LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12121\
Data File : BM028494.D

Acqg On : 21 Jan 2021 18:42
Operator : CG/JU

Sample : M1179-06

Misc :

ALS vial : 5 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@28494.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.063 311 319 325 rVB2 9237 15981 1.16% ©.180%
2 5.540 394 400 410 rVB 525608 765281 55.60% 8.603%
3 7.181 671 679 688 rVB 491760 810805 58.91% 9.115%
4 8.016 814 821 828 rBV 121120 184205 13.38% 2.071%
5 9.192 1014 1021 1028 rBV 317712 515489 37.45% 5.795%
6 10.833 1293 1300 1307 rVB 152993 246556 17.91% 2.772%
7 13.286 1710 1717 1723 rBV 714374 1024926 74.47% 11.522%
8 14.110 1850 1857 1864 rVB 17195 23844 1.73% 0.268%
9 14.663 1944 1951 1957 rVB 206768 305768 22.22% 3.437%
10 15.868 2147 2156 2165 rVB 18167 52113 3.79% 0.586%
11 16.139 2196 2202 2208 rBV 573876 789205 57.34%  8.872%
12 16.774 2306 2310 2321 rVB3 30801 50665 3.68% 0.570%
13 16.921 2329 2335 2341 rBv4 7439 20038 1.46% 0.225%
14 17.133 2364 2371 2374 rBV3 19657 45733  3.32% 0.514%
15 17.386 2408 2414 2421 rBV 250138 350644 25.48%  3.942%
16 18.139 2537 2542 2550 rBv4 12306 24178 1.76% 0.272%
17 18.262 2556 2563 2572 rBV 348634 495926 36.03% 5.575%
18 18.545 2605 2611 2614 rBV3 28948 47677 3.46% 0.536%
19 18.586 2614 2618 2629 rVB2 46376 76507 5.56% 0.860%
20 19.015 2686 2691 2695 rBV 51970 62509 4.54% 0.703%
21 19.104 2702 2706 2710 rBvV2 13887 18915 1.37% 0.213%
22 19.168 2714 2717 2724 rBV3 9923 14980 1.09% 0.168%
23 19.386 2750 2754 2755 rBV3 14063 17551 1.28% 0.197%
24 19.409 2755 2758 2769 rVB4 23129 43724  3.18% 0.492%
25 19.527 2773 2778 2789 rVV 180392 259242 18.84%  2.914%
26 19.645 2795 2798 2801 rVB 13241 14464 1.05% 0.163%
27 19.980 2849 2855 2860 rBV 1108613 1376336 100.00% 15.472%
28 20.645 2964 2968 2973 rVB 24674 37481 2.72% 0.421%
29 20.850 2999 3003 3007 rBV 101915 121185 8.80% 1.362%
30 20.898 3008 3011 3014 rVB 23126 25438 1.85% 0.286%
31 21.215 3061 3065 3072 rVB 186359 216492 15.73% 2.434%
32 21.292 3075 3078 3082 rBV 17407 18617 1.35% 0.209%
33 21.515 3112 3116 3121 rBV 299472 380526 27.65% 4.278%
34 22.692 3313 3316 3322 rVB 48747 69046 5.02% 0.776%

4.

35 23.803 3499 3505 3512 rVB2 204813 373455 27.13%

8270-BM@12021.M Fri Jan 22 13:26:17 2021 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12121\
Data File : BM028494.D

Acqg On : 21 Jan 2021 18:42
Operator : CG/JU

Sample : M1179-06

Misc

ALS vial : 5 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
Sum of corrected areas: 8895502
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12121\
Data File : BM@28494.D

Acqg On : 21 Jan 2021 18:42
Operator : CG/JU

Sample : M1179-06

Misc :

ALS vial : 5 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: BM028494.D\data.ms
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Abundance TIC: BM028494.D\data.ms
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Abundance TIC: BM028494.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12121\
Data File : BM@28494.D

Acqg On : 21 Jan 2021 18:42
Operator : CG/JU

Sample : M1179-06

Misc :

ALS vial : 5 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 4-((1E)-3-Hydroxy-1-propeny... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.774 2.89 ng 50665 Phenanthrene-d10 17.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-((1E)-3-Hydroxy-1-propenyl)-2-... 180 C10H1203 1000297-95-5 95
2 Benzaldehyde, -2-ethoxy-5-methoxy 180 C10H1203 039206-04-7 22
3 2-Butanone, 3-(phenylthio)- 180 C10H120S 013023-53-5 22
4 Pyrazole, 4-ethyl-3,5-dipropyl- 180 C11H20N2 022820-85-5 18
5 5-(Acetylaminomethyl)-4-amino-2-... 180 C8H12N40 023676-63-3 18

