LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052821\
Data File : BF124113.D

Acqg On : 28 May 2021 18:41
Operator : JU/CG

Sample : M2539-01

Misc :

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_F\METHODS\8270-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124113.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.14e 3 9 14 rVB 464883 590448 82.08% 6.581%
2 2.246 24 27 32 rBv5 11012 15613 2.17% 0.174%
3 5.081 507 509 514 rVB 18313 20288 2.82% 0.226%
4 5.492 574 579 582 rBV 715043 662085 92.04%  7.380%
5 6.498 746 750 753 rBV 733182 610683 84.89% 6.807%
6 6.869 810 813 817 rBV 231704 196365 27.30%  2.189%
7 7.433 904 909 912 rBV 508400 438712 60.99% 4.890%
8 8.057 1011 1015 1023 rBV2 41630 51600 7.17% ©.575%
9 8.157 1028 1032 1035 rVB 244674 215017 29.89% 2.397%
10 9.227 1211 1214 1218 rBV 833376 664134 92.32% 7.402%
11  9.910 1327 1330 1333 rBV 305534 234007 32.53% 2.608%
12 10.698 1460 1464 1468 rBV 600395 466507 64.85% 5.200%
13 10.810 1481 1483 1489 rBvV2 10874 13585 1.89% 0.151%
14 11.398 1580 1583 1586 rBV 298030 231788 32.22%  2.584%
15 11.451 1590 1592 1594 rVB2 13064 9207 1.28% 0.103%
16 11.921 1670 1672 1683 rBV5 23912 24891 3.46% 0.277%
17 12.657 1794 1797 1801 rVB 36248 33335 4.63% 0.372%
18 12.986 1849 1853 1856 rBV 887556 719364 100.00%  8.018%
19 13.215 1890 1892 1897 rBV4 12213 16233 2.26% 0.181%
20 13.368 1915 1918 1919 rBV3 12203 10064 1.40% 0.112%
21 13.386 1919 1921 1924 rVv4 13852 16719 2.32% 0.186%
22 13.427 1924 1928 1932 rW7 14929 28541 3.97% 0.318%
23 13.492 1937 1939 1943 rVB4 31187 29801 4.14% 0.332%
24 13.557 1945 1950 1952 rBV5 34385 44101 6.13% 0.492%
25 13.645 1953 1965 1966 rBV7 109836 276990 38.50% 3.087%
26 13.892 2002 2007 2008 rBV2 40330 51635 7.18% 0.576%
27 13.910 2008 2010 2017 rVV3 84735 121307 16.86%  1.352%
28 13.968 2019 2020 2025 rVv4 15826 13455 1.87% 0.150%
29 14.039 2029 2032 2036 rVW 290004 273887 38.07% 3.053%
30 14.204 2055 2060 2064 rBV 44179 54177 7.53% 0.604%
31 14.445 2099 2101 2104 rVB4 10758 10697 1.49% 0.119%
32 14.509 2109 2112 2115 rVV 70661 72691 10.10% 0.810%
33 14.557 2115 2120 2127 rVV9 37501 94553 13.14% 1.054%
34 14.645 2131 2135 2136 rVB4 13350 15530 2.16% 0.173%
35 14.821 2161 2165 2171 rVB 55759 65421 9.09% 0.729%
36 14.898 2176 2178 2183 rVB5 22980 26319 3.66% 0.293%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052821\
Data File : BF124113.D

Acqg On : 28 May 2021 18:41
Operator : JU/CG

Sample : M2539-01

Misc :

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_F\METHODS\8270-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.974 2188 2191 2196 rVB5 20270 24276 3.37% 0.271%
38 15.051 2201 2204 2207 rBV5 10087 11958 1.66% ©.133%
39 15.086 2207 2210 2211 rBV3 10812 11262 1.57% 0.126%
40 15.168 2220 2224 2229 rBV 148978 160846 22.36% 1.793%
41 15.339 2250 2253 2259 rVB7 17478 27096 3.77%  ©.302%
42 15.451 2268 2272 2273 rBv4 10830 13682 1.90% 0.152%
43 15.527 2280 2285 2289 rBV = 253682 334461 46.49% 3.728%
44 15.762 2320 2325 2331 rBV6 44564 67870  9.43% 0.756%
45 15.904 2346 2349 2355 rVB6 15050 25992 3.61% ©.290%
46 16.003 2362 2366 2372 rVB2 80510 120086 16.69%  1.338%
47 16.086 2375 2380 2381 rBV5 38169 59974 8.34% 0.668%
48 16.245 2404 2407 2408 rBV3 11990 12568 1.75% ©.140%
49 16.439 2437 2440 2441 rBV2 11233 11026 1.53% 0.123%
50 16.480 2446 2447 2450 rVV3 10649 9864 1.37% 0.110%
51 16.521 2452 2454 2458 rVB5 24129 31262 4.35% 0.348%
52 16.680 2478 2481 2482 rBV3 9316 9369 1.30% ©0.104%
53 16.821 2500 2505 2516 rBV9 37878 74107 10.30% 0.826%
54 17.062 2543 2546 2548 rBV3 14756 19563 2.72% ©0.218%
55 17.127 2555 2557 2564 rVB7 24027 46997 6.53% 0.524%
56 17.274 2578 2582 2583 rBv4 11889 13646 1.90% 0.152%
57 17.303 2583 2587 2588 rVww4 17276 22360 3.11% ©0.249%
58 17.333 2588 2592 2603 rVvB4 43111 112602 15.65% 1.255%
59 17.674 2643 2650 2655 rBVS 93653 284909 39.61% 3.176%
60 17.803 2668 2672 2674 rBVv4 19391 29404 4.09%  0.328%
61 17.850 2677 2680 2687 rVB7 39578 81202 11.29%  ©.905%
62 18.027 2702 2710 2711 rBV7 33650 63481 8.82% 0.708%
63 18.133 2725 2728 2730 rBV4 20734 23259 3.23% 0.259%
64 18.156 2730 2732 2734 rVV3 26029 30096 4.18%  ©0.335%
65 18.209 2734 2741 2754 rVB3 119183 344398 47.88% 3.839%
66 18.533 2782 2796 2797 rBV3 56698 158174 21.99% 1.763%
67 18.680 2813 2821 2838 rVB3 86814 316311 43.97% 3.526%

