LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073021\
Data File : BF124875.D

Acqg On : 30 Jul 2021 14:32
Operator : JU/CG

Sample : M3215-02

Misc :

ALS vial : 9 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-BF072221.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124875.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.134 5 8 11 rBB 6078 6464 3.18% ©0.394%
2 5.092 509 511 515 rBB 2226 2587 1.27% 0.158%
3 5.492 574 579 582 rBV 147112 142186 69.86% 8.663%
4 6.504 746 751 754 rBV 139046 149779 73.59%  9.126%
5 6.869 810 813 816 rBB 46692 35067 17.23% 2.137%
6 7.434 905 909 912 rBB 115343 102413 50.32% 6.240%
7 8.057 1011 1015 1018 rBV 50855 44500 21.86% 2.711%
8 8.151 1028 1031 1034 rBV 63104 51684 25.39%  3.149%
9 9.228 1210 1214 1217 rBV 222868 203538 100.00% 12.401%
106 9.910 1326 1330 1335 rBB 75159 61201 30.07% 3.729%
11 10.698 1460 1464 1470 rBB 142266 129432 63.59% 7.886%
12 11.398 1579 1583 1585 rBV 80459 61946 30.43% 3.774%
13 11.416 1585 1586 1589 rVB 6993 5371 2.64% 0.327%
14 11.780 1646 1648 1651 rBB 9014 6542 3.21% ©.399%
15 11.921 1668 1672 1675 rBV 15942 15804 7.76% 0.963%
16 12.486 1762 1768 1771 rBB 7904 8447 4.15% 0.515%
17 12.610 1786 1789 1794 rBV 12262 10697 5.26% 0.652%
18 12.651 1794 1796 1798 rVB 2357 2155 1.06% 0.131%
19 12.704 1801 1805 1807 rBV 4970 3858 1.90% 0.235%
20 12.839 1825 1828 1834 rVB 9696 9578 4.71% 0.584%

21 12.986 1848 1853 1855 rBV 207266 172933 84.96% 10.536%

22 13.415 1922 1926 1929 rBV3 3640 3880 1.91% 0.236%
23 13.504 1937 1941 1942 rBV 3638 4665 2.29% 0.284%
24 13.539 1943 1947 1949 rVV3 4777 7838 3.85% 0.478%
25 13.704 1968 1975 1978 rBV5 6707 13216 6.49% ©0.805%
26 13.880 1998 2005 2015 rBV3 9882 17500 8.60% 1.066%
27 14.010 2023 2027 2030 rBV 92368 87661 43.07% 5.341%
28 14.039 2030 2032 2034 rW 41629 33949 16.68% 2.068%
29 14.062 2034 2036 2039 rVB 3486 3089 1.52% ©0.188%
30 14.198 2055 2059 2060 rBvV2 2146 2609 1.28% 0.159%
31 14.498 2106 2110 2112 rBV4 5724 6571 3.23% ©.400%
32 14.521 2112 2114 2120 rVB4 4383 6925 3.40% 0.422%
33 14.804 2159 2162 2166 rVB4 1949 2708 1.33% 0.165%
34 14.880 2172 2175 2180 rVB4 3340 4226 2.08% 0.257%
35 14.951 2184 2187 2191 rVB5 1871 2164 1.06% ©.132%
36 15.080 2205 2209 2213 rBV 3562 5876 2.89% 0.358%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073021\
Data File : BF124875.D

Acqg On : 30 Jul 2021 14:32
Operator : JU/CG

Sample : M3215-02

Misc :

ALS vial : 9 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-BF072221.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.145 2216 2220 2224 rVB2 11410 11978 5.88% 0.730%
38 15.192 2224 2228 2233 rBV3 3119 5680 2.79% 0.346%
39 15.386 2259 2261 2264 rBV3 3299 3463 1.70% 0.211%
40 15.451 2270 2272 2274 rBV 2572 2371 1.16% 0.144%
41 15.515 2279 2283 2288 rBV 27758 34587 16.99% 2.107%
42 15.568 2290 2292 2297 rVB5 1518 2187 1.07% 0.133%
43 15.739 2316 2321 2324 rBV4 3357 4531 2.23% 0.276%
44 15.798 2327 2331 2334 rBV4 1922 2621 1.29% 0.160%
45 15.968 2357 2360 2364 rVB4 8121 11639 5.72% 0.709%
46 16.045 2369 2373 2376 rBV5S 2100 4026 1.98% 0.245%
47 16.227 2399 2404 2405 rBV4 3737 4408 2.17% 0.269%
48 16.486 2442 2448 2451 rBv4 1689 3185 1.56% 0.194%
49 16.656 2473 2477 2483 rVB3 3825 7729 3.80% 0.471%
50 16.774 2491 2497 2502 rBV3 1628 3855 1.89% 0.235%
51 17.080 2546 2549 2552 rVB3 1979 2393 1.18% 0.146%
52 17.439 2608 2610 2616 rVB3 1283 2356 1.16% 0.144%
53 17.627 2631 2642 2648 rBV5 16978 45754 22.48% 2.788%
54 17.809 2669 2673 2679 rVB4 6298 10828 5.32% 0.660%
55 17.992 2698 2704 2709 rVB4 2584 5167 2.54% 0.315%
56 18.080 2712 2719 2720 rBvV2 3472 5684 2.79% 0.346%
57 18.168 2728 2734 2745 rVB8 10125 28333 13.92% 1.726%
58 18.633 2805 2813 2818 rBvV3 4406 9473 4.65% 0.577%
Sum of corrected areas: 1641307
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073021\
Data File : BF124875.D

