LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052821\
Data File : BF124112.D

Acqg On : 28 May 2021 18:09
Operator : JU/CG

Sample : M2542-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

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

Signal : TIC: BF124112.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.151 3 11 16 rBV 566747 703524 71.28% 6.675%
2 2.257 24 29 32 rBv 14832 16347 1.66% 0.155%
3 5.092 508 511 519 rVB2 26160 28525 2.89% 0.271%
4 5.492 574 579 582 rBV 1107594 954870 96.74%  9.060%
5 6.498 745 750 753 rBV 951025 912135 92.41% 8.654%
6 6.869 810 813 817 rBV 295289 245103 24.83%  2.326%
7 7.433 904 909 912 rBV 773446 654302 66.29% 6.208%
8 8.057 1012 1015 1019 rBV 17598 21389 2.17% 0.203%
9 8.151 1028 1031 1035 rBV 316272 284376 28.81% 2.698%
10 9.227 1210 1214 1218 rBV 1113421 987016 100.00% 9.365%
11  9.910 1326 1330 1333 rBV 380498 293410 29.73% 2.784%
12 10.698 1460 1464 1467 rBV 763237 637570 64.60% 6.049%
13 10.816 1480 1484 1490 rVB 14160 16930 1.72% 0.161%
14 11.398 1579 1583 1586 rBV 352752 278988 28.27% 2.647%
15 11.451 1590 1592 1599 rVvB2 13010 14882 1.51% 0.141%
16 11.921 1669 1672 1676 rVB2 38537 27351 2.77% 0.260%
17 12.092 1700 1701 1707 rVB2 13088 12768 1.29% 0.121%
18 12.492 1765 1769 1773 rBV3 7496 11618 1.18% 0.110%
19 12.610 1787 1789 1793 rBV2 14323 11735 1.19% 0.111%
20 12.651 1793 1796 18600 rVB 42216 40239 4.08% 0.382%
21 12.839 1825 1828 1830 rBV 23828 20491 2.08% 0.194%
22 12.986 1849 1853 1856 rBV 1100711 894205 90.60% 8.484%
23 13.427 1924 1928 1931 rVB5 12989 19553 1.98% 0.186%
24 13.468 1931 1935 1936 rBV3 10105 12651 1.28% 0.120%
25 13.674 1965 1970 1974 rVB7 15657 18169 1.84% 0.172%
26 13.886 2002 2006 2008 rBv4 22197 28098 2.85% 267%

27 13.909 2008 2010 2021 rVB3 65907 134574 13.63%
28 14.045 2028 2033 2036 rBV 311960 297088 30.10%
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29 14.204 2058 2060 2063 rBV3 14076 11279 1.14% 107%
30 14.292 2071 2075 2078 rBV6 12503 16215 1.64% 154%
31 14.327 2078 2081 2085 rVB5 21629 25097 2.54% ©.238%
32 14.509 2109 2112 2116 rBV 45472 43991 4.46% 0.417%
33 14.551 2116 2119 2128 rVv8 41873 85616 8.67% 0.812%
34 14.674 2136 2140 2144 rVB5 19647 22516 2.28% 0.214%
35 14.798 2159 2161 2162 rBV2 19046 12971 1.31% ©0.123%
36 14.821 2162 2165 2169 rVB5 26543 32726 3.32% 0.311%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052821\
Data File : BF124112.D

Acqg On : 28 May 2021 18:09
Operator : JU/CG

Sample : M2542-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.904 2175 2179 2181 rVB2 20550 25628 2.60% ©.243%
38 14.968 2188 2190 2193 rBV3 18106 16945 1.72% ©.161%
39 15.056 2201 2205 2207 rBV5 9241 12340 1.25% 0.117%
40 15.092 2207 2211 2212 rBv4 14841 21207 2.15% 0.201%
41 15.121 2214 2216 2220 rVV5 19651 22350 2.26% ©.212%
42 15.168 2220 2224 2229 rVB 136762 143765 14.57%  1.364%
43 15.251 2234 2238 2241 rBV6 20668 31690 3.21% ©.301%
44 15.398 2259 2263 2264 rBv4 14446 15774 1.60% 0.150%
45 15.462 2267 2274 2280 rBV9 31783 85918 8.70% 0.815%
46 15.527 2280 2285 2293 rVB 266327 375459 38.04% 3.562%
47 15.668 2307 2309 2313 rVB5 11256 12605 1.28% ©.120%
48 15.762 2322 2325 2329 rVB5 33123 41213 4.18% ©.391%
49 15.909 2346 2350 2351 rBV3 14069 12417 1.26% 0.118%
50 16.003 2360 2366 2372 rVB2 82755 127183 12.89% 1.207%
51 16.098 2373 2382 2384 rBV9 28618 69393 7.03% 0.658%
52 16.251 2404 2408 2410 rBV5 19722 26757 2.71%  0.254%
53 16.280 2411 2413 2422 rVB7 27476 57292 5.80% 0.5447%
54 16.521 2451 2454 2459 rVB5 19777 32387 3.28% ©.307%
55 16.827 2501 2506 2509 rBV6 26356 43451 4.40% 0.412%
56 17.074 2543 2548 2553 rBV9 19671 45379 4.60% 0.431%
57 17.127 2553 2557 2564 rVB6 29533 58123 5.89% ©.551%
58 17.274 2578 2582 2584 rBV5 13134 19402 1.97% ©.184%
59 17.680 2643 2651 2663 rBV5 121730 462811 46.89% 4.391%
60 17.786 2666 2669 2670 rBV3 14084 15481 1.57% 0.147%
61 17.809 2670 2673 2676 rBV5 17766 24841 2.52% ©0.236%
62 18.021 2700 2709 2722 rBV5 120271 473271 47.95%  4.490%
63 18.215 2740 2742 2750 rVB6 66155 114116 11.56% 1.083%
64 18.344 2760 2764 2765 rBv4 11397 11707 1.19% ©0.111%
65 18.497 2785 2790 2791 rBv4 40944 57237 5.80% ©.543%