Sum of corrected areas: 8971851
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 8

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\

BF124113.D
: 28 May 2021 18:41
Ju/CG
¢ M2539-01
Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124113.D

Acqg On : 28 May 2021 18:41
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.140 60.14 ng 590448 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 74
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 38
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 9 (2.140 min): BF124113.D\data.ms (-3) (-) m/z 73.10 100.00%

73.1
5000 43.0
55.1
87.1
R o A RARARRERE
‘ ‘ 2.202.302.402.50
Ol i ol myz 43.05 43.80%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L U AU B B B
430 2.202.302.402.50
— 850 87.0 m/z 55.10  36.41%
29.0 ‘
O \\\‘\\\\‘\\\\‘\\\”"\\\\“‘}\‘\\‘\\f‘\“\\\\“\}\\‘\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
R ARARaRES EES
41.0 87.0 2.202.302.402.50
Y B5.0 -
5000 m/z 87.10 25.99%
29.0
150 Mh ‘ ‘\ A
ot e e e
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1996: Silane, tetramethyl- R RARARRRRER
73.0 2.202.302.402.50
m/z 41.10 13.69%
5000
43.0
oL 20 180 290 || 550 | 5o
R e R AR RBARSRRERE RS S A e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 2.202.302.402.50

8270-BF051421.M Tue Jun 01 14:37:14 2021 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124113.D

Acqg On : 28 May 2021 18:41
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.057 4.80 ng 51600 Naphthalene-d8 8.157

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 64
2 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 50
3 2-Propanol, 1-(2-methylpropoxy)- 132 C7H1602 023436-19-3 40

4 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C1OH2204
5 Ethane, 1-methoxy-2-(methoxymeth... 120 C5H1203

Abundance Scan 1015 (8.057 min): BF124113.D\data.ms (-1011) (-)
57.0

000143-22-6 40
074498-88-7 38

m/z 57.00 100.00%

5000
41.0
‘ H 75.2 100.0 7.80 8.00 8.20 8.40
O J“\ 1 N m/z 45.00  68.99%
miz--> 20 40 60 80 100 120 140
Abundance #32656: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 T
41.0 7.80 8.00 8.20 8.40
75.0 m/z 41.00 35.19%
100.0
(OB \1\5\? T “ ‘\ T “ ‘1‘\ T ‘!‘HH\ T ‘1“\‘ T \“i‘ T [H T \1\1\6‘0\1\3\2\0‘ T
miz--> 40 60 80 100 120 140
Abundance #75667. Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis-
57.0
7.80 8.00 8.20 8.40
5000 ITI/Z 43.00 16.94%
41.
75.0
‘ 101.0
P11 Y Y O~
miz--> 20 40 60 80 100 120 140
Abundance #14458: 2- Propanol 1-(2-methylpropoxy)-
57.0 7.80 8.00 8.20 8.40
m/z 56.00 14.91%
5000 a1
87.0
018,°114-°131-0
mlz--> 60 80 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124113.D

Acqg On : 28 May 2021 18:41
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknownl3.645 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.645 20.23 ng 276990 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Spiro[4.4]nonan-2-one 138 C9H140 034177-18-9 42
2 Sesquirosefuran 218 C15H220 039007-93-7 41
3 6-Methyl-6,7-dihydro-9H-5-o0xa-9-... 177 C1@H11NO2 1000210-20-2 41
4 2H-1,6-Benzoxazocin-5(6H)-one, 3... 177 C1OH11NO2 051110-93-1 38
5 1-Formyl-2,2,6-trimethyl-3-cis-(... 220 C15H240 1000144-10-1 38

Abundance Scan 1965 (13.645 min): BF124113.D\data.ms (-1953) (- m/z 69.05 100.00%