Acq On : 30 Jul 2021 14:32
Operator : JU/CG

Sample : M3215-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF124875.D\data.ms

200000

150000 5.492 6.504

7.434

100000

50000 6.869

134 5.002
O\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF124875.D\data.ms
9.228 12.986

200000

150000 10.698

100000

9.910 11.398

8.151

50000 8.05

| -

0 7 T I . T — e =
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF124875.D\data.ms

200000

150000

100000 14.010

50000

17.62

7
6656774 17.080 17.430/\17-84%180056°° 18,633
T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073021\
Data File : BF124875.D

Acq On : 30 Jul 2021 14:32
Operator : JU/CG

Sample : M3215-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknown2.134 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
2.134 3.69 ng 6464 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutylamine 73 C4H11N 000078-81-9 4
2 1-Pentanamine 87 C5H13N 000110-58-7 3
3 N-Ethylformamide 73 C3H7NO 000627-45-2 3
4 1-Butanamine, 3-methyl- 87 C5H13N 000107-85-7 3
5 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 2
Abundance Scan 8 (2.134 min): BF124875.D\data.ms (-5) (-) m/z 73.10 100.00%
73.1
43.0
5000
55.0
87.0
A RARARRREaEEEEEE
‘ ‘ 2.202.302.402.50
-+ttt m/z 43.00 57.04%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #861: Isobutylamine
30.0
5000 L L B L L L R
2.202.302.402.50
m/z 55.00 35.68%
73.0
0 | %0 smo 7
\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80
Abundance #2135: 1-Pentanamine
30.0
A RARARRREREEEEEE
2.202.302.402.50
5000 m/z 87.00 27.08%
ol 150 450 550  69.0 87.0
e e e e e
miz--> 10 20 30 40 50 60 70 80 90
Abundance #838: N-Ethylformamide A RARARRREaEEEEEE
30.0 2.202.302.402.50
73.0 m/z 41.18 17.00%
5000
44,0 58.0
all|
0“‘_‘M!‘Hl‘“H‘MHHM““W““_i“‘u““u R RARE S R ARRRRRENE
m/z--> 10 20 30 40 50 60 70 80 90 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073021\
Data File : BF124875.D

Acq On : 30 Jul 2021 14:32
Operator : JU/CG

Sample : M3215-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 2
R.T. EstConc Area Relative to ISTD R.T.
8.057 17.22 ng 44500 Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 78
3 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 64
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 50
5 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 42
Abundance Scan 1015 (8.057 min): BF124875.D\data.ms (-1011) (-) m/z 45.10 100.00%
4!:
5000
751 T AR waEEE
‘ 100.0 132.0 7.80 8.00 8.20 8.40
bl g T 1820 hyz s7.10 93.98%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L L I L LI L B
29.0 7.80 8.00 8.20 8.40
m/z 41.00 42.72%
87.0
O T ‘ \‘H“\‘\“‘H‘\ T H\ \‘h\ ‘ \“\‘\ \:}’0\7\\0\ ‘ ?‘\3\2\()‘ LU ‘ L ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0

7.80 8.00 8.20 8.40
5000 m/z 75.10 16.58%

89.0
oL290( | lissg | 1190 saag
“‘_““ ‘“‘“H“““w“““u“““_
miz--> 20 40 80 100 120 140 160 180
Abundance #81995.Ethan0L 2-[2-(2-butoxyethoxy)ethoxy]- P b
45.0 7.80 8.00 8.20 8.40
m/z 43.00 16.06%
5000
89.0
0 26\?‘? _lleog w‘ . 1190 144.0163.0
P “‘H“ e T T e
m/z--> 20 40 80 100 120 140 160 180 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073021\
Data File : BF124875.D

Acq On : 30 Jul 2021 14:32

Operator Ju/caG

Sample : M3215-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 8-Methylnonanoic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.922 5.10 ng 15804  Phenanthrene-die 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8-Methylnonanoic acid 172 C10H2002 005963-14-4 50
2 Dodecanoic acid 200 C12H2402 000143-07-7 45
3 Methyl-.alpha.-d-ribofuranoside 164 C6H1205 1000129-83-1 43
4 Benzamide, 4-butoxy-N-[2-(2-thie... 383 C17H21NO2S 1000319-87-5 40
5 1,2,3,4-Cyclopentanetetrol, (1.a... 134 C5H1004 014003-71-5 38

Abundance Scan 1672 (11.921 min): BF124875.D\data.ms (-1668) (- m/z 41.10 100.00%
4111 73.0
5000 ﬂ
129.1
97.0 213.1 T hw ‘AM T nw hw
LT
O A R R B e e A AR m/z 43.10 97.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46984: 8-Methylnonanoic acid
43.0 73.0 129.0
oo L o gy
12.00
‘910 m/z 55.10 87.96%
O' H\ "h‘l‘\ \‘H““\ \“}H\ “\ \“\ “‘ ‘\ TTT ‘]\_\712\‘0\ TTT ‘ TTTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75716: Dodecanoic acid
e L 1]
A
12.00
m/z 73.00 87.05%
5000 129.0 /
290 85.0 157.0
L
0“‘_L‘“J“ ﬁﬂ“mwﬁuﬂ;_N‘ML‘HW‘A“H“M“‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39970: Methyl-.alpha.-d-ribofuranoside H—
73.0 12.00
m/z 60.00 80.45%
5000 43.0
b Al 90 1330 teso L
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073021\
Data File : BF124875.D