Abundance Scan 2310 (16.774 min): BM028494.D\data.ms (-2306) (- m/z 73.00 100.00%
3.1 3

43. 730 137.0
5000 180.0
9.1
—r —
MH‘H\\ il | M‘ 2070 0060 9
o LD L 22 m/z 6e.e0  96.73%
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 L —
16.50 17.00
m/z 43.10 93.91%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45172: Benzaldehyde,-2-ethoxy-5-methoxy
137.0
—r —
180.0 16.50 17.00
5000 m/z 41.05 87.76%
53.0
81.0 109.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45322: 2-Butanone, 3-(phenylthio)- —— —
137.0 16.50 17.00
m/z 137.00 82.20%
5000
109.0 180.0
59.0
O\\\‘2\7\'\0\“‘\‘\‘\\“\“\‘\%‘2(9\\‘H1‘\\‘\\\H“mwm“mwm P A
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@12121\
Data File : BM@28494.D

Acqg On : 21 Jan 2021 18:42
Operator : CG/JU

Sample : M1179-06

Misc :

ALS vial : 5 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 3,6,9,12-Tetraoxatetradecan... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.133 2.61 ng 45733  Phenanthrene-d10 17.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008 1000366-97-0 72
2 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 72
3 Benzoic acid, 2-(2-chlorophenoxy... 276 C15H13C103 1000368-25-9 64
4 2-(2-(2-Butoxyethoxy)ethoxy)ethy... 310 C17H2605 1000366-97-2 59

5 Phthalic acid, 2,4,5-trichloroph... 498 C25H29C1304 1000357-05-1 47

Abundance Scan 2371 (17.133 min): BM028494.D\data.ms (-2364) (- m/z 105.00 100.00%
105

05.0
149.0
5000
57.0 — —=
‘ H 207 17.00 17.50
Ol b ol 2070wz 149.00  79.91%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #226200: 3,6,9,12-Tetraoxatetradecane-1,14-diyl dibenzc
105.0 149.0
5000 A T
17.00 17.50
m/z 77.00 42.71%
ol 280, 00, | 179.02000  267.0
\\\‘\\\\‘\\H‘\\f\‘\f\\‘\\\\’\\\\’\\\\‘\\H‘\H\‘H\\‘\\\\‘\\\\‘\\H‘\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #156210: Diethylene glycol dibenzoate
105.0 149.0
—r —
17.00 17.50
5000 m/z 57.85 17.50%
0 180 | || | 179.0 WNUAV\f\Mwn/k&A/VVVﬁMJkA
AR o e A RAAaaaaE e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #124187: Benzoic acid, 2-(2-chlorophenoxy)ethyl ester P ——
149.0 17.00 17.50
m/z 43.10 16.72%
105.0
5000
m/z--> 20 40 60 80 100120140160180200220240260280 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12121\
Data File : BM@28494.D

Acqg On : 21 Jan 2021 18:42
Operator : CG/JU

Sample : M1179-06

Misc :

ALS vial : 5 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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.262  28.29 ng 495926  Phenanthrene-d10 17.386
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 2563 (18.262 min): BM028494.D\data.ms (-2556) (-  m/z 43.05 100.00%

43.0 73.0
5000
129.0

213.2 — -

\‘\ 157.1185.1 18.00 18.50
I

e

m/z 73.05 92.29%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107549:n-Hexadecanok:add

o

5000 129.0 U CT
18.00 18.50

m/z 60.00 87.48%

157-0185.0213'0 256.0

(o}
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #72647: Tridecanoic acid
73.0
— —
43.0 18.00 18.50
5000 129.0 m/Z 41.05 80.77%
171.0
‘ 214.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #95854: Pentadecanoic acid — T
43.0 73.0 18.00 18.50
m/z 55.10 74.61%
5000
129.0 242.0
199.0
LA | e
o el AL ) T )
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@12121\
Data File : BM@28494.D

Acqg On : 21 Jan 2021 18:42
Operator : CG/JU

Sample : M1179-06

Misc :

ALS vial : 5 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 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

