LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080721\
Data File : BF124979.D

Acqg On : 7 Aug 2021 17:52
Operator : JU/CG

Sample : M3294-01

Misc :

ALS vial : 6 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-BF080421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124979.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.404 392 394 397 rBB 3133 2703 1.20% ©0.130%
2 5.045 497 503 509 rBB 87261 121644 54.07% 5.850%
3 5.451 568 572 575 rBB 195185 176467 78.44%  8.487%
4 5.839 635 638 641 rBB 23526 18825 8.37% 0.905%
5 6.463 739 744 747 rBV 185509 190020 84.46% 9.139%
6 6.828 803 806 809 rBB 46088 32751 14.56% 1.575%
7 7.392 898 902 905 rBB 134257 122734 54.56%  5.903%
8 8.010 1004 1007 1012 rBB 45329 40640 18.06%  1.955%
9 8.110 1020 1024 1027 rBB 60379 45187 20.09% 2.173%
10 9.098 1188 1192 1194 rBV 4545 3688 1.64% 0.177%
11  9.186 1202 1207 1210 rBV 274690 224969 100.00% 10.819%
12 9.257 1216 1219 1222 rBvV2 8150 8381 3.73% 0.403%
13 9.569 1269 1272 1276 rBv2 33482 30358 13.49% 1.460%
14  9.627 1276 1282 1285 rVV3 7200 8367 3.72% 0.402%
15 9.680 1288 1291 1295 rVB3 5524 5673 2.52% 0.273%
16 9.727 1295 1299 1302 rBv2 21693 20355 9.05% 0.979%
17 9.751 1302 1303 1304 rBV 4248 2689 1.20% ©.129%
18 9.775 1304 1307 1309 rVB 40229 33762 15.01% 1.624%
19 9.810 1309 1313 1315 rBvV3 8375 9005 4.00% 0.433%
20 9.845 1315 1319 1320 rBvV3 15135 16292 7.24% 0.784%
21  9.863 1320 1322 1325 rVB 70203 62026 27.57% 2.983%
22 9.898 1325 1328 1332 rBV5 11224 15836 7.04% 0.762%
23 9.975 1338 1341 1344 rBv4 7772 11757 5.23% 0.565%
24 10.004 1344 1346 1347 rBV2 5664 4276 1.90%  0.206%
25 10.086 1358 1360 1362 rVB3 7517 6364 2.83% 0.306%
26 10.122 1362 1366 1368 rBv4 14152 17811 7.92% 0.857%
27 10.180 1372 1376 1378 rBV3 14779 18899 8.40% 0.909%
28 10.198 1378 1379 1382 rVB3 14217 9694 4.31% 0.466%
29 10.233 1382 1385 1387 rBV3 14984 13971 6.21% 0.672%
30 10.269 1387 1391 1395 rBV2 45532 46507 20.67% 2.237%
31 10.327 1398 1401 1402 rBvV3 9674 8131 3.61% 0.391%
32 10.416 1412 1416 1417 rBV4 11834 14851 6.60% 0.714%
33 10.522 1428 1434 1439 rBVS8 15137 39099 17.38% 1.880%
34 10.657 1453 1457 1459 rBV 171709 145881 64.84% 7.016%
35 10.686 1459 1462 1465 rVB4 8263 12429 5.52% 0.598%
36 10.780 1474 1478 1485 rBV2 58336 84320 37.48%  4.055%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080721\
Data File : BF124979.D

Acqg On : 7 Aug 2021 17:52
Operator : JU/CG

Sample : M3294-01

Misc :

ALS vial : 6 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-BF080421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.098 1529 1532 1535 rBV5 22502 28354 12.60% 1.364%
38 11.127 1535 1537 1540 rBvV4 20936 23435 10.42% 1.127%
39 11.357 1573 1576 1579 rBV 81456 77387 34.40% 3.722%
40 11.880 1662 1665 1667 rBv4 26259 27155 12.07% 1.306%
41 12.939 1841 1845 1848 rVB 234800 200741 89.23% 9.654%
42 13.368 1916 1918 1922 rVV3 7590 7719 3.43% 0.371%
43 13.404 1922 1924 1930 rVB3 7953 8180 3.64% 0.393%
44 13.545 1946 1948 1952 rVB4 2594 3185 1.42% 0.153%
45 13.710 1974 1976 1983 rVB5 2252 4176 1.86% 0.201%
46 13.821 1992 1995 1999 rBv2 7654 8309 3.69% 0.400%
47 13.986 2020 2023 2026 rVB 37663 30257 13.45% 1.455%
48 14.457 2097 2103 2108 rBvV3 2049 4368 1.94% 0.210%
49 15.445 2267 2271 2275 rBB 26219 29671 13.19% 1.427%
Sum of corrected areas: 2079299
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124979.D