Acq On : 30 Jul 2021 14:32
Operator : JU/CG

Sample : M3215-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl2.486 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

12.486 2.73 ng 8447  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Methyl-1-nonyl-6,8-dioxabicycl... 268 C16H2803 1000426-70-6 23
2 Cyclohexane, cyclopropyl- 124 C9H16 032669-86-6 17
3 Cyclobutanone, 2-methyl-2-oxiranyl- 126 C7H1002 075314-19-1 12
4 2-Butenal, 2-ethenyl- 96 C6H80 020521-42-0 9

5 Cyclohexanemethanol, chlorodiflu... 226 C9H13C1lF202 1010376-25-9 9

Abundance Scan 1768 (12.486 min): BF124875.D\data.ms (-1762) (- m/z 55.00 100.00%

55.0
5000 83.0
111.1
‘ 12.50
O e e e e e m/z 41.00 86.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #158233: 5-Methyl-1-nonyl-6,8-dioxabicyclo(3.2.1)octan-:
43.0 96.0
5000
12.50
710 m/z 43.10 68.42%
O T i‘\ T \HL“‘ \‘M \‘i‘w\ \‘”Mi \‘1“\“"“\2‘:\3.\(\)\ [T T \2‘\018\9
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12180: Cyclohexane, cyclopropyl-
55.0 81.0
27.0 12.50
5000 ITI/Z 69.10 47.17%
0 124.0
! e R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 MAM
Abundance #12806: Cyclobutanone, 2-methyl-2-oxiranyl- —L—d
390 12.50
69.0 m/z 67.00 47.01%
5000
98.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073021\
Data File : BF124875.D

Acq On : 30 Jul 2021 14:32
Operator : JU/CG

Sample : M3215-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 wunknownl3.504 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
13.504 2.75 ng 4665  Chrysene-di12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Cyclohexanedimethanamine 142 C8H18N2 002549-93-1 9

2 1,3-Cyclohexanedimethanamine 142 C8H18N2 002579-20-6 9

3 2,3-Pyridinediamine 109 C5H7N3 000452-58-4 7
4 2-(1-Cyclohexenyl)ethylamine 125 C8H15N 003399-73-3 7

5 1H-1,2,4-Triazole, 3-(2-methylpr... 125 C6H11N3 040515-29-5 5

Abundance Scan 1941 (13.504 min): BF124875.D\data.ms (-1937) (- m/z 109.00 100.00%

109.0
83.1
5000 67.1 125.0
41.0 ﬂ
1 ‘

‘ ‘ ‘ 13.50 |

Ob e e e m/z 83.10 64.59%
miz--> 20 40 60 80 100 120 140
Abundance #22913: 1,4-Cyclohexanedimethanamine
30.0
5000
13.50
67.0 113.0 m/z 123.080  52.54%
0 \\\‘\“\H} “Hw \H‘ ‘\“\“\H“‘\‘\\H 140
miz-> 20 100 120
Abundance #22910.L3—Cydohexanednnethananune
30.0
1350
5000 ITI/Z 125.00 51.81%
54.0 113.0
I il v 72 M B
miz-> 20 40 60 80 100 120 140
Abundance #6241: 2,3-Pyridinediamine
109.0 1350

m/z 97.10  49.49%

5000
82.0
55.0
‘\\m “H i L |
\\\‘\\\\ el ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

miz--> 20 80 100 120 140 13.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073021\
Data File : BF124875.D

Acq On : 30 Jul 2021 14:32
Operator : JU/CG

Sample : M3215-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknown13.539 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.539 4.62 ng 7838 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Hydroxy-5-(1-hydroxy-1-isoprop... 184 C1@H1603 097762-08-8 23
2 7-Exo-ethyl-5-methyl-6,8-dioxabi... 154 C9H1402 062255-25-8 9
3 Piperitenone oxide 166 C10H1402 035178-55-3 9
4 2-Octanol, 2-methyl-6-methylene- 156 C10H200 018479-59-9 9
5 1,2,4-Thiadiazole, 5-chloro- 120 C2HCIN2S 038362-15-1 9
Abundance Scan 1947 (13.539 min): BF124875.D\data.ms (-1943) (- m/z 59.00 100.00%
59.0
5000 97.1 121.0 163.1
41,0 m
— ‘
| “ ‘ 13.50
o‘_m_m‘_m_wWm_m_m_m m/z 43.00 62.13%
m/z--> 20 40 60 100 120 140 160
Abundance #58449:5-Hydroxy-5{l-hydroxy-1qsopropy0-24nethyL2-
59.0
5000 e :
126.0 13.50
79.0 m/z 97.10 44.24%
\M\ \ 151.0
O\‘\\\\‘\\ H\\\\ \\\‘\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 100 120 140 160
Abundance #32253: 7—Exo—ethyl—5—methyl—6,8—d|oxabicyc|o[3.2.l]oct—:
43.0
13.50
5000 m/z 121.00 43.38%
111.0
83.0
o“‘ﬂ“M‘ ‘w ‘\MNJL“m :““¥ng“%§%?““
miz--> 20 40 60 80 100 120 140 160
Abundance #41083: Piperitenone oxide i I
43.0 13.50
m/z 163.10  40.93%
5000 67.0 85.0
123.0
ok gL AL LESE L eoese o
m/z--> 20 40 100 120 140 160 13.50