66 18.686 2815 2822 2832 rVB10 90176 255298 25.87%  2.422%

Sum of corrected areas: 10539758
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 7

LSC Report - Integrated Chromatogram

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

BF124112.D
: 28 May 2021 18:09
Ju/CG
¢ M2542-01
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

Abundance

1000000

800000

600000

400000

200000

151

TIC: BF124112.D\data.ms
5.492
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7.433

6.869
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o

Time-->
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TIC: BF124112.D\data.ms

9.227 12.986

10.698

9.910 11.398
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0

Time-->

Abundance
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200000
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12.50 13.00

10.816
‘ e LA e s B
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TIC: BF124112.D\data.ms

11.9
Mo

11.50 12.00

14.045

15.527

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124112.D

Acqg On : 28 May 2021 18:09

Operator Ju/caG

Sample : M2542-01

Misc

ALS vial : 7 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 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.
2.151 57.41 ng 703524  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 72
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

5 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 9

Abundance  Scan 11 (2.151 min): BF124112.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.1 550
87.1 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
2.202.302.402.502.60
e R PR A NN N oy S ST RV YUY
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T[T T T [T T[T rTr [Tt
43.0 2.202.302.402.502.60
- 550 87.0 m/z 55.00  38.29%
200 \ |
O\\\‘\\\\‘\\\\‘\\\”“\\\\“‘}\‘\\‘\\\‘\“\\\\“\}\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1996: Silane, tetramethyl-
73.0
R R T EARERAREEE
2.202.302.402.502.60
5000 m/z 87.10  25.91%
43.0
oL 20 180 290 || 530630 || 80
R E R i
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #734: N-Ethylformamide R RmEa e RARARERERAEY
30.0 2.202.302.402.502.60
73.0 m/z 41.60 14.01%
5000
440 58.0
w0
0“‘_“W‘Jﬂ“ﬂ"H“NHEW“H“H“m“_“W“‘ R R
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124112.D

Acqg On : 28 May 2021 18:09
Operator : JU/CG

Sample : M2542-01

Misc :

ALS vial : 7 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 unknown5.092 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
5.092 2.33 ng 28525 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9
2 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 9
3 Oxirane, [(1-methylethoxy)methyl]- 116 C6H1202 004016-14-2 9
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 9
5 Acetone 58 C3H60 000067-64-1 7
Abundance Scan 511 (5.092 min): BF124112.D\data.ms (-508) (-) m/z 43.05 100.00%
43.0
59.0
5000
e e
| ‘ 101.0 4.80 5.00 5.20 5.40
b e e e M/Z 59.05 57.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
5000 \u‘HH‘HH‘HH,HNHA
4.80 5.00 5.20 5.40
101.0 m/z 58.00 21.66%
41.0
20 Il 830
O\H‘\H\’\H\‘\\H‘H\\‘H\‘1‘\H\’\H\’\\H‘H\\‘H\\‘\H\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #30194: 2-Nonanone, 9-hydroxy-
43.0 580
A AEEmaEaE S
4.80 5.00 5.20 5.40
5000 m/z 41.00 15.32%
71.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8193: Oxirane, [(1-methylethoxy)methyl]- A AEEmEEEE e
43.0 4.80 5.00 5.20 5.40
m/z 101.00 14.83%
29.0 59.0
5000
bl dlll 80 | mso
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124112.D

Acqg On : 28 May 2021 18:09
Operator : JU/CG

Sample : M2542-01

Misc :

ALS vial : 7 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 4,4'-Diisopropylbiphenyl Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.651 2.88 ng 40239  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4'-Diisopropylbiphenyl 238 C18H22 018970-30-4 81
2 10,18-Bisnorabieta-5,7,9(10),11,... 238 C18H22 006566-19-4 64
3 3,4'-Diisopropylbiphenyl 238 C18H22 061434-46-6 64
4 3-(N,N-Diethylamino)carbazole 238 C16H18N2 054994-31-9 47
5 Anthracene, 9,10-dimethoxy- 238 C16H1402 002395-97-3 46

Abundance Scan 1796 (12.651 min): BF124112.D\data.ms (-1793) (-} m/z 223.10 100.00%