18.545 2.72 ng 47677  Phenanthrene-d10 17.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 95
2 2-Allyl-3-ethoxy-4-methoxyphenol 208 C12H1603 1000122-70-6 64
3 Benzenamide, N-cyano-3,4,5-trime... 208 C10H12N203 055305-77-6 50
4 Coumarin, 7,8-dihydro-7-hydroxy-... 208 C10H805 1000263-13-6 46
5 2,4,7-Pteridinetriol, 6-ethyl- 208 C8H8N403 031053-47-1 46

Abundance Scan 2611 (18.545 min): BM028494.D\data.ms (-2605) (-  m/z 208.05 100.00%

208.1
137.0 1651
5000 571
= 77.0
1
i T I 1050
0 AL m/z 165.180 62.01%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance  #67310: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
LNl
5000 A :
165.0 18.50
200 650 910 1370 m/z 137.00  57.67%
0l ‘\“u‘ ‘\H\‘ \\“‘\‘ ‘\}H‘\‘ ;H‘M‘ }\u‘ d ir\‘ : “w‘ ‘\\\\‘ : ‘u‘\‘ : - “ -
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #67485: 2-Allyl-3-ethoxy-4-methoxyphenol
208.0
165.0 LA A il
137.0 18.50
5000 ITI/Z 57.10 37.36%
43.0 91.0
0 ‘
miz--> 40 60 80 100 120 140 160 180 200
Abundance  #67174: Benzenamide, N-cyano-3,4,5-trimethoxy- —5 ‘
208.0 18.50
m/z 180.00 34.96%
5000 165.0
53.0 93.0 135.0
orﬂM ﬂu“‘,uw‘m”w1‘”‘””_”“,“‘”‘ A : ‘M
m/z--> 40 60 80 100 120 140 160 180 200 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12121\
Data File : BM@28494.D

Acqg On : 21 Jan 2021 18:42
Operator : CG/JU

Sample : M1179-06

Misc :

ALS vial : 5 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 1-(1-Hydroxybutyl)-2,5-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

18.586 4.36 ng 76507  Phenanthrene-d10 17.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(1-Hydroxybutyl)-2,5-dimethoxy... 210 C12H1803 149083-03-4 64
2 3-Phenylbicyclo(3.2.2)nona-3,6-d... 210 C15H140 073830-83-8 52
3 Desaspidinol 210 C11H1404 000437-72-9 50
4 Phenazine, 2-methoxy- 210 C13H1ON20 002876-18-8 47
5 1H-Naphtho[2,1-b]pyran-1-one, 3-... 210 C14H1002 005891-82-7 41

Abundance Scan 2618 (18.586 min): BM028494.D\data.ms (-2614) (-  m/z 167.05 100.00%

167.1  210.1
5000
77.0 1210
P
39.0 ‘ | ' 18.50
0 285 7 216,10 93.04%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #69219: 1-(1-Hydroxybutyl)-2,5-dimethoxybenzene
167.0
139.0
5000 T
18 50
210.0 m/z 154.00 34.34%
41.0 77.0 1090‘ ‘
O ’\\\\‘H\\\“\‘\‘\\\““\\‘VM\‘\‘U\\‘\\\\‘}\\‘!\‘\!\\‘\\i\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #69568: 3-Phenylbicyclo(3.2.2)nona-3,6-dien-2-one
210.0
o
167.0 1850
91.0
o278 50 b A b
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #69004: Desaspidinol
167.0 18 50
m/z 149.00 30.87%
5000
210.0
410 69.0 111.0139.0 |
e T I -

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@12121\
Data File : BM@28494.D

Acqg On : 21 Jan 2021 18:42
Operator : CG/JU

Sample : M1179-06

Misc :

ALS vial : 5 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 7 unknown19.015 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.015 3.57 ng 62509  Phenanthrene-die 17.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-bromo- 192 C8H17Br 000557-35-7 27
2 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 25
3 Cyclohexane, 1,1'-[1,2-bis(1,1-d... 306 C22H42 065149-85-1 23
4 Octane, 2-iodo- 240 C8H17I 000557-36-8 17
5 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 17

Abundance Scan 2691 (19.015 min): BM028494.D\data.ms (-2686) (- m/z 57.05 100.00%
5