8270-BF072221.M Mon Aug 02 16:11:12 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073021\
Data File : BF124875.D

Acq On : 30 Jul 2021 14:32
Operator : JU/CG

Sample : M3215-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl3.704 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.704 7.79 ng 13216 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Pyran-3-ol, tetrahydro-2,2,6-... 238 C15H2602 022567-36-8 38
2 lilac alcohol epoxide 186 C10H1803 1000372-68-6 23
3 Dotriacontyl propyl ether 509 C35H720 1000406-28-7 12
4 2-Piperidinone, N-[4-bromo-n-but... 233 C9H16BrNO 195194-80-0 12
5 7-Methyldecanoic acid 186 C11H2202 116496-50-5 12
Abundance Scan 1975 (13.704 min): BF124875.D\data.ms (-1968) (1  m/z 143.00 100.00%
148.0
5000
—— —
13.50 14.00
0 ‘j‘u‘u‘u“w““w““H“‘H““H“‘H““H m/z 43.00 62.94%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #121152: 2H-Pyran-3-ol, tetrahydro-2,2,6-trimethyl-6-(4-n
148.0
43.0
5000 e ——
930 13.50 14.00
m/z 81.10 53.35%
0 220.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #60427: lilac alcohol epoxide
1438.0
43.0
13.50 14.00
5000 m/z 59.00 43.96%
0 \‘ M w\ l,,
m/z--> 50 100 150 200 250 300 350 400 450 ﬂﬂ
Abundance #339317: Dotriacontyl propyl ether R e e e
43.0 13.50 14.00
m/z 71.10 43.56%
5000 .0
0 w 73020902640 3200 3780 4480y yly b
m/z--> 50 100 150 200 250 300 350 400 450 13.50 14.00

8270-BF072221.M Mon Aug 02 16:11:13 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073021\
Data File : BF124875.D

Acq On : 30 Jul 2021 14:32
Operator : JU/CG

Sample : M3215-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Oxalic acid, allyl dodecyl ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.880 10.31 ng 17500 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, allyl dodecyl ester 298 C17H3004 1000309-24-0 50
2 1-Decanol, 2-ethyl- 186 C12H260 021078-65-9 47
3 Oxalic acid, allyl pentadecyl ester 340 C20H3604 1000309-24-3 40
4 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 40
5 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 40

Abundance Scan 2005 (13.880 min): BF124875.D\data.ms (-1998) (- m/z 43.00 100.00%

43.0
71.1
5000 97.2
— —
‘ 13.50 14.00
0l e M/z 57.00 83.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #196789: Oxalic acid, allyl dodecyl ester
41.0
5000 — e
71.0 13.50 14.00
‘ ‘ 97.0 m/z 71.10 62.15%
O \‘\‘\‘\\“’H\\“!“\u‘\\“‘M\\\L‘\\‘\]\-‘zﬁ.\o\‘\\\\‘\\\\‘\\\\‘2\}?"9\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #61053: 1-Decanol, 2-ethyl-
57.0
13.50 14.00
5000 m/z 41.00  53.06%
29.0 83.0
111.0
0 ‘_‘1“‘J,‘m‘n;‘w‘l‘m“wm_ul?"?;?ﬁ‘?ﬁ'ﬂw_MW_HW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #248558: Oxalic acid, allyl pentadecyl ester P —
41.0 13.50 14.00
m/z 97.20 50.00%
5000
71.0
97.0
0 W‘“‘“,Hm!"H“‘“‘M‘“““““1“25'9“HwHWWWW?‘E"?"'(‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00

8270-BF072221.M Mon Aug 02 16:11:14 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073021\
Data File : BF124875.D

Acq On : 30 Jul 2021 14:32
Operator : JU/CG

Sample : M3215-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl14.498 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.498 3.87 ng 6571 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Tetrazol-5-amine 85 CH3N5 004418-61-5 9
2 trans-2-Hexenyl 2-methylbutyrate 184 C11H2002 1000433-23-8 9
3 Hexane, 2,2,3,3-tetramethyl- 142 C1leH22 013475-81-5 9
4 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 9
5 Oxalic acid, isohexyl neopentyl ... 244 C13H2404 1000309-73-0 9
Abundance Scan 2110 (14.498 min): BF124875.D\data.ms (-2106) (-] 57.10 100.00%
57.1
5000 85.0 L
111.0
‘ ‘ 14.50
L 43.10  66.15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #1790: 1H-Tetrazol-5-amine
57.0
28.0
5000 0
85.0 145

71.106  58.87%

‘\‘\‘\\i‘”\\\‘\“\\‘\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #58598: trans-2-Hexenyl 2-methylbutyrate
57.0

o

14.50
55.00 43.55%
5000 85.0
29.0
.
(L. "H‘_"“HH,HH_MWH_H
miz--> 20 40 60 100 120 140 160 180
Abundance #22134: Hexane, 2,2,3,3-tetramethyl-
57.0 14 50
m/z 85.00 42.85%
5000 85.0
TR T 2 S L
m/z--> 20 40 60 80 100 120 140 160 180 14.50