2238.1
5000
165.0 195.1
S| P
12.50 13.00
0 Hwﬁ?‘?““ J“ ‘ J‘M ‘L‘L“ bl mh] A “‘ '““ Al ‘1‘1“‘ Ll m/z 238,20 48.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92583: 4,4'-Diisopropylbiphenyl
223.0
5000 T T }\\ T T
43.0 12.50 13.00
. 104.0 165.0 m/z 195.10 35.60%
150‘ d | ) . 139.0, m foro |
O \\\‘\\\\‘\\‘\\‘\\\}“\\“\}“‘\\\1‘\\\\‘\\\‘\‘\\\\‘\\‘h\”\‘\u\\‘ \\\’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92596: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223.0 (\ A
—r —
181.0 12.50 13.00
5000 ITI/Z 165.00 35.14%
153.
55.0 104.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 AM A
Abundance #92582: 3,4'-Diisopropylbiphenyl AA‘ Jh‘ ‘A‘A i ‘M
2238.0 12.50 13.00
m/z 181.00 34.88%
5000
43.0
165.0
104.0
o290l |, 700, L aseo | s | | I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124112.D

Acqg On : 28 May 2021 18:09
Operator : JU/CG

Sample : M2542-01

Misc :

ALS vial : 7 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 Heptadecyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.910 9.06 ng 134574 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 53
2 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 49
3 17-Pentatriacontene 491 C35H70 006971-40-0 47
4 Cycloheptane, methyl- 112 C8H16 004126-78-7 30
5 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20 000099-82-1 22

Abundance Scan 2010 (13.909 min): BF124112.D\data.ms (-2008) (- m/z 57.10 100.00%
57.1

5000
e
280.6 14.00
207.1
0 J "1‘ m/z 55.80  70.50%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
5000 T T
111.0 14.00
m/z 83.10 70.44%
169.0
O \J‘\"\\!f‘%l‘\l‘\\‘l\‘l\\\\‘12\:\3\8‘9\\\‘\\\\‘\\\\‘\4\3\4\‘()\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester
57.0
v
14.00
5000 111.0 ITI/Z 43.05 65.23%
oL LU L ges0 280 sewo
miz--> 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene ——
43.0 14.00
m/z 40.95 56.96%
0 ﬂ | 44153:0210.0 267.0321.0 490.(
A S e e e e e —
m/z--> 50 100 150 200 250 300 350 400 450 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124112.D

Acqg On : 28 May 2021 18:09
Operator : JU/CG

Sample : M2542-01

Misc :

ALS vial : 7 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 Octadecane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14.509 2.96 ng 43991 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 64
2 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 64
3 Hentriacontane 437 C31H64 000630-04-6 64

4 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S

1000309-19-0 59
1000309-20-2 59

Abundance Scan 2112 (14.509 min): BF124112.D\data.ms (-2109) (-~ m/z 57.10 100.00%
57.1

> NMwwNW¢wMMﬂnMW¥kamWM
T T
‘ 113.3 206.95, 14.50
- LWWWNM%H“HJJH‘th“‘_“““w““‘ m/z 43.05 62.26%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #105883: Octadecane
57.0
5000 e :
14.50
m/z 71.10 53.22%
O‘\\‘\"\“\\“f”‘\“‘\‘\““\%\\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #113721: Sulfurous acid, butyl nonyl ester
57.0
T T
14.50
5000 ITI/Z 85.15 45.50%
127.0
o L a0
miz--> 0 50 100 150 200 250 300 350 400 JWAA%
Abundance #223852: Hentriacontane o Wq
57.0 l4 50
m/z 55.00 24.04%
- MWMMW
0 m‘ Mdi\G?p‘%zgo 309.0 365.0 437.
— ‘w“““u‘““‘_“““H“““H“‘ ——
m/z--> 0 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124112.D

Acqg On : 28 May 2021 18:09
Operator : JU/CG

Sample : M2542-01

Misc :

ALS vial : 7 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 1-Eicosene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.551 5.76 ng 85616 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Eicosene 280 C20H40 003452-07-1 81
2 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 70
3 5-Eicosene, (E)- 280 C20H40 074685-30-6 64
4 Cycloeicosane 280 C20H40 000296-56-0 58
5 Acetic acid, chloro-, hexadecyl ... 318 C18H35C102 052132-58-8 58
Abundance Scan 2119 (14.551 min): BF124112.D\data.ms (-2116) (. m/z 43.00 100.00%
3.0
97.2
5000
T \
‘ 14‘7'1‘ 209.0 242 281 1 14.50
oL i MHH\H | ‘ ‘ “H‘ m/z 55.05 88.13%
miz-> 50 100 150 200 250
Abundance #127765: 1-Eicosene
57.0 97.0
5000 ——
14.50
Fgo 2800 m/z 97.15 68.84%
0 ‘Z‘Z‘;O\‘ “\ I H‘\ “ ‘ “\ H \“\ \H\‘ \h‘ ‘H ‘h‘ 422‘?"0\‘ ‘\ N -
miz--> 50 100 150 200 250
Abundance #127777: Cyclohexadecane, 1,2-diethyl-
43.0
T \
280.0 14.50
5000 m/z 57.00 64.97%
39.0
0l “ “\ ‘\‘ I : \H“ \H\ ‘\’ﬂ“ \‘} ’\h : ]‘-8} 92119 : 2‘5?9 : :
miz--> 50 100 150 200 250
Abundance #127769: 5-Eicosene, (E)- — ‘
55.0 14.50
m/z 69.05 64.51%
h WM
250, | ]| 1990 1600 2230 2800
Pt e e e ——
m/z--> 50 100 150 200 250 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124112.D