69.0
5000 123.1
—— —
H 13.50 14.00
ow‘m m/z 55.10  89.45%
miz--> 50 100 150 200 250 300 350 400
Abundance #17526: Spiro[4.4]nonan-2-one
67.0
138.0
5000 — ——
13.50 14.00
‘ m/z 109.10  73.45%
0 i“\“\‘\\\\‘HH‘\H\‘HH‘\H\‘H\
m/z--> 50 100 150 200 250 300 350 400
Abundance #75886: Sesquirosefuran
69.0
10 T L
13.50 14.00
5000 m/z 67.05 67.77%
218.0
0
m/z--> 50 100 150 200 250 300 350 400
Abundance #43202: 6-Methyl-6,7-dihydro-9H-5-oxa-9-azabenzocyclo — —
109.0 13.50 14.00
177.0 m/z 95.20 59.38%
5000
41.0
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124113.D

Acqg On : 28 May 2021 18:41
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Octadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.892 3.77 ng 51635 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 72
2 Hexadecane 226 C1l6H34 000544-76-3 72
3 Tetradecane 198 C14H30 000629-59-4 72
4 Heneicosane 296 C21H44 000629-94-7 72
5 Hentriacontane 437 C31H64 000630-04-6 64

Abundance Scan 2007 (13.892 min): BF124113.D\data.ms (-2002) (- m/z 57.05 100.00%
57.0

o M
[ L —
‘ 13.50 14.00
Ot m/z 43.05 65.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105884: Octadecane
57.0
5000 85.0 — ——
13.50 14.00
m/z 71.10 50.20%
29.0 113.0
0 \‘ ‘ ”\ i ‘ w‘ \14\101690197022502540
\‘HH‘\\H‘HH‘\\H‘HH‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83025: Hexadecane
57.0
|
1350 14.00
5000 ITI/Z 85.20 44 ,89%
85.0
29.0
0 \ ‘ L | H‘ ,113.0141.0 169.0 197.0 226.0
et e e e T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59882: Tetradecane
57.0 13.50 14.00
m/z 99.10 23.79%
5000 85.0
29.0
1130 198.0 N ph n
0 D
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124113.D

Acqg On : 28 May 2021 18:41
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Diethylene glycol dibenzoate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.910 8.86 ng 121307 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 59
2 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 53
3 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 45
4 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 45
5 2-(2-(2-Butoxyethoxy)ethoxy)ethy... 310 C17H2605 1000366-97-2 37

Abundance Scan 2010 (13.910 min): BF124113.D\data.ms (-2008) (-  m/z 105.05 100.00%
1

05.1
149.0
5000
55.0 e
b i 1791 2210 o
Ol b e LT ST /7 149,00 67.79%
miz--> 50 100 150 200 250
Abundance #156210: Diethylene glycol dibenzoate
105.0 149.0
5000
14.00
m/z 77.00 47.03%
51.0
0 18.0 | | 179.0
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #133475: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester
14.00
5000 ITI/Z 55.00 17.88%
51.0
ol L h 2120 2874
Miz--> 50 100 150 200 250
Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy e
105.0 14.00
m/z 41.00 16.17%
149.0
5000
0150 510 1| 1790 236.0
e B e e e —r—
m/z--> 50 100 150 200 250 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124113.D

Acqg On : 28 May 2021 18:41
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Heptacosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.204 3.96 ng 54177 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 59
2 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 59
3 10-Methylnonadecane 282 C20H42 056862-62-5 59
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 53
5 2-Bromotetradecane 276 C14H29Br 074036-95-6 53
Abundance Scan 2060 (14.204 min): BF124113.D\data.ms (-2055) (- m/z 57.00 100.00%
57.0
o \MV\JNV
206.7 14.00 14.50
‘ “ 2810 14.00 14.50
oHm‘"‘w“m“mﬂMH‘_H\““MWMHH,HH m/z 43.00  81.99%
mlz--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
5000 —r ——
14.00 14.50
m/z 71.15 53.28%
15 L8 somssozmsonsrosmnn s
\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #200447: Sulfurous acid, butyl heptadecyl ester M\MM
57.0
A«m T ‘ T T ‘ T
14.00 14.50
5000 m/z 85.05 48.34%
T?.
ob bl L 1901850 2090 soro
miz--> 50 100 150 200 250 300 350
Abundance #129494: 10-Methylnonadecane L=
57.0 1400 14.50
m/z 55.00 39.41%
5000
90 154.0
NEE 0§ U A7 S
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124113.D

Acqg On : 28 May 2021 18:41
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.509 5.31 ng 72691 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 80
2 Octadecane 254 C18H38 000593-45-3 72
3 Pentadecane 212 C15H32 000629-62-9 64
4 Tetracosane 338 C24H50 000646-31-1 64
5 Heptadecane 240 C17H36 000629-78-7 64

Abundance Scan 2112 (14.509 min): BF124113.D\data.ms (-2109) (1 m/z 57.05 100.00%
57.0