8270-BF072221.M Mon Aug 02 16:11:14 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073021\
Data File : BF124875.D

Acq On : 30 Jul 2021 14:32
Operator : JU/CG

Sample : M3215-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl14.521 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.521 4.08 ng 6925 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Fluoroundecan-1-o0l, TMS deriv... 262 C14H31FO0Si 026305-81-7 28
2 Cyclohexanemethanol, chlorodiflu... 226 C9H13C1lF202 1010376-25-9 9
3 Oxalic acid, cyclobutyl heptadec... 382 C23H4204 1000309-70-7 9
4 trans-4-Methylcyclohexanol, 2-me... 184 C11H2002 1000447-34-1 9
5 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 9

Abundance Scan 2114 (14.521 min): BF124875.D\data.ms (-2112) (-] m/z 69.00 100.00%

69.0
5000 11.0
LN \
‘ 14.50
0+ il J‘ R T T m/z 83.10 80.57%
miz--> 50 100 150 200 250
Abundance #150520: 11-Fluoroundecan-1-ol, TMS derivative
55.0
97.0
5000
14.50
m/z 56.00 80.13%
oLb— ‘\H‘\“\H 129.0 ! :‘L7‘2‘0‘ T
miz--> 50 100 150 200 250
Abundance #107483: Cyclohexanemethanol, chlorodifluoroacetate
55.0
LN \
14.50
5000 m/Z 55.00 77 .07%
i WMMMMW
otso | Ll 1m0
miz--> 50 100 150 200 250
Abundance #289315: Oxalic acid, cyclobutyl heptadecyl ester T
55.0 14.50
m/z 80.95 56.55%
5000
T
ol L] peso e
m/z--> 50 100 150 200 250 14.50

8270-BF072221.M Mon Aug 02 16:11:15 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073021\
Data File : BF124875.D

Acq On : 30 Jul 2021 14:32
Operator : JU/CG

Sample : M3215-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Tetracontane, 3,5,24-trimet... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.145 6.93 ng 11978 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracontane, 3,5,24-trimethyl- 605 C43H88 055162-61-3 64
2 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 47
3 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 42
4 Eicosyl heptyl ether 396 C27H560 1000406-39-6 38
5 Nonadecane 268 C19H40 000629-92-5 38

Abundance Scan 2220 (15.145 min): BF124875.D\data.ms (-2216) (-1 m/z 57.10 100.00%
57.1

2

5000
—r —
‘ H‘Hl‘?” 15.00 15.50
o"w"JwHw‘m"‘H"‘H"‘H_ww_ww_ m/z 43.05 57.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #346742: Tetracontane, 3,5,24-trimethyl-
57.0
5000 T 7
15.00 15.50
m/z 85.10 49.15%
. ] J’ hso 7m0 505.0
\\\‘\\\\‘1\\f‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance  #170578: Sulfurous acid, 2-ethylhexyl isohexyl ester

7 L

1 —
15.00 15.50
5000 m/z 71.10  46.86%

P

oLl bR e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310570: Heptacosane, 1-chloro-
57.0 15.00 15.50
m/z 83.00 23.60%
5000
oL | } | 1270 1960 2730 343.0 4140
P A s P o e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50

8270-BF072221.M Mon Aug 02 16:11:16 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073021\
Data File : BF124875.D

Acq On : 30 Jul 2021 14:32
Operator : JU/CG

Sample : M3215-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Cyclohexanecarboxylic acid,... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.192 3.28 ng 5680 Perylene-d12 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanecarboxylic acid, 3-tr... 310 C20H3802 1000280-59-4 59
2 Cyclohexanecarboxylic acid, 4-te... 324 C21H4002 1000280-59-8 59
3 Cyclohexanecarboxylic acid, 2-te... 324 C21H4002 1000280-59-6 42
4 Cyclohexanecarboxylic acid, 2-tr... 310 C20H3802 1000280-59-3 42
5 Cyclohexanecarboxylic acid, phen... 204 C13H1602 003954-12-9 28

Abundance Scan 2228 (15.192 min): BF124875.D\data.ms (-2224) (-, m/z 83.10 100.00%
83.1

43.0
111.1

5000 252.(

3

I 15.00 15.50
b e e b e e e M/Z 43,00 74.49%
miz—> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #212205: Cyclohexanecarboxylic acid, 3-tridecyl ester
83.0

o

s

111.0
— —
15.00 15.50

41.0
5000
m/z 55.05 66.23%
bds ) aoo 2
0 “‘\1\‘\‘”\\\1““\\‘1‘\‘\”\‘\\’\.H\‘H‘\\“HH‘HH‘HH’HH‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #229581: Cyclohexanecarboxylic acid, 4-tetradecyl ester
83.0 1110

4

0 e

_— ‘
55. 15.00 15.50
5000 m/z 111.10 64.78%
29.0
H ul 196.0
o k| 4001680 "
Mg A Jp4001680 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #229579: Cyclohexanecarboxylic acid, 2-tetradecyl ester

=

550 830 15.00 15.50
' m/z 57.10  49.86%
5000, o
196.0
155.0
0! —— —
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 15.00 15.50