Acqg On : 28 May 2021 18:09
Operator : JU/CG

Sample : M2542-01

Misc :

ALS vial : 7 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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.168 7.66 ng 143765 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Tetratetracontane 619 C44H99 007098-22-8 87
4 Hexatriacontane 507 C36H74 000630-06-8 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 2224 (15.168 min): BF124112.D\data.ms (-2220) (-, m/z 57.05 100.00%
57.0

=

5000
1500 1550
7-2 . .
o MBIz zma e s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57.0
5000 — —
15.00 15.50
m/z 71.10 51.99%
ol L |1 }£7.9197.0 281.0  394.0
‘\H\‘HH‘H\!‘HH’HH‘HH‘\\H‘HH‘\\H‘HH‘HH‘HH‘H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223851: Hentriacontane
57.0
= 3
15.00 15.50
5000 m/z 85.10 35.21%

1270197.0267.0 351.0 436.0

A

=

Oy L b S B T ST TR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane T :
57.0 15.00 15.50
m/z 55.05 20.75%
- wMVM
o JHHlﬂﬁ;wozmosw04wo 491.0 562.0
[ e e e T T T T e T T T —— —
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 14:36:47 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124112.D

Acqg On : 28 May 2021 18:09
Operator : JU/CG

Sample : M2542-01

Misc :

ALS vial : 7 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 Perylene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.462 4.58 ng 85918 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 52
2 Perylene 252 C20H12 000198-55-0 50
3 1-Amino-4-(phenylthio)isoquinoline 252 C15H12N2S 019653-19-1 49
4 Benzo[e]pyrene 252 C20H12 000192-97-2 49
5 Benzo[a]pyrene 252 C20H12 000050-32-8 49
Abundance Scan 2274 (15.462 min): BF124112.D\data.ms (-2267) (. m/z 252.10 100.00%
252.1
5000 NR
932 41591 0. | 1Y ‘AJ‘\ AR
‘ H| 402.4 ‘ 15.50
0 "“M“‘HU‘”“‘“U”‘U‘m“_m_m"””_‘ m/z 253.20  21.93%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #104227: Benz[e]acephenanthrylene
252.0
15.50
126.0 m/z 93.20  20.43%
0 740 | 200.0,
\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104214: Perylene
252.0
b
15.50
5000 m/z 122.00 20.32%
125.0
ol7.0 740 | 200.0, |
R IR L o T I B
miz--> 50 100 150 200 250 300 350 400 450
Abundance #103911: 1-Amino-4-(phenylthio)isoquinoline
252.0 15.50
m/z 251.10 18.67%
5000
28.0 780\\”\1 ]Tg i |
O A et b e e e

m/z--> 50 100 150 200 250 300 350 400 450 15.50

8270-BF051421.M Tue Jun 01 14:36:47 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124112.D

Acqg On : 28 May 2021 18:09
Operator : JU/CG

Sample : M2542-01

Misc :

ALS vial : 7 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 unknownl5.762 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

15.762 2.20 ng 41213 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 16
2 Ethanone, 1-(4-methyl-1H-imidazo... 124 C6H8N20 002524-90-5 11
3 Cyclohexane-1,1,2,2-tetracarboni... 282 C14H10N403 1000277-18-0 10
4 Carbonic acid, 2,2,2-trichloroet... 288 C10H15C1303 1000357-89-8 10
5 Heptane, 5-ethyl-2-methyl- 142 C10H22 013475-78-0 10

Abundance Scan 2325 (15.762 min): BF124112.D\data.ms (-2322) (- m/z 43.00 100.00%

43.0 ' '
2.2
5000 133.0
165.3 207.1
P e
| I LA, o
ol A | SRE HH‘ m/z 71.20  99.91%
miz--> 50 100 150 200 250
Abundance #141403: Octadecane, 1-(ethenyloxy)-
57.0
5000 b S
97.0 15.50 16.00
m/z 56.95 99.36%
oing LLLLL L gm0 aano  asgomsio
miz--> 50 100 150 200 250
Abundance  #10366: Ethanone, 1-(4-methyl-1H-imidazol-2-yl)-
54.0 96.0
e e
15.50 16.00
5000 m/z 55.10 76.77%
0b— B WWMWMMJ\/M/\AN
miz--> 50 100 150 200 250
Abundance #128797: Cyclohexane-1,1,2,2-tetracarbonitrile, 4,4-dihyc —— —
97.0 15.50 16.00
m/z 82.15 64.18%
5000
39.0
158.0
0 M“M h” " \ i ‘ ‘ l960 23\8.0 \28\2.0 A

m/z--> 100 150 200 250 15.50 16.00

8270-BF051421.M Tue Jun 01 14:36:48 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124112.D

Acqg On : 28 May 2021 18:09
Operator : JU/CG

Sample : M2542-01

Misc :

ALS vial : 7 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 Methoxyacetic acid, 2-tetra... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.003 6.77 ng 127183 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 80
2 Octacosane 394 C28H58 000630-02-4 80
3 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 80
4 Tetratetracontane 619 C44H90 007098-22-8 72
5 Sulfurous acid, butyl octadecyl ... 390 C22H4603S 1000309-18-5 72

