05 :

Misc : IDW-GW807B-AQ-030421

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 2,4,4,6,6,8,8-Heptamethyl-1... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.721 4.42 ng 22473  Phenanthrene-die 17.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 56
2 2,4,4-Trimethyl-1-pentanol, trif. 226 C1OH17F302 1000365-19-5 38
3 Sulfurous acid, 2-ethylhexyl oct. 446 C26H5403S 1000309-20-1 38
4 Octane, 2-bromo- 192 C8H17Br 000557-35-7 35
5 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 25

Abundance Scan 2675 (18.721 min): BM029024.D\data.ms (-2670) (- m/z 57.05 100.00%

57.0
5000 971
s ponean oy
18.50 19.00
169.1
‘ ‘ 206.9 .
\\\‘\\\\““\‘\\!‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ m/z 97.16 38-44A
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 T T T \{\ T T \n T
18.50 19.00
113.0 m/z 113.10 36.35%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance  #82218: 2,4,4-Trimethyl-1-pentanol, trifluoroacetate
57.0
— —
18.50 19.00
5000 ITI/Z 55.0 33.22%
97.0
29.0 ‘
ol 127.0 169.0 211.0
A L RRRR R A T
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #226284: Sulfurous acid, 2-ethylhexyl octadecyl ester WMM Mp{m&
57.0 18. 50 19 00
m/z 41.05 21.84%
5000
113.0
85.0
20l | LT ‘\‘ wiosssosore  253¢ el e
‘H_‘H‘H‘w‘HW‘H‘_‘H‘HH‘H‘W‘H‘_H‘_‘H‘H‘wu‘w A A
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29024.D

Acqg On : 08 Mar 2021 18:19

Operator : CG/JU

Sample : M1575-05 :

Misc : IDW-GW807B-AQ-030421

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.262 4.58 ng 29663 Chrysene-d12 21.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 n-Decanoic acid 172 C10H2002 000334-48-5 50
5 Undecanoic acid 186 C11H2202 000112-37-8 47

Abundance Scan 2767 (19.262 min): BM029024.D\data.ms (-2763) (-  m/z 43.10 100.00%

43.1
73.0
5000 129.0
e e
‘ H H | 1850 om12 984 19.00 19.50
A T 1wz 57.18 79.30%
miz--> 50 100 150 200 250
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0 ‘m’ﬁ”m — MW
19.00 19.50
m/z 41.10 79.22%
i e e me ¥
o i‘”"“ h““”“\\h“ M‘M}“\ ‘ - “ - \‘ S “ —— “‘
m/z--> 50 100 150 200 250
Abundance #84453: Tetradecanoic acid
73.0
e Ao Moy
’ 19.00 19.50
5000 m/z 55.00  75.36%
129.0
185.0 228.0
, “‘ “‘J ’H‘\‘ ‘\\m \\‘H“ ‘M‘\‘H} “ ‘ L m‘\ “\‘ \‘ — ‘\‘ —
m/z--> 50 100 150 200 250 .
Abundance #95851: Pentadecanoic acid (AT —r—
43.0 73.0 19.00 19.50
m/z 73.00 74.85%
5000 129.0
‘ ‘ 199.0 2420
“\‘ m’\\‘\ h“ \‘H‘HH Hh“‘w M\‘H} “‘ ‘1‘6ﬂ‘q“ ‘i — “\‘ —— P P
miz--> 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@30821\
Data File : BM@29024.D

Acqg On : 08 Mar 2021 18:19

Operator : CG/JU

Sample : M1575-05 :

Misc : IDW-GW807B-AQ-030421

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 Ricinoleic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

20.221 12.77 ng 82739 Chrysene-d12 21.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ricinoleic acid 298 C18H3403 000141-22-0 90
2 Cyclopentadecanone, 2-hydroxy- 240 C15H2802 004727-18-8 49
3 1,13-Tetradecadiene 194 C14H26 021964-49-8 38
4 Dichloroacetic acid, undec-2-eny... 280 C13H22C1202 1000299-43-6 30
5 1-Nonylcycloheptane 224 C16H32 1000371-47-7 27