8270-BF072221.M Mon Aug 02 16:11:16 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073021\
Data File : BF124875.D

Acq On : 30 Jul 2021 14:32
Operator : JU/CG

Sample : M3215-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl5.968 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.968 6.73 ng 11639 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2-iodo- 226 C7H15I 018589-29-2 9
2 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 9
3 Sulfurous acid, isobutyl pentyl ... 208 C9H2003S 1000309-13-8 9
4 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 9
5 Heptane, 3,4,5-trimethyl- 142 C1OH22 020278-89-1 9
Abundance Scan 2360 (15.968 min): BF124875.D\data.ms (-2357) (- m/z 57.05 100.00%
57.0
85.1
5000
11.0 —— ‘ WW
I
Ol prrrrprrre bbb el e M/z 71.05 57.96%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #107332: Heptane, 2-iodo-
57.0
(T
99.0 16.00
29.0 m/z 85.10 55.71%
0 \“ W ol . | 127.0155.0183.0 226.0
\‘\\H‘\H\‘\H\‘H\\‘\H\‘\H\‘H\\‘H\\‘HH‘HH‘HH‘\\H
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #2057: Butane, 2,2-dimethyl-
43.0
71.0 T T
16.00
5000 m/z 43.10 54.42%
15.0 ‘
0 Wu‘wlui‘m SRR R E R e e e A AR R
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #85782: Sulfurous acid, isobutyl pentyl ester ——
57.0 16.00
m/z 41.05 35.44%
5000
29.0
0 M“ 1, 870 1230 1530
et e e e e e e v
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 16.00

8270-BF072221.M Mon Aug 02 16:11:17 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073021\
Data File : BF124875.D

Acq On : 30 Jul 2021 14:32
Operator : JU/CG

Sample : M3215-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl6.656 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.656 4.47 ng 7729  Perylene-d12 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, (2-methylenebutyl)- 110 C8H14 074685-56-6 16
2 1-Decyne 138 C10H18 000764-93-2 9
3 Cyclohexane, ethenyl- 110 C8H14 000695-12-5 9
4 1,1'-Bicyclopropyl, 1,1'-dimethyl- 110 C8H14 059020-33-6 9
5 4-Hepten-1-o0l 114 C7H140 020851-55-2 9
Abundance Scan 2477 (16.656 min): BF124875.D\data.ms (-2473) (-  m/z 191.20 100.00%
191.2
81.1
55.0
5000
—— —
| 109.0 16.50 17.00
0“"_‘“m“‘_‘“_“L_J“_“‘_“‘_“‘_““ 81.10 69.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6794: Cyclopropane, (2-methylenebutyl)-
41.0 67.0
5000
16.50 17.00
95.0 55.05  60.97%
O\\\\‘\‘\‘\\‘}‘\\ \\‘h\\‘\“\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19382: 1-Decyne
81.0
55.0
16 50 17 00
5000 m/z 67.10 56.90%
29.0
ol Jo [ 137.0
R RARamnasE e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #6710: Cyclohexane, ethenyl- T —
81.0 16.50 17.00
m/z 41.00 55.96%
41.0
5000
110.0
15.0 ‘
o N N OV O AR A A — ALl JHLL
m/z--> 20 40 60 80 100 120 140 160 180 16.50 17.00

8270-BF072221.M Mon Aug 02 16:11:18 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073021\
Data File : BF124875.D

Acq On : 30 Jul 2021 14:32
Operator : JU/CG

Sample : M3215-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl7.627 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.627 26.46 ng 45754 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Pyran, 2-(7-heptadecynyloxy)t... 336 C22H4002 056599-50-9 38
2 Cyclohexanol, 3-ethenyl-3-methyl... 222 C15H260 035727-45-8 25
3 Cyclohexanemethanol, 4-ethenyl-.... 264 C17H2802 060031-93-8 25
4 1H-Cyclopenta[a]phenanthrene-16-... 398 C24H34N203 1000337-25-3 25
5 2-Butanone, 4-(2,2-dimethyl-6-me... 194 C13H220 013720-12-2 23
Abundance Scan 2642 (17.627 min): BF124875.D\data.ms (-2631) (. m/z 43.05 100.00%
43.0
95.0
161.0
5000 2311
—— —
(1.
ob—— A e m/z 55.00  88.71%
m/z--> 50 100 150 200 250 300
Abundance #244196: 2H-Pyran, 2-(7-heptadecynyloxy)tetrahydro-
55.0
1.0
5000 e ——
33.0 17.50 18.00
75.0 m/z 95.00 65.33%
231.0
0! T ‘” ‘“\ b \L \“ %7\3\0\ T :\33\4\(
miz--> 50 100 150 200 250 300
Abundance #102117: Cyclohexanol, 3-ethenyl-3-methyl-2-(1-methyle
41.0 81.0
17.50 18.00
21.0 m/z 81.10 53.24%
5000 161.0
207.0
miz--> 50 100 150 200 250 300
Abundance #153410: Cyclohexanemethanol, 4-ethenyl-.alpha.,.alpha
43.0 17.50 18.00
m/z 161.00 50.04%
930 1610
5000
H Fo4.o
oL ‘1 “”“‘w “‘h\ ;ku:“m”_”w”” — —
m/z--> 50 100 150 200 250 300 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073021\
Data File : BF124875.D