Abundance Scan 2366 (16.003 min): BF124112.D\data.ms (-2360) (- m/z 57.00 100.00%
57.0

F e
318342251 2814 '
Ouu“ “M“”w“\ w‘wm‘mm_mewmwm m/z 71.1 51.06%
mlz--> 50 100 150 200 250 300 350
Abundance #132964: Methoxyacetic acid, 2-tetradecyl ester
57.0
5000 1
16.00
m/z 43.10  40.22%
197.0
O\‘Li““ ‘”h \“UH‘ \H\M\ \“0\\\\“\\2\4\3‘9\\\‘\\\\|\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
—— |
16.00
5000 ITI/Z 85.10 36.81%
9.0
oL \M‘H 1 141.0183.0225.0 281.0 337.0 394.
B o o T R L S
m/z--> 50 100 150 200 250 300 350 JLANWMw
Abundance #125656: Sulfurous acid, butyl decyl ester A ‘“ﬁ$ﬁ
57.0 16.00
m/z 55.10 24.84%
5000
9.0 141.0
o‘w‘h‘Mmﬂ_‘lﬁiqm_H‘_m“m —
m/z--> 50 100 150 200 250 300 350 16.00

8270-BF051421.M Tue Jun 01 14:36:49 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124112.D

Acqg On : 28 May 2021 18:09
Operator : JU/CG

Sample : M2542-01

Misc :

ALS vial : 7 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 unknownl6.098 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

16.098 3.70 ng 69393 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Nonadecene 266 C19H38 031035-07-1 25
2 1-Nonadecene 266 C19H38 018435-45-5 18
3 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 15
4 Z-5-Nonadecene 266 C19H38 1000131-11-8 14
5 2- Chloropropionic acid, octadec... 360 C21H41C102 088104-31-8 14

Abundance Scan 2382 (16.098 min): BF124112.D\data.ms (-2373) (- m/z 57.05 100.00%
57.0

111.2
5000 207.2

»

161.0

262.9 T T

5.6.00 16.50
B Hh’ ‘M “‘H‘\MHH “ M “‘ “ H‘ : “ ‘H\“ “ : m/z 82.95 67.23%

m/z--> 50 100 150 200 250
Abundance #115903: 9-Nonadecene
53.0
97.0

5000 — :
16.00 16.50

m/z 55.05 64.17%

266.0
0 :!'8“ ; “\ " . : \H\‘ ‘\ES?.?‘ . ]"8‘1‘0 1 “ —
m/z--> 50 100 150 200 250
Abundance #115904: 1-Nonadecene

57.0 |97.0

T
16.00 16.50

o

5000 m/z 80.90 55.80%
27.0 ‘ F390 266.0
ol A A LT ) pere z2a0 |
miz--> 50 100 150 200 250
Abundance #129352: 9-Octadecenoic acid, (E)- —— :
55.0 16.00 16.50
m/z 111.20 50.38%
5000
"
OH‘\ ‘1““‘!‘\ —h —
miz--> 50 100 150 200 250 16.00 16.50

8270-BF051421.M Tue Jun 01 14:36:49 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124112.D

Acqg On : 28 May 2021 18:09
Operator : JU/CG

Sample : M2542-01

Misc :

ALS vial : 7 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 unknownl6.280 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.280 3.05 ng 57292 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hydroxypropionic acid, 3,3,3-t... 294 C11H9F306 1000304-22-1 43
2 1H-Purin-2-amine, 6-methoxy- 165 C6H7N50 020535-83-5 35
3 1-(m-Dimethylaminophenyl)ethanol 165 C1OH15NO 005339-01-5 35
4 7-Methyl-8-oxo0-1,2,3,4-tetrahydr... 165 C8H11N30 026955-10-2 27
5 6H-Purin-6-one, 2-amino-1,7-dihy... 165 C6H7N50 000938-85-2 22
Abundance Scan 2413 (16.280 min): BF124112.D\data.ms (-2411) (- m/z 165.10 100.00%
165.1
5000 430.:
43.0 AL )
92.9 A —
bl \ \ b o0 o
0 U“M‘ u‘M‘U“, Ll L A “ ‘ m “‘ e m/z 430.40  38.19%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #138945: 2-Hydroxypropionic acid, 3,3,3-trifluoro-2-(6-hyt
165.0
5000 1 ﬂ \
16.00 16.50
53.0 1970 235.0 m/z 164.05  35.46%
| |, gz
O‘\\\f{“‘\‘\\“\’\\\‘\‘f‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #34442: 1H-Purin-2-amine, 6-methoxy-
165.0 A m m%
L A
16. 00 16.50
5000 m/z 207.20 32.99%
‘ 1080
bbb L
miz--> 0 50 100 150 200 250 300 350 400
Abundance #34339: 1-(m-Dimethylaminophenyl)ethanol —— —
165.0 16.00 16.50
m/z 43.00 26.20%
5000
107.
obebiibiddod T T
m/z--> 0 50 100 150 200 250 300 350 400 16.00 16.50

8270-BF051421.M Tue Jun 01 14:36:50 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124112.D

Acqg On : 28 May 2021 18:09
Operator : JU/CG

Sample : M2542-01

Misc :