Abundance Scan 2930 (20.221 min): BM029024.D\data.ms (-2924) (-  m/z 55.05 100.00%

58.0
5000
97.1
\ 7 T

I
166.1 2000 2050
,E “‘195‘1““ m/z 41.10  38.59%

m/z--> 20 40 60 80 100120 140 160180200220240260280
Abundance #143035: Ricinoleic acid
55.0
= —

5000
98.0 20.00 20.50
m/z 97.10 36.18%

166.0
27,0 37.0

Dol L 195.0223.0 280.(

\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94142: Cyclopentadecanone, 2-hydroxy-

55.0

5000 m/z 43.05 32.03%

Jll | :
T
m/z--> 20 40 60 80 100120140160180200220240260280 M'JL\’
T T

Abundance #56484: 1,13-Tetradecadiene ! ! ! !
55.0 20.00 20.50
m/z 98.10 28.64%
5000
960
,12401660 T
m/z--> 20 40 60 80 100120140160180200220240260280 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29024.D

Acqg On : 08 Mar 2021 18:19

Operator : CG/JU

Sample : M1575-05 :

Misc : IDW-GW807B-AQ-030421

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 Trichloroacetic acid, penta... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

26.974 8.78ng sese2  Chrysene-di2 21.256

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91

3 Acetic acid, chloro-, octadecyl ... 346 C20H39C102 005348-82-3 91
4 1-Hexadecanol 242 C16H340 036653-82-4 91
5 1,2-Octadecanediol 286 C18H3802 020294-76-2 91
Abundance Scan 3058 (20.974 min): BM029024.D\data.ms (-3053) (- 43.05 100.00%
43.0
83.1
5000
251
21 OO
— \;‘ ‘M M \\‘\ m ‘\‘\ i P ‘:!'9;‘9‘ —— ‘2‘699“ o 55.05 96.97%
miz--> 50 100 150 200 250
Abundance #197885: Trichloroacetic acid, pentadecyl ester
43.0
83.0
5000
21 00

57.05 86.05%

H st 0

M “ ‘\“\ m\ ‘h } . ?‘8‘\2"0‘ e B

miz--> 50 100 150 200 250

Abundance #205392: Trichloroacetic acid, hexadecyl ester
43.0

21.00
m/z 41.05 66.12%

5000

Mﬂ\w “\ \‘ \\‘\ HH ‘h ;550 1960 .
l

miz--> 50 00 15 200 250
Abundance #181284: Acetic acid, chloro-, octadecyl ester —
57.0 21.00
97.0 m/z 83.10 63.83%
5000
40.0 207 O
2‘750\“\ A “ M “ \‘ i pk 173 0 L 2509 : ‘2‘97‘( e
m/z--> 50 100 150 200 250 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM029024.D

Acqg On : 08 Mar 2021 18:19
Operator : CG/JU

Sample : M1575-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@22321.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|
unknown5.722 5.722 5.9 ng 16125 1 7.669 54522 20.0
unknown8.304 8.304 2.6 ng 7118 1 7.669 54522 20.0
unknown9.887 9.887 2.8 ng 10256 2 10.463 74172 20.0
unknownl11.363 11.363 3.3 ng 12144 2 10.463 74172 20.0
n-Hexadecanoic ... 17.980 10.7 ng 54506 4 17.086 101663 20.0
2,4,4,6,6,8,8-H... 18.721 4.4 ng 22473 4 17.086 101663 20.0
Octadecanoic acid  19.262 4.6 ng 29663 5 21.256 129539 20.0
Ricinoleic acid 20.221 12.8 ng 82739 5 21.256 129539 20.0
Trichloroacetic... 20.974 8.8 ng 56862 5 21.256 129539 20.0
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