> M
991 T \
h‘ L, 18 1692 2169 281.. 14.50
ol po b bl MmMummum,w,uH_WH_W m/z 71.1@ 55.56%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #83023: Hexadecane
57.0
5000 T \
14.50
m/z 43.00 50.12%
99.0
0 27‘ ‘ \ H\ Il M‘ | \14-\10 183.0 226.0
\H‘HH‘\H\’\H\’\\H‘HH‘HH‘H\\‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #105886: Octadecane
57.0
T \
14.50
5000 ITI/Z 85.10 27.57%
99.0
2700 | | 1) 1410 1830 55502500
HwH‘wH‘WHH,HH‘HH_‘H_‘H_H‘“HW‘HW‘HWH‘WH‘WH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #71393: Pentadecane Py = T
57.0 14.50
m/z 55.05 24.35%
- MWUW
0 27‘ “\ H\ \‘\ \\\990\\ \1410 18302120
e e e e —
m/z--> 20 40 60 80 100120140160180200220240260280 14.50

8270-BF051421.M Tue Jun 01 14:37:21 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124113.D

Acqg On : 28 May 2021 18:41
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 n-Nonadecanol-1 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.557 6.90 ng 94553 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 64
2 Chloroacetic acid, dodecyl ester 262 C14H27C102 006316-04-7 58
3 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 58
4 1-Octadecanol 270 C18H380 000112-92-5 52
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 49

Abundance Scan 2120 (14.557 min): BF124113.D\data.ms (-2115) (- m/z 83.05 100.00%

43.1, 83.0
5000
25.2
I T
H‘ ‘ ‘ 39 2311 28LI 14.50
ok “‘ ny H “ I/l w2 5705 ot.eex
mlz--> 50 100 15 O 200 250
Abundance #131393: n-Nonadecanol-1
43.0 83.0
5000 LR I
14.50
250 m/z 43.10  89.07%
o140l \‘\_m‘\ “\H“ I “h“ | 1980 208023892680
miz--> 100 150 200 250
Abundance #112263.Chkﬂoaceﬂcacm,dodecyleﬁer
83.0
—r ‘
14.50
5000 ITI/Z 69.00 77 .66%
43.0
140.0
oL, h\ P8202¥39“ -
Miz--> 50 100 150 200 250
Abundance #182418: Bromoacetic acid, pentadecyl ester — ‘
43.0 83.0 14.50
m/z 55.10 75.89%
h WW
182.0
oL m ERSANN S -
miz--> 50 150 200 250 14.50

8270-BF051421.M Tue Jun 01 14:37:22 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124113.D

Acqg On : 28 May 2021 18:41
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Sulfurous acid, butyl tride... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.821 3.91 ng 65421 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 80
2 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 80
3 Eicosane 282 C20H42 000112-95-8 76
4 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 72
5 Sulfurous acid, butyl hexadecyl ... 362 C20H4203S 1000309-18-3 72

Abundance Scan 2165 (14.821 min): BF124113.D\data.ms (-2161) (- m/z 57.10 100.00%

57.1
5000
97.1 . e
14.50 15.00
155.1 .
o) \‘L\ ‘H‘H‘ \‘}\ ‘HH‘ IH‘\ ‘\‘ \‘M‘ " ‘HJ . \:‘Lw\gw‘%‘lﬂ ‘\2‘3‘9‘2 . ?8‘1 ‘8‘ . m/z 43.10 56.00%
miz--> 50 100 150 200 250 300
Abundance #161090: Sulfurous acid, buty! tridecyl ester
57.0
5000 — T
14.50 15.00
m/z 71.05 40.61%
97.0
OZ\GL\O‘\L “‘\‘“h‘ \‘L‘\ “ \H \‘1\3\9?\ %8\3\0‘ T \23\5\.0‘ LI
miz--> 50 100 150 200 250 300
Abundance #200447: Sulfurous acid, butyl heptadecyl ester
57.0
P P
14.50 15.00
5000 m/z 85.10  31.28%
97.0
sl LLL 1 120 qmo 790 zsio
miz--> 50 100 150 200 250 300
Abundance #129490: Eicosane T I
57.0 14.50 15.00
m/z 41.05 20.40%
5000
99.0
41.
otsol LLLL | 1410 1800 zso 20 A
m/z--> 50 100 150 200 250 300 14.50 15.00

8270-BF051421.M Tue Jun 01 14:37:23 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124113.D

Acqg On : 28 May 2021 18:41
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Tetratetracontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.168 9.62 ng 160846 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Octacosane 394 (C28H58 000630-02-4 90
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 2224 (15.168 min): BF124113.D\data.ms (-2220) (1 m/z 57.05 100.00%
57.0
o AL\/LV
C -
‘ J 2071 2811 15.00 15.50
o_MHMMwH,HH_m_HwHH‘HHw‘_m_wm m/z 43.05 65.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
5000 — ——
15.00 15.50
m/z 71.10 50.86%
o /| 1 || £77:0197.0267.0337.0407.0 491.0562.0
‘\\\\‘\\F\‘\\\\‘\\\I]W\\T[\\T\‘TF\W}\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43.0
e o
15.00 15.50
5000 m/z 85.10 40.52%
. | 1301830 2050
P e B e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185535: Heptadecane, 9-octyl- e =
57.0 15.00 15.50
m/z 55.05 25.77%
B WMW
239.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.00 15.50