1.0
5000 113.1
19.00 |
186.1 :
(- u“‘ Al ‘ bl SBLTUT 2809 y; 113,10 43.92%
miz--> 50 100 150 200 250 300
Abundance #54934: Octane, 2-bromo-
57.0
5000 T T T 1 ,\J\ ‘/
113.0 19.00
' m/z 97.05 39.80%
OJ\-ﬁ T ‘H‘ e "\”\ \1\4‘99\ %9\2.‘0\ L B B B B B
miz--> 50 100 150 200 250 300
Abundance #165279: 2,4,4-Trimethyl-1-pentanol, heptafluorobutyrate
57.0
R \
19.00
5000 ITI/Z 55.05 27.83%
97.0
0150 “\ ‘\ L 1310 0 270 311
e
miz--> 50 100 150 200 250 300
Abundance #149986: Cyclohexane, 1,1'-[1,2-bis(1,1-dimethylethyl)-1, —— ‘
57.0 19.00
m/z 83.05 19.72%
5000 97.0
153.0
ok LAy T -
m/z--> 50 100 150 200 250 300 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12121\
Data File : BM@28494.D

Acqg On : 21 Jan 2021 18:42
Operator : CG/JU

Sample : M1179-06

Misc :

ALS vial : 5 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 1-Hexadecanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.409 2.49 ng 43724  Phenanthrene-d10 17.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 58
2 2-Pentene, 3-ethyl-4,4-dimethyl- 126 C9H18 053907-59-8 43
3 2-Hexenal, (E)- 98 C6H100 006728-26-3 43
4 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 43
5 3-Hexene, 2,3-dimethyl- 112 C8H16 007145-23-5 43

Abundance Scan 2758 (19.409 min): BM028494.D\data.ms (-2755) (- m/z 55.10 100.00%
1

55.
97.0
5000
151.0 207.0 T
| i, ] | o
ol Wl 28, 4310 89.19%
m/z--> 50 100 150 200 250
Abundance #95980: 1-Hexadecanol
55.0
97.0
5000 N
19.50
m/z 57.10 81.24%
01\4\0‘“ ‘\“““\ \‘hlwg?.?\ T \1\9‘6‘0\ L B B B
m/z--> 50 100 150 200 250
Abundance #11611: 2-Pentene, 3-ethyl-4,4-dimethyl-
550, 97.0
——
19.50
5000 m/Z 41.10 77 .51%
ol2sol L | e
m/z--> 50 100 150 200 250
Abundance #3174: 2-Hexenal, (E)- 7
41.0 19.50
83.0 m/z 69.05 73.97%
- J\J\M/jk—/k
L |
0 bl —— e —
m/z--> 50 100 150 200 250 19.50

8270-BM012021.M Fri Jan 22 13:26:24 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12121\
Data File : BM@28494.D

Acqg On : 21 Jan 2021 18:42
Operator : CG/JU

Sample : M1179-06

Misc :

ALS vial : 5 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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.527 13.63 ng 259242 Chrysene-d12 21.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 49

Abundance Scan 2778 (19.527 min): BM028494.D\data.ms (-2773) (- m/z 43.10 100.00%
43.1
73.1

5000 129.0
1851 2412 . —
I 284. 19.50
el m/z 73.10  83.00%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #131261: Octadecanoic acid

43.0,,73.0
5000 129.0 5_9‘56
185.0 241.0 284 m/z 57.05 77.10%
O’HH‘UH

m/z--> 20 40 60 80 100120140160180200220240260280

%

o

-

%

Abundance #95855: Pentadecanoic acid
43,0 73.0
19.50
5000 129.0 m/z 60.00 76.31%
199.0 2420
04 A il 15Bq,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107549: n-Hexadecanoic acid T ‘
60.0 19.50
m/z 41.05 74.56%
5000 129.0
97.0 1710 2130 2560
0 w“M!HJJ“wm‘\‘u“w‘s_wuwWm_m_H“,Wm!_mw —
m/z--> 20 40 60 80 100120140160180200220240260280 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12121\
Data File : BM@28494.D

Acqg On : 21 Jan 2021 18:42
Operator : CG/JU

Sample : M1179-06

Misc :

ALS vial : 5 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 unknown20.851 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

20.851 6.37 ng 121185 Chrysene-d12 21.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 38
2 2,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 37
3 Octane, 2-bromo- 192 C8H17Br 000557-35-7 32
4 Sulfurous acid, cyclohexylmethyl... 332 C18H3603S 1000309-21-9 32
5 Formic acid, 2,4,4-trimethylpent... 158 C9H1802 1000368-95-2 32

Abundance Scan 3003 (20.850 min): BM028494.D\data.ms (-2999) - m/z 57.10 100.00%
57.1