Acq On : 30 Jul 2021 14:32
Operator : JU/CG

Sample : M3215-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl7.809 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

17.809 6.26 ng 10828 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,6,10,10-Tetramethylbicyclo[7.2... 204 C15H24 136296-37-2 22
2 Trifluoroacetyl-.alpha.-fenchol 250 C12H17F302 031076-73-0 10
3 p-Trifluoromethylphenylisothiocy... 203 C8H4F3NS 001645-65-4 7
4 Benzene, l-isothiocyanato-3-(tri... 203 C8H4F3NS 001840-19-3 7

5 4-(4-Fluorophenoxy)aniline 203 C12H1OFNO 036160-82-4 7

Abundance Scan 2673 (17.809 min): BF124875.D\data.ms (-2669) (-  m/z 218.20 100.00%
218.2

105.0
5000
55.0 189.1
— —
17.50 18.00
bt L w/z 203.10  87.61%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #80269: 2,6,10,10-Tetramethylbicyclo[7.2.0]undeca-2,6-d
81.0
41.0 W
5000 ' ) — —
17.50 18.00

m/z 105.00  51.59%

O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #135217: Trifluoroacetyl-.alpha.-fenchol
81.0
17.50 18.00
5000 41.0 ITI/Z 81.00 51.14%
122.0

\‘u | \h | 168.0 207.0235.0
] e o 2070 2300

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79126: p-Trifluoromethylphenylisothiocyanate

203.0 17.50 18.00
m/z 119.00 42.05%
145.0
5000
75.0
Owuwu“‘:“W‘M‘M‘MWH‘HHH‘H‘_H“‘lzq‘?\‘H‘!MHWH,HH — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073021\
Data File : BF124875.D

Acq On : 30 Jul 2021 14:32
Operator : JU/CG

Sample : M3215-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl17.992 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.992 2.99 ng 5167 Perylene-d12 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Pyridazinamine 95 C4H5N3 020744-39-2 4
2 5-Aminopyrimidine 95 C4H5N3 000591-55-9 4
3 1H-1,2,4-Triazole, 1-vinyl- 95 C4H5N3 002764-83-2 4
4 4-Aminopyrimidine 95 C4H5N3 000591-54-8 4
5 Acetonitrile, 2,2'-iminobis- 95 C4H5N3 000628-87-5 4
Abundance Scan 2704 (17.992 min): BF124875.D\data.ms (-2698) (- m/z 57.10 100.00%
57.1 95.0
811 119.0
41.1
5000
18.00
O e e e e e e e e e m/z 69.00 94.72%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #2969: 4-Pyridazinamine
95.0
41.0
5000
18.00
m/z 95.00 86.24%
28.0 “ 66.0
0 H’HH‘\H‘!‘\HM\“\HWH‘\‘H“\‘HH‘HH‘H!\“H\‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #2974: 5-Aminopyrimidine
95.0
410 18.00
5000 m/z 81.10 85.32%
o140 280 | 540 670 |
AR aa Lo T R e S
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #2978: 1H-1,2,4-Triazole, 1-vinyl-
95.0 18.00
m/z 119.00 78.21%
41.0
68.0
5000
27.0
|l s40 | ‘
Ottt e e e ]
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073021\
Data File : BF124875.D

Acq On : 30 Jul 2021 14:32
Operator : JU/CG

Sample : M3215-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl8.080 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.080 3.29 ng 5684 Perylene-d12 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (2z,4E)-3,7,11-Trimethyl-2,4,10-... 206 C15H26 172549-29-0 9
2 Bicyclo[3.3.1]nonan-9-one, 1,2,4... 225 C12H19NO3 129967-65-3 9
3 Benzenesulfonic acid, 4-nitro- 203 C6H5NO5S 000138-42-1 5
4 m-Nitrobenzensulfonic acid 203 C6H5NO5S 000098-47-5 5
5 3,5-Dimethoxy-7-methylnaphthalen... 218 C13H1403 075628-97-6 5
Abundance Scan 2719 (18.080 min): BF124875.D\data.ms (-2712) (-  m/z 218.10 100.00%
218.1
95.0
69.1
5000
43.0 —
18.00
o e e e m/z 95.00 83.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82901: (2Z,4E)-3,7,11-Trimethyl-2,4,10-dodecatriene
41.0 69.0 950
121.0
5000
163.0 18.00
191.0 m/z 203.20 74.04%
O' ‘\‘\M\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #105346: Bicyclo[3.3.1]nonan-9-one, 1,2,4-trimethyl-3-nit
69.0 93.0
41.0
— - ‘
18.00
5000 m/z 69.10 66.97%
151.0
I Y O O
0 ‘AWHM‘LN‘Mhdwuﬂﬁuu‘u;‘p“w“u“u“u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 nm n
Abundance #79015: Benzenesulfonic acid, 4-nitro- e i
65.0 109.0 208.0 18.00
: m/z 57.00 55.45%
157.0
5000
30.0
ol IL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073021\
Data File : BF124875.D