8270-BF051421.M Tue Jun 01 14:37:24 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124113.D

Acqg On : 28 May 2021 18:41
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknownl5.762 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.762 4.06 ng 67870 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 46
2 Tridecanal 198 C13H260 010486-19-8 38
3 1,16-Hexadecanediol 258 C16H3402 007735-42-4 38
4 trans-2-Dodecen-1-o0l 184 C12H240 069064-37-5 35
5 Z,Z-3,13-0Octadecedien-1-01 266 C18H340 1000131-10-7 27

Abundance Scan 2325 (15.762 min): BF124113.D\data.ms (-2320) (- m/z 57.00 100.00%
57.0

=

5000
—— —
1454 209'0239_1 272.0 15.50 16.00
Ol m/z 55.00 77 .41%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #117604: Octadecanal

43.0

:

5000 — e
15.50 16.00
m/z 43.00 76.11%

O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59775: Tridecanal
57.0
—— —
15.50 16.00
96.0 o
5000 ITI/Z 82.10 49.42%
2710 , 0154.0
ol ' 198.0
m/z--> 20 40 60 80 100120140160180200220240260280 MAﬂMMN%WW
Abundance #109264: 1,16-Hexadecanediol L ‘“M o
55.0 15.50 16.00
m/z 41.00 49.38%
96.0
5000
L
e —— —
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00

8270-BF051421.M Tue Jun 01 14:37:24 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124113.D

Acqg On : 28 May 2021 18:41
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.003 7.18 ng 120086 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 86
2 Hentriacontane 437 C31H64 000630-04-6 86
3 Triacontane 422 C30H62 000638-68-6 86
4 Docosane 310 C22H46 000629-97-0 80
5 Octadecane 254 C18H38 000593-45-3 80

Abundance Scan 2366 (16.003 min): BF124113.D\data.ms (-2362) (- m/z 57.10 100.00%

57.1
5000
R
‘ J 11131 1 16.00
0 HMM““' ‘ﬂ‘“““w‘W“%ﬁ%%w“““‘u“““‘ m/z 71.10 71.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane
57.0
5000 e
16.00
m/z 43.00 53.40%
\\‘HH | |169.0 225.0 2950 366.0
O\‘\\H“‘\h\“\“\I\“‘l\‘\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
T
16.00
5000 ITI/Z 85.10 46.17%
oL ‘\ | ‘%699 2250  309.0 365.0 436
el A e e
m/z--> 50 100 150 200 250 300 350 400 JK%MWAWWM
Abundance #219831: Triacontane P A
57.0 16.00
m/z 55.00 34.91%
5000
0 L b \‘h h‘ ‘ | 16\99 2250 281.0 337.0 4220
A e b e e e e ——
m/z--> 50 100 150 200 250 300 350 400 16.00

8270-BF051421.M Tue Jun 01 14:37:25 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124113.D

Acqg On : 28 May 2021 18:41
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknownl6.821 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.821 4.43 ng 74107 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)(+)-Z-13-Methyl-11-pentadecen... 282 C18H3402 1000130-84-8 35
2 Z-2-Dodecenol 184 C12H240 069064-36-4 22
3 1,1'-Bicyclopentyl, 2-hexadecyl- 362 C26H50 055334-11-7 20
4 2-Decen-1-0l, (E)- 156 C10H200 018409-18-2 14
5 trans-2-Dodecen-1-o0l 184 C12H240 069064-37-5 12

Abundance Scan 2505 (16.821 min): BF124113.D\data.ms (-2500) (- m/z 57.10 100.00%

57.1
5000
311709 221.0 T L
‘H ‘ ‘ ‘ 321.2 362.1 16.50 17.00
ol H L b T 1T w/z 43.e5  61.57%
miz--> 50 150 200 250 300 350
Abundance #129407: (S)(+) -Z-13-Methyl-11-pentadecen-1-ol acetate
43.0
5000 — —
16.50 17.00
81.0 m/z 55.00 49.46%
0 M‘h \Mh H‘\ 39 1670 2220 282.0
T \ T L \ \ T ‘ T T T ‘ L ‘ T
miz--> 100 150 200 250 300 350
Abundance #48726: Z-2-Dodecenol
57.0
P P
16.50 17.00
5000 96.0 m/z 41.00  34.76%
166.0
o“‘ “‘H‘JW_uw_‘”_”w””_‘
miz--> 50 100 150 200 250 300 350
Abundance #192266: 1,1'-Bicyclopentyl, 2-hexadecyl- — ——
43.0 16.50 17.00
82.0 o
m/z 96.20 33.89%
5000 137.0
292.0 362.(
\ \H Llil 18102230 7 L
ok R T
mlz--> 100 150 200 250 300 350 16.50 17.00

8270-BF051421.M Tue Jun 01 14:37:26 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124113.D