1131
5000
20‘50‘ ‘21‘00‘
169.2 . .
- \h‘ 4 u‘w\ gk 2070 2811 885 nyz 113.10  53.74%
m/z--> 50 100 150 200 250 300 350
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl-
57.0
5000 113.0 = peep \M
20.50 21.00
m/z 97.05 50.48%
0715. \“VH \L\ H \“\ L ‘ T TT ‘ L ‘ L ‘ T TT ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
= T
20.50 21.00
5000 m/z 55.05  28.51%
113.0
‘ ‘ ‘ 168.0
oo b
miz--> 50 100 150 200 250 300 350
Abundance #54934: Octane, 2-bromo- o —
57.0 20.50 21.00
m/z 83.10 21.44%
5000
113.0
oSt ) s101020
L e e e T e e = o
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12121\
Data File : BM@28494.D

Acqg On : 21 Jan 2021 18:42
Operator : CG/JU

Sample : M1179-06

Misc :

ALS vial : 5 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 Cycloeicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.215 11.38 ng 216492 Chrysene-d12 21.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloeicosane 280 C20H40 000296-56-0 97
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
4 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94

Abundance Scan 3065 (21.215 min): BM028494.D\data.ms (-3061) (-  m/z 55.05 100.00%

5000
11.1
—— —
21.00 21.50
54.1
0 101 2070 2600 3861 ., 43.10  99.75%
mlz--> 50 100 150 200 250 300 350 400
Abundance #127768: Cycloeicosane
53.0
5000 — i
21.00 21.50
110 m/z 57.10 97.88%
oL LLLLLL 3540 200 00
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosano
55.0
— —
21.00 21.50
5000 11.0 ITI/Z 83.10 76.54%
o L L0 00 2es0
miz--> 50 100 150 200 250 300 350 400
Abundance  #220103: Heptafluorobutyric acid, pentadecyl ester e e EE
7.0 21.00 21.50
m/z 69.10 76.31%
5000
‘ 169.0
oL AL, Toospozsso  aoer e i
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12121\
Data File : BM@28494.D

Acqg On : 21 Jan 2021 18:42
Operator : CG/JU

Sample : M1179-06

Misc :

ALS vial : 5 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 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.692 3.70 ng 69046 Perylene-di2 23.803
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 90
2 Supraene 410 C30H50 007683-64-9 83
3 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 74
4 2,6,10-Dodecatrien-1-0l, 3,7,11-... 222 C15H260 004602-84-0 72
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 64

Abundance Scan 3316 (22.692 min): BM028494.D\data.ms (-3313) - m/z 69.10 100.00%

69.1
5000
— ——
137.0 22.50 23.00
203.1 281.0 342.1 414. ’ :
0‘H‘“““‘“H“‘“‘““‘“mH‘HH‘HH‘HH‘HH‘H m/z 81.10 50.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69.0
5000 — ——
22.50 23.00
m/z 41.05 27.25%
O T ‘H\‘ ‘H‘ \““‘H\ \H\‘“\ “ T \1\9\10\ LI ‘2\7\3\0\‘ T \3\4\1-‘0\ LI ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
—— ——
22.50 23.00
5000 ITI/Z 68.05 13.18%
137.0
026. oLyl 1910 273.0 341.0 410.C
s B L B e
m/z--> 50 100 150 200 250 300 350 400
Abundance  #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- —— ——
69.0 22.50 23.00
m/z 137.00 12.70%
5000
123.0
g Lume et
mlz--> 100 150 200 250 300 350 400 22.50 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12121\
Data File : BM028494.D

Acqg On : 21 Jan 2021 18:42
Operator : CG/JU

Sample : M1179-06

Misc :

ALS vial : 5 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... 16.774 2.9 ng 50665 4 17.386 350644 20.0
3,6,9,12-Tetrao... 17.133 2.6 ng 45733 4 17.386 350644 20.0
n-Hexadecanoic ... 18.262 28.3 ng 495926 4 17.386 350644 20.0
3,5-Dimethoxy-4... 18.545 2.7 ng 47677 4 17.386 350644 20.0
1-(1-Hydroxybut... 18.586 4.4 ng 76507 4 17.386 350644 20.0
unknown19.015 19.015 3.6 ng 62509 4 17.386 350644 20.0
1-Hexadecanol 19.409 2.5 ng 43724 4 17.386 350644 20.0
Octadecanoic acid  19.527 13.6 ng 259242 5 21.515 380526 20.0
unknown20.851 20.851 6.4 ng 121185 5 21.515 380526 20.0
Cycloeicosane 21.215 11.4 ng 216492 5 21.515 380526 20.0
Squalene 22.692 3.7 ng 69046 6 23.803 373455 20.0
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