Acq On : 30 Jul 2021 14:32
Operator : JU/CG

Sample : M3215-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl18.168 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.168 16.38 ng 28333 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sesquirosefuran 218 C15H220 039007-93-7 35
2 2-Cyclohexene-1-carboxaldehyde, ... 220 C15H240 056772-07-7 25
3 2,2,4-Trimethyl-3-(3,8,12,16-tet... 428 C30H520 1000194-01-4 25
4 Squamulosone 218 C15H220 034413-94-0 17
5 Stannane, ethenyltriethyl- 234 C8H18Sn 002117-47-7 16
Abundance Scan 2734 (18.168 min): BF124875.D\data.ms (-2728) (- m/z 95.10 100.00%
95.1
205.1
5000 147.0
41.0 | L
H ‘ 18.00 18.50
o—H e R L m/z 81.00 89.65%
mlz--> 50 100 150 200 250 300 350 400
Abundance #96741: Sesquirosefuran
69.0
5000 123.0 .
18.00 18.50
m/z 91.00  71.33%
obn ;‘ ‘\‘H‘H H\‘\ il - ‘.‘ ‘2:"‘?‘0‘ R
m/z--> 100 150 200 250 300 350 400
Abundance #99308. 2-Cyclohexene-1-carboxaldehyde, 2,6-dimethyl-t
69.0
—— —
18.00 18.50
5000 m/z 67.10 64.62%
137.0 205.0
0 H“M‘:HNH ““‘ e —
miz--> 50 100 150 200 250 300 350 400
Abundance #317470: 2,2,4-Trimethyl-3-(3,8,12,16-tetramethyl-heptac —— A
69.0 18.00 18.50
m/z 205.10 61.26%
5000
‘ Wzs 0
oLl ML L h\\u‘ LULJAT30 2310 2860 310 428 N
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\BF073021\
Data File : BF124875.D

Acq On : 30 Jul 2021 14:32

Operator Ju/caG

Sample : M3215-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl8.633 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
18.633 5.48 ng 9473  Perylene-d12 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Hydroxy-4,6-dimethylpyrimidine 124 C6H8N20 1000476-61-0 40
2,4-Dimethylcyclohexyl)methyl a... 184 C11H2002 1000497-96-8 17
-Vinyl-2-hydroxymethylimidazole 124 C6H8N20 045662-46-2 9
-Methoxy-3-pyridinamine 124 C6H8N20 006628-77-9 9
-Cyclohexene-1-carboxaldehyde, ... 124 C8H120 000931-96-4 9

uih wnN PR
woRr~N

Abundance Scan 2813 (18.633 min): BF124875.D\data.ms (-2805) (1  m/z 124.00 100.00%

43.0 124.0
81.0 149.0
5000
R mam e
18.4018.6018.80
ol e m/z 43.00  96.83%
m/z--> 20 40 60 80 100 120 140 160
Abundance #11831: 2-Hydroxy-4,6-dimethylpyrimidine
124.0
96.0 Mmmwwm
5000 LN L I L B B
42.0 18.4018.6018.80
66.0 m/z 41.10 76.23%
O 150 M‘ L I ‘
T \\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #58712: (2,4-Dimethylcyclohexyl)methyl acetate (isomer
43. 69.0 109.0
18.4018.6018.80
5000 m/z 81.00 62.44%
ol150 | )y 910 | | 1390  169.0
e el el e
miz--> 20 40 60 80 100 120 140 160
Abundance #11829: 1-Vinyl-2-hydroxymethylimidazole
41.0 95.0 124.0 18.4018.6018.80
68.0 : 9
m/z 69.00 59.43%
5000
0 H‘}m_um‘“”_”w””
m/z--> 20 40 60 80 100 120 140 160 18.4018.6018.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073021\
Data File : BF124875.D

Acqg On : 30 Jul 2021 14:32
Operator : JU/CG

Sample : M3215-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown2.134 2.134 3.7 ng 6464 1 6.869 35067 20.0
Ethanol, 2-(2-b... 8.057 17.2 ng 44500 2 8.151 51684 20.0
8-Methylnonanoi... 11.922 5.1 ng 15804 4 11.398 61946 20.0
unknownl12.486 12.486 2.7 ng 8447 4 11.398 61946 20.0
unknown13.504 13.504 2.8 ng 4665 5 14.039 33949 20.0
unknown13.539 13.539 4.6 ng 7838 5 14.039 33949 20.0
unknownl13.704 13.704 7.8 ng 13216 5 14.039 33949 20.0
Oxalic acid, al... 13.880 10.3 ng 17500 5 14.039 33949 20.0
unknown14.498 14.498 3.9 ng 6571 5 14.039 33949 20.0
unknownl4.521 14.521 4.1 ng 6925 5 14.039 33949 20.0
Tetracontane, 3... 15.145 6.9 ng 11978 6 15.515 34587 20.0
Cyclohexanecarb... 15.192 3.3 ng 5680 6 15.515 34587 20.0
unknown15.968 15.968 6.7 ng 11639 6 15.515 34587 20.0
unknownl6.656 16.656 4.5 ng 7729 6 15.515 34587 20.0
unknownl7.627 17.627 26.5 ng 45754 6 15.515 34587 20.0
unknownl17.809 17.809 6.3 ng 10828 6 15.515 34587 20.0
unknownl17.992 17.992 3.0 ng 5167 6 15.515 34587 20.0
unknownl18.080 18.080 3.3 ng 5684 6 15.515 34587 20.0
unknownl18.168 18.168 16.4 ng 28333 6 15.515 34587 20.0
unknown18.633 18.633 5.5 ng 9473 6 15.515 34587 20.0
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