Acqg On : 28 May 2021 18:41
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknownl7.333 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.333 6.73 ng 112602 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methane, methoxybis(2-vinylphenyl)- 250 C18H180 1000210-69-5 38
2 2,5-Bis(1-methyl-1-silacyclobuty... 274 C16H26Si2 1000280-74-9 37
3 3-Methoxy-6,7,8,9-tetrahydro-dib... 218 C13H1403 1000186-57-9 27
4 6-Isopropenyl-4,8a-dimethyl-4a,5... 218 C15H220 086917-79-5 25
5 2,10-Dimethyl-2,3,4,5,6,7-hexahy... 203 C14H21N 077581-13-6 25
Abundance Scan 2592 (17.333 min): BF124113.D\data.ms (-2588) (1  m/z 203.15 100.00%
95.3 208.2
5000 41. 161.1
269.1 407.!
NI L R
0! “‘,“, m/z 218.40  99.80%
mlz--> 50 100 150 200 250 300 350 400
Abundance #102589: Methane, methoxybis(2-vinylphenyl)-
218.0
5000 | | A | m ﬂ "M
115.0 17.00 17.50
% m/z 95.30 92.06%
O\ T ‘\“‘ \M\‘\ \‘ h““\ \“\‘ \M“\‘\ T “h‘ ““‘ \‘\ i L ‘ T T 1T ‘ L ’ 1
m/z--> 50 100 150 200 250 300 350 400
Abundance  #122804: 2,5-Bis(1-methyl-1-silacyclobutyl)-p-xylene
218.0
— H—
17.00 17.50
5000 m/z 56.20 81.55%
43.0
145.0 274.0
0l hh\‘ \‘h‘ ‘UHH\ \\“ H\‘ mh H“\Hu‘ u}“\ ‘\‘h h‘“\ H‘M “ : ‘\’ | “\‘ .
miz--> 50 100 150 200 250 300 350 400 mw W\MM
Abundance #75702: 3-Methoxy-6,7,8,9-tetrahydro-dibenzofuran-2-ol L N ‘
218.0 17.00 17.50
m/z 91.00 76.82%
5000
175.
69. 0
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50

8270-BF051421.M Tue Jun 01 14:37:26 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124113.D

Acqg On : 28 May 2021 18:41
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl7.674

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.674 17.04ng 284909 perylene-d12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
I stignastan-3,5-diene 306 C2oHas 1000214-16-4 25
2 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 10

3 Androstan-3-one, 17-hydroxy-1,17... 318 C21H3402

4 Pregn-4-ene-3,20-dione, dioxime 344 C21H32N202

5 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500

Abundance Scan 2650 (17.674 min): BF124113.D\data.ms (-2643) (-]

55.0
107.1
5000
0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #210541: Stigmastan-3,5-diene
43.0
396.0
5000

5.0 147.0
0 Tlllllllggp 25503020 L

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #228560: .beta.-Sitosterol acetate

43.0

5000

107.0 396.0

9.0
215.0
ok “\‘\‘\‘ MHZL‘FI | 2\8\8'0 342.0 , |, 456.

Wy L A
Lt gl o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #159994: Androstan-3-one, 17-hydroxy-1,17-dimethyl-, (1
43.0

5000

0 H“‘\h\;‘\“\
m/z--> 50 100 150 200 250 300 350 400 450
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002881-21-2 10
026144-38-7 9
000986-19-6 9

m/z 55.05 100.00%

3

— —
17.50 18.00
m/z 43.05 89.74%

r

— —
17.50 18.00

m/z 57.10 71.40%

-

— —
17.50 18.00

m/z 107.10  69.40%

3

— —
17.50 18.00

m/z 105.10 60.86%

F

o e
17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124113.D

Acqg On : 28 May 2021 18:41
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 16 unknownl7.850 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.850 4.86 ng 81202 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dihydrocoumarin, 4,4,5,7,8-penta... 218 C14H1802 039170-97-3 43
2 2,5-Bis(1-methyl-1-silacyclobuty... 274 C16H26Si2 1000280-74-9 35
3 8-Amino-6,7-dimethoxy-4-methylqu... 218 C12H14N202 1000213-07-2 27
4 3-Acethyl-6-methoxycoumarine 218 C12H1004 013252-80-7 27
5 9,11-Dimethyltetracyclo[7.3.1.0(... 218 C16H26 053263-99-3 27

Abundance Scan 2680 (17.850 min): BF124113.D\data.ms (-2677) (1  m/z 203.15 100.00%

208.2
43.1
5000 93.0 41351 \ M XM(N\
631 asar Audrd AW )
b T Ty as10 g
0! LS A m/z 43.10  72.82%
m/z--> 50 100 150 200 250 300 350
Abundance #75798: Dihydrocoumarin, 4,4,5,7,8-pentamethyl
208.0
159.0
5000 — —
17.50 18.00
410 91.0 m/z 218.20 68.54%
O ‘\‘\‘ L“h“ “\“LH‘ ‘H‘H‘ ‘M“H‘ \‘\ ‘\H“ i T “ L I e
miz--> 50 100 150 200 250 300 350
Abundance  #122804: 2,5-Bis(1-methyl-1-silacyclobutyl)-p-xylene
218.0 \
Y
17.50 18.00
5000 m/z 57.00  56.90%
43.0
109.0145.0 274.0
0 180 ‘HH\ \“LH““ I “\“ .
miz--> 50 100 150 200 250 300 350
Abundance  #75613: 8-Amino-6,7-dimethoxy-4-methylquinoline “ —
218.0 17.50 18.00
m/z 67.00 50.99%
5000
160.0
51.0 " | ‘
oW RS [ O SO 1 I A
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124113.D