ALS vial : 7 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 unknownl6.827 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.827 2.31 ng 43451 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.0]hexan-2-one, 3,3,6... 138 C9H140 053966-40-8 22
2 Cyclobuta[1,2:3,4]dicyclooctene,... 220 C16H28 017385-55-6 16
3 9-Decen-1-0l, trifluoroacetate 252 C12H19F302 1000352-65-9 14
4 (Furan-2-yl)(2-thioxo-2H-[1,2,4]... 245 C11H7N302S 1000302-86-5 14
5 Z-6,17-0Octadecadien-1-0l acetate 308 C20H3602 086252-73-5 14
Abundance Scan 2506 (16.827 min): BF124112.D\data.ms (-2501) (- m/z 57.05 100.00%
57.0
5000 il MJ\WWW
1811 1.7 1206.9 24532781 — —r
N L e s
oMWHM,“H““‘ “‘HW‘U‘Hw““”,”‘l‘W‘M_WW‘H m/z 43.00  99.20%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #17637: Bicyclo[3.1.0]hexan-2-one, 3,3,6-trimethyl-
82.0
5000 — —
16.50 17.00
41.0 m/z 55.05 83.47%
‘ L ‘ 138.0
O\H‘H\\‘h\\‘\“\’\!‘HH“\\H‘H‘H“H\\“HH‘HH’HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #77694: Cyclobuta[1,2:3,4]dicyclooctene, 1,2,3,4,5,6,6a.¢
82.0
P P
16.50 17.00
m/z 82.05 52.60%
50000 41, /
111.0
2200
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #103571: 9-Decen-1-ol, trifluoroacetate
55.0 16.50 17.00
m/z 83.05 51.73%
5000
96.0
o,, - —
m/z--> 20 40 60 80 100120140160180200220240260280 16.50 17.00

8270-BF051421.M Tue Jun 01 14:36:51 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124112.D

Acqg On : 28 May 2021 18:09
Operator : JU/CG

Sample : M2542-01

Misc :

ALS vial : 7 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 unknownl7.074 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

17.074 2.42 ng 45379 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 4-ethyl-5-pentyl-... 308 C12H18F602 038363-94-9 14
2 Propene, hexafluoro- 150 C3F6 000116-15-4 9

3 Simazine 201 C7H12CIN5 000122-34-9 9
4 4,7,7-Trimethylbicyclo[2.2.1]hep... 209 C12H19NO2 069740-39-2 9

5 Bicyclo[2.2.1]heptan-2-one, 4-et... 178 C12H180 090547-84-5 9

Abundance Scan 2548 (17.074 min): BF124112.D\data.ms (-2543) (-, m/z 40.90 100.00%
40.9

5000 150.0
2.9 255.3 — ‘
N
0/l e m/z 83.60 91.67%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #150714: 1,3-Dioxolane, 4-ethyl-5-pentyl-2,2-bis(trifluoror
69.0
5000 — :
17.00
239.0 [
1250 m/z 69.10 84.96%
O‘\\\‘\N‘”‘H\‘\H\H\\‘\‘\‘\]\-8f§.‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #24004: Propene, hexafluoro-
31.0
131.0 T 1
17.00
5000 ITI/Z 201.00 83.78%
1.0
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #62044: Simazine
201.0 17.00
44.0 m/z 43.80  69.42%
5000
96.0
0 Wi
0“‘MWJMhWMWMMMhQJM$ T —
m/z--> 0 50 100 150 200 250 300 350 400 17.00

8270-BF051421.M Tue Jun 01 14:36:51 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124112.D

Acqg On : 28 May 2021 18:09
Operator : JU/CG

Sample : M2542-01

Misc :

ALS vial : 7 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 15 unknownl7.127 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

17.127 3.10 ng 58123 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 3-methyl- 268 C19H40 006561-44-0 38
2 Hexacosane 366 C26H54 000630-01-3 38
3 Hexadecane 226 C16H34 000544-76-3 35
4 Heptadecane, 4-methyl- 254 C18H38 026429-11-8 35
5 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 35

Abundance Scan 2557 (17.127 min): BF124112.D\data.ms (-2553) (- m/z 57.05 100.00%

57.0
5000
1431 —— ——
‘ ‘ 360.2 17.00 17.50
ol “ u “ H‘ H\MHH H‘\ ‘HH | HI\H‘ H\ I — ! ‘ m/z 71.10 57.52%
m/z--> 50 100 150 200 250 300 350
Abundance #117645: Octadecane, 3-methyl-
57.0
5000 7 ——
17.00 17.50
239.0 m/z 43.10 52.98%
i ‘\ | 101830 |
O\\\‘ ! ‘\ \\\\‘1\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
— —
17.00 17.50
5000 m/z 85.05 27.56%
9.0
oLl h L L) 2410 183.0 2250 267.0 309.0 366
: — A R O L R
m/z--> 0 100 150 200 250 300 350
Abundance #83028: Hexadecane - L
57.0 17.00 17.50
m/z 143.05 18.06%
5000
LT 1410 1830 2260
0\\\“\‘\‘\“‘\“ \“\H HH‘H‘H‘HH‘HH‘H
m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124112.D

Acqg On : 28 May 2021 18:09
Operator : JU/CG

Sample : M2542-01

Misc :

ALS vial : 7 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 .gamma.-Sitosterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.680 24.65 ng 462811 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 66
2 .beta.-Sitosterol 414 C29H500 000083-46-5 62
3 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 44
4 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500 1000210-86-9 35
5 N-Nitrosotomatidine 444 C27H44N203 004847-05-6 12

Abundance Scan 2651 (17.680 min): BF124112.D\data.ms (-2643) (- m/z 43.00 100.00%

107.1
2132
5000 161.1
3033 414. N
L) ], e
(Y 1 mh'“‘_‘““ LD ws ss.ee es.79%
miz> 0 50 100 150 200 250 300 350 400

Abundance #217434: .gamma.-Sitosterol

IS
w
o

5000 5.0
145.0 414.( 17.50 18.00

2130 303.0 m/z 41.05 65.05%

0 \ :
miz--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol
43.0
—— —
17.50 18.00
5000 m/z 69.10 64.07%
0 ‘\“ |\ MMN
miz--> 0 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- —— ——
43.0 17.50 18.00
m/z 107.10 61.96%
5000
368.0
414(
13.0
I JKUAM 20 zmso || ppygs T T
m/z--> 0 5 100 150 200 250 300 350 400 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124112.D

Acqg On : 28 May 2021 18:09
Operator : JU/CG

Sample : M2542-01

Misc :

ALS vial : 7 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 17 1,1,4a-Trimethyl-5,6-dimeth... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.021 25.21 ng 473271 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 72
2 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 45
3 Androst-5-en-17-0l, 4,4-dimethyl- 302 C21H340 1000195-76-3 41
4 Thujopsene-I3 204 C15H24 1000162-77-8 41
5 2H-Cyclopentacyclooctene, 4,5,6,... 204 C15H24 1000221-85-8 38
Abundance Scan 2709 (18.021 min): BF124112.D\data.ms (-2700) (- m/z 95.05 100.00%
95.0 204.3
43.Q
287.3
5000 161.2
T \
| { i L - s
ol LI} “M‘“‘u‘w“m_m_“ m/z 204.25 97.52%
mlz--> 50 100 150 200 250 300 350 400
Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronapt
204.0
91.0
410 133.0
5000 AJVwMﬂ . VTS
18.00
m/z 55.10 96.87%
O' ’Y
m/z--> 50 100 150 200 250 300 350 400
Abundance #64525: Naphthalene, decahydro-4a-methyl-1-methylene
105.0 204.0
T \
161.0 18.00
50007 41.0 m/z 231.20  88.15%
SEETALLYY IR UE N
miz--> 50 100 150 200 250 300 350 400 f\
Abundance #146649: Androst-5-en-17-0l, 4,4-dimethyl- L Wy i )
302.0 18.00
m/z 133.05 87.66%
5000{ 419 105.0
173.0
217.0
259)0 ‘
0 s vl SRR A
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 : BF124112.D

Acqg On : 28 May 2021 18:09
Operator : JU/CG

Sample : M2542-01

Misc :

ALS vial : 7 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 unknown18.215 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.215 6.08 ng 114116 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanone, 1-(3,5,5-trimethyl-... 178 C12H180 016695-72-0 15
2 Benzeneacetic acid, .alpha.-ethy... 192 C12H1602 062338-21-0 14
3 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 11
4 Cyclopropyl 2,4-xylyl ketone 174 C12H140 1000370-35-7 11
5 Benzenepropanoic acid, .beta.,2,... 206 C13H1802 055683-09-5 11

Abundance Scan 2742 (18.215 min): BF124112.D\data.ms (-2740) (-, m/z 133.15 100.00%

219.1
73.2
5000
272.3 355.
—— —
H‘ ‘ ‘ 18.00 18.50
ol (B TR . m/z 163.30  92.36%
mlz--> 50 100 150 200 250 300 350
Abundance #44090: 2-Propanone, 1-(3,5,5-trimethyl-2-cyclohexen-1-
1638.0
5000
430 18.00 18.50
91.0 m/z 219.10 76.66%
O LI U ‘HH\‘\ M\ \“ M “M‘ “ ‘ T “‘\ T ‘ L ‘ L ’ LI ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #54540: Benzeneacetic acid, .alpha.-ethyl-.alpha.-methyl
91.0 133.0 M hnMA ﬂ |
s L
18.00 18.50
5000 ITI/Z 173.20 66.90%
29.0 192.0
0 H ‘\\ \‘H“H‘M‘ J ‘\H‘M\‘ ‘u“ e “‘ R T I IR A IS
miz--> 50 100 150 200 250 300 350
Abundance #22824: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
138.0 18.00 18.50
m/z 189.20 65.84%
5000
L b
ow\ww U 1w
mlz--> 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124112.D

Acqg On : 28 May 2021 18:09
Operator : JU/CG

Sample : M2542-01

Misc :

ALS vial : 7 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 unknownl18.497 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

18.497 3.05ng 57237 Perylene-d12 15.527

Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Octyne, 5-methyl- 124 C9H16 062108-33-2 27
yclopentanol, 1-(1-methylene-2-... 138 C9H140 078158-11-9 27
4-Heptadiene, 3-methyl- 110 C8H14 001603-01-6 27
Heptyne, 7-chloro- 130 C7H11Cl 051575-85-0 27
»8-Divinylbicyclo[3.3.1]nonane-... 204 C13H1602 1000210-69-3 22

uih wNnR
PwWERLROW
1 -

Abundance Scan 2790 (18.497 min): BF124112.D\data.ms (-2785) (-} m/z 68.10 100.00%