Acqg On : 28 May 2021 18:41

Operator : JU/CG

Sample : M2539-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k sk 5k 3k 3k Sk sk 3k 3k sk sk ok 3k sk Sk sk 3k >k Sk sk ok 3k sk sk sk 3k >k Sk sk sk >k sk sk sk 3k 3k Sk sk 3k >k sk sk sk >k 3k Sk sk >k >k sk ok ok >k sk kosk >k >k skosk ok k kskosk ok k
Peak Number 17 unknownl8.027 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
18.027 3.80 ng 63481 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Diethynyl-diphenyl-silane

2 2-Furancarboximidic acid, N-[[(5..

3 Pregnan-3-one, (5.alpha.)-

4 Phenol, 2-amino-4-(3-amino-4-hyd...

5 Toluene,3-cyclopropylmethoxy

Abundance Scan 2710 (18.027 min): BF124113.D\data.ms (-2702) (-]

55.0 105.1

232 C16H12Si
. 312 C16H12N205
302 C21H340
232 C12H12N203
162 C11H140

001675-57-6 38
1000316-35-1 27
014778-11-1 16
1000327-59-3 16
1000222-96-8 12

m/z 55.00 100.00%

£

5000
287.1 399,
18.00
0 m/z 105.10 91.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #87748: Diethynyl-diphenyl-silane
231.0
53.0 129.0
5000 R ‘
18.00
178.0 m/z 69.10 85.03%
O\‘\“‘h‘”‘\“‘\\!\‘\\““\‘“h\\“‘\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #154213: 2-Furancarboximidic acid, N-[[(5-methyl-3-phen
430 1000
T T \
18.00
5000 203.0 m/Z 231.20 73.79%
59.0
0 A ‘“‘JMM u“ L‘ : “ o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #146639: Pregnan-3-one, (5.alpha.)-
55.0 231.0 18.00
m/z 43.10 66.25%
5000 5.0 302.0
1630
‘L \‘L |
o LA il . —r
m/z--> 50 100 150 200 250 300 350 400 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124113.D

Acqg On : 28 May 2021 18:41
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 18 unknownl8.209 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

18.209 20.59 ng 344398 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5.alpha.-Androstan-3.beta.-o0l, 4... 304 C21H360 007673-19-0 27
2 2-Butenal, 2-methyl-4-(2,6,6-tri... 206 C14H220 003155-71-3 27
3 Bis(Methylseleno)methane 204 (C3H8Se2 056051-03-7 25
4 Naphthalene, 1,2,3,5,6,7,8,8a-0c... 204 C15H24 010219-75-7 25
5 .alpha.-Bulnesene 204 C15H24 1000374-19-9 20

Abundance Scan 2741 (18.209 min): BF124113.D\data.ms (-2734) (-, m/z 205.10 100.00%

95.1 205.1
41.1
5000 161.1
313.1 ,
} “ ‘ ‘ % “ 424. 18.00 18.50
ol LK AL M“m_m_” m/z 95.10  98.80%
mlz--> 50 100 150 200 250 300 350 400
Abundance #148309: 5.alpha.-Androstan-3.beta.-ol, 4,4-dimethyl-
41.0
5000 T T T T T T
18.00 18.50
49.0 2030 210 m/z 93.10  78.80%
ol~ ‘\‘Mn\w
miz--> 100 150 200 250 300 350 400
Abundance #66155. 2-Butenal, 2-methyl-4-(2,6,6-trimethyl-1-cyclohe)
107.
206.0 e ——
18.00 18.50
5000 163.0 m/z 81.10  74.29%
0! \\\\H‘hw Hh‘\ ‘h | ‘u“ s A an m I
miz--> 100 150 200 250 300 350 400
Abundance #64620: Bis(Methylseleno)methane P —
109.0 18.00 18.50
m/z 109.15 73.33%
0! . — —
mlz--> 100 150 200 250 300 350 400 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124113.D

Acqg On : 28 May 2021 18:41
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 19 unknown18.533 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

18.533 9.46 ng 158174 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(1,3,3-Trimethyl-bicyclo[4.1.0... 206 C14H220 077143-31-8 38
2 2,2,6-Trimethyl-1-(2-methyl-cycl... 218 C15H220 1000188-72-8 35
3 2-Amino-4-cyanomethyl-6-piperidi... 218 C10H14N6 1000241-05-9 30
4 Decahydro-8a-ethyl-1,1,4a,6-tetr... 222 C16H30 1000100-23-6 25
5 2H-Cyclopropa[a]naphthalen-2-one... 218 C15H220 006831-17-0 25

Abundance Scan 2796 (18.533 min): BF124113.D\data.ms (-2782) (- m/z 43.10 100.00%

12 1211 218.1
5000
63.3
2591 \‘\\\\‘\\\\‘\\\\‘\\\\
H M H 315 18.2018.4018.6018.80
0— ‘ m/z 69.05 75.20%
m/z--> 100 150 200 250 300
Abundance #66156 4 -(1,3,3-Trimethyl-bicyclo[4.1.0]hept-2-yl)-but-3-(
109.0
43.0
5000 U LA R L R L B B
18.2018.4018.6018.80
149.0 m/z 121.05 70.33%
[{ Lt
O' “ “\‘\‘\ \ “\ T T T ‘ L ’ L
m/z--> 50 100 150 200 250 300
Abundance #75924: 2,2, 6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hep
41.0 95.0
B e A '
18.2018.4018.6018.80
5000 m/z 218.10 69.34%
34.0 218.0
175.0
Owawi H‘h\h‘h e e
m/z--> 50 100 150 200 250 300 M
Abundance #75223: 2-Amino-4-cyanomethyl-6-piperidino-1,3,5-triazir e LA
218.0 18.2018.4018.6018.80
m/z 55.10 68.73%
5000
84.0 163.0
43.0 ‘
m/z--> 50 100 150 200 250 300 18.2018.4018.6018.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124113.D

Acqg On : 28 May 2021 18:41
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 20 unknownl8.680 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.680 18.91 ng 316311 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Testosterone 288 C19H2802 000058-22-0 25
2 5-Bromovaleric acid, 2,6-dimethy... 328 C16H25Br02 1000292-56-9 25
3 dl-Homatropine, methyl ether 289 C17H23NO3 1000333-83-4 22
4 Testosterone propionate 344 C22H3203 000057-85-2 22
5 Benzene, 1-(butylthio)-3-methyl- 180 C11H16S 054576-41-9 16

Abundance Scan 2821 (18.680 mln) BF124113.D\data.ms (-2813) (- m/z 124.20 100.00%

43.0
5000
18.40 18.60 18.80
[y — ‘“‘ m/z 43.08  98.58%
miz--> 100 150 200 250 300 350
Abundance #134629: Testosterone
124.0
5000 2880 LML L L O L LB
79. 246.0 18.40 18.60 18.80
203.0 m/z 55.00  75.24%
39,0 ‘
o! ‘\H\‘Hu‘ il ‘\“\‘U ‘\\‘\‘ \\‘ L R
m/z--> 50 100 150 200 250 300 350
Abundance #167174: 5-Bromovaleric acid, 2,6-dimethylnon-1-en-3-yr
124.0
R i e T
1 18.40 18.60 18.80
s000| 950 6.0 m/z 57.65 58.80%
285.0
oLl ‘L\L‘H\N L‘ ‘\‘ \\ L. 230 | sa0
miz--> 50 100 150 200 250 300 350
Abundance #135274: dl-Homatropine, methyl ether R A maa i
124.0 18.40 18.60 18.80
m/z 93.10 55.54%
5000
42.0 820
ol d b | 2000 2890 TP AR
m/z--> 50 100 150 200 250 300 350 18.40 18.60 18.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124113.D

Acqg On : 28 May 2021 18:41
Operator : JU/CG

Sample : M2539-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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|
Butane, 2-metho... 2.140 60.1 ng 590448 1 6.869 196365 20.0
Ethanol, 2-(2-b... 8.057 4.8 ng 51600 2 8.157 215017 20.0
unknown13.645 13.645 20.2 ng 276990 5 14.045 273887 20.0
Octadecane 13.892 3.8 ng 51635 5 14.045 273887 20.0
Diethylene glyc... 13.910 8.9 ng 121307 5 14.045 273887 20.0
Heptacosane 14.204 4.0 ng 54177 5 14.045 273887 20.0
Hexadecane 14.509 5.3 ng 72691 5 14.045 273887 20.0
n-Nonadecanol-1 14.557 6.9 ng 94553 5 14.045 273887 20.0
Sulfurous acid,... 14.821 3.9 ng 65421 6 15.527 334461 20.0
Tetratetracontane 15.168 9.6 ng 160846 6 15.527 334461 20.0
unknownl15.762 15.762 4.1 ng 67870 6 15.527 334461 20.0
Hexacosane 16.003 7.2 ng 120086 6 15.527 334461 20.0
unknown16.821 16.821 4.4 ng 74107 6 15.527 334461 20.0
unknownl7.333 17.333 6.7 ng 112602 6 15.527 334461 20.0
unknownl7.674 17.674 17.0 ng 284909 6 15.527 334461 20.0
unknownl17.850 17.850 4.9 ng 81202 6 15.527 334461 20.0
unknown18.027 18.027 3.8 ng 63481 6 15.527 334461 20.0
unknown18.209 18.209 20.6 ng 344398 6 15.527 334461 20.0
unknownl18.533 18.533 9.5 ng 158174 6 15.527 334461 20.0
unknown18.680 18.680 18.9 ng 316311 6 15.527 334461 20.0
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