68.1
12311611
03.4
5000
2591 3151 ‘ MMMM /W\MMM
LT e
ol " m/z 81.00  88.25%
miz--> 50 100 150 200 250 300
Abundance #10627: 3-Octyne, 5-methyl- MWW
67.0
5000 27.0 18.‘50
m/z 42.95 83.58%
09.0
oL e
miz-> 50 100 150 200 250 300
Abundance  #17631: Cyclopentanol, 1-(1-methylene-2-propenyl)-
67.0
270 18.50
5000 09.0 m/z 67.10 82.94%
o Ut
miz--> 50 100 150 200 250 300
Abundance #5964: 1,4-Heptadiene, 3-methyl- T
81.0 18.50
m/z 70.90 78.14%
41.0
o! W‘W‘u“““““““““““‘ LR
m/z--> 50 100 150 200 250 300 18.50

8270-BF051421.M Tue Jun 01 14:36:55 2021 Page: 22



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124112.D

Acqg On : 28 May 2021 18:09
Operator : JU/CG

Sample : M2542-01

Misc :

ALS vial : 7 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 Testosterone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.686 13.60 ng 255298 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Testosterone 288 C19H2802 000058-22-0 81
2 Cholest-5-en-3-one, 4,4-dimethyl- 412 C29H480 002220-42-0 43
3 4,6-Dimethyl-2-pyrimidone 124 C6H8N20 000108-79-2 38
4 Nicotinic acid, undec-10-enyl ester 275 C17H25NO2 1000299-86-1 30
5 Carbonic acid, bis-(2,2,6,6-tetr... 370 C19H34N205 1000188-97-0 27

Abundance Scan 2822 (18.686 min): BF124112.D\data.ms (-2815) (- m/z 43.10 100.00%

43.1 124.1
5000 229.2
75.3 289.1 412 L o e R
‘ H 370.2 18.40 18.60 18.80
ok Ll il ‘L'““““"“‘MHH_M‘W m/z 124.10  82.53%
miz--> 50 100 150 200 250 300 350 400
Abundance #134628: Testosterone
124.0
5000
79. 24602880 18.40 18.60 18.80
203.0 m/z 55.00 78.60%
0! \H\ Hw \\‘L e e
miz--> 50 100 150 200 250 300 350 400
Abundance #216711: Cholest-5-en-3-one, 4,4-dimethyl-
124.0
.
18.40 18.60 18.80
5000 4120 m/z s57.00  72.45%
369.0
69.0 173.0 94702890 L1
[ ‘M Iy ‘\‘\‘\H‘ | \\\hmww‘w‘m\‘ H‘ bk ‘\‘\L . B “‘ L
miz--> 50 100 150 200 250 300 350 400
Abundance #10336: 4,6-Dimethyl-2-pyrimidone e
124.0 18.40 18.60 18.80
m/z 41.00 56.96%
5000
42.0 {“
ow\‘u\w\wf?wHH_m_m_m_m_m_‘
miz--> 50 100 150 200 250 300 350 400 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 : BF124112.D

Acqg On : 28 May 2021 18:09
Operator : JU/CG

Sample : M2542-01

Misc :

ALS vial : 7 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... 2.151 57.4 ng 703524 1 6.869 245103 20.0
unknown5.092 5.092 2.3 ng 28525 1 6.869 245103 20.0
4,4'-Diisopropy... 12.651 2.9 ng 40239 4 11.398 278988 20.0
Heptadecyl hept... 13.910 9.1 ng 134574 5 14.045 297088 20.0
Octadecane 14.509 3.0 ng 43991 5 14.045 297088 20.0
1-Eicosene 14.551 5.8 ng 85616 5 14.045 297088 20.0
Octacosane 15.168 7.7 ng 143765 6 15.527 375459 20.0
Perylene 15.462 4.6 ng 85918 6 15.527 375459 20.0
unknown15.762 15.762 2.2 ng 41213 6 15.527 375459 20.0
Methoxyacetic a... 16.003 6.8 ng 127183 6 15.527 375459 20.0
unknown16.098 16.098 3.7 ng 69393 6 15.527 375459 20.0
unknownl16.280 16.280 3.0 ng 57292 6 15.527 375459 20.0
unknownl16.827 16.827 2.3 ng 43451 6 15.527 375459 20.0
unknownl7.074 17.074 2.4 ng 45379 6 15.527 375459 20.0
unknownl17.127 17.127 3.1 ng 58123 6 15.527 375459 20.0
.gamma.-Sitosterol 17.680 24.6 ng 462811 6 15.527 375459 20.0
1,1,4a-Trimethy... 18.021 25.2 ng 473271 6 15.527 375459 20.0
unknown18.215 18.215 6.1 ng 114116 6 15.527 375459 20.0
unknown18.497 18.497 3.0 ng 57237 6 15.527 375459 20.0
Testosterone 18.686 13.6 ng 255298 6 15.527 375459 20.0
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