Acqg On 7 Aug 2021 17:52
Operator : JU/CG

Sample : M3294-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF124979.D\data.ms

250000
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150000
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100000 5.045
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4.404

0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: BF124979.D\data.ms

9.186 12.939

250000
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150000
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Abundance TIC: BF124979.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124979.D

Acqg On 7 Aug 2021 17:52
Operator : JU/CG

Sample : M3294-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 unknown5.045 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.045 74.28 ng 121644 1,4-Dichlorobenzene-d4 6.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 39
2 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 503 (5.045 min): BF124979.D\data.ms (-497) (-) m/z 43.10 100.00%
3.1
59.1
5000
1011 LA L B I IR L
83.0 4.80 5.00 5.20 5.40
Obrerererrerererebbr b 830l njz 5916 53.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L B I IR AN L
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 101.10 18.37%
O \\\‘\f‘f‘f‘\\!ﬁﬁ;\o\\“‘}{\\‘\\}\‘\\\\‘\\\\8‘:\3‘\.(\)\‘\\\}“\'\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4871: 3-Hydroxy-3-methyl-2-butanone
59.0
R e
4.80 5.00 5.20 5.40
58.00 12.75%
5000 43.0 m/z
31.0
o ||
L L | L1 L
e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime R aamEEE
43.0 4.80 5.00 5.20 5.40
m/z 41.10 10.07%
5000
101.0
oL 180 310 | 589 790 60 .
R Ea T e R e RAARARRaR R mman R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080721\
Data File : BF124979.D

Acqg On 7 Aug 2021 17:52

Operator Ju/caG

Sample : M3294-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 2 2-Pentanone, 4-methoxy-4-me... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
5.839 11.50 ng 18825 1,4-Dichlorobenzene-d4 6.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 N-Ethylformamide 73 C3H7NO 000627-45-2 7
3 Guanidine, methyl- 73 C2H7N3 000471-29-4 7
4 1-Methoxyethanimine, N-acetyl- 115 C5H9NO2 099028-43-0 7
5 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 7
Abundance Scan 638 (5.839 min): BF124979.D\data.ms (-635) (-) m/z 43.00 100.00%
43.0
73.1
5000
e  RERREEESE
| H 56.0 100.1 11“5.0 5.60 5.80 6.00 6.20
O+ e e e e m/z 73.10 76.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #15501: 2-Pentanone, 4-methoxy-4-methyl-
43.0
73.0
5000 L B I L LA BN B U
5.60 5.80 6.00 6.20
m/z 41.10 11.44%
29.0 115.0
0 \\\‘\H\‘\\\‘i“‘\‘\H‘[HN\\‘\5\}‘.\C‘JHH‘\{H‘HG\.\O‘\\1\9}0\.\0\\‘\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #838: N-Ethylformamide
30.0
730 \\\\‘\\\\‘\\\\’\\\\‘\\\
5.60 5.80 6.00 6.20
5000 m/z 42.00 10.04%
44,0 58.0
o |
O o L L A
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #822: Guanidine, methyl- e RAAEEEEREEESS
200 430 73.0 5.60 5.80 6.00 6.20
' m/z 115.00 8.66%
5000
57.0
wo L]
O\\WHWW\HUMH\ﬁHHMuu‘u\ww\w\uw\u\w\uw\u‘u\ e ARERRE SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124979.D

Acqg On 7 Aug 2021 17:52
Operator : JU/CG

Sample : M3294-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.010 17.99 ng 40640  Naphthalene-d8 8.110

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 50
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50
4 Propanoic acid, 2-(methoxymethoxy)- 134 C5H1004 081327-29-9 47
5 1-Methoxy-3-methyl-3-butene 100 C6H120 034752-58-4 47
Abundance Scan 1007 (8.010 min): BF124979.D\data.ms (-1004) (-) m/z 45.10 100.00%
45.1
5000
R R ARARARRE
‘ | 75"0 101.1 7.60 7.80 8.00 8.20 8.40
0 bl A e m/z 57.10  88.99%
miz--> 20 40 60 80 100 120 140
Abundance #38398: Ethanol, 2-(2-butoxyethoxy)-
45.0
5000 290 ‘\\\\‘\\\\‘\\\\‘\\\\‘\‘
7.60 7.80 8.00 8.20 8.40
75.0 m/z 41.10 42.58%
1000
045 \1\34\0“ ‘\‘ T "‘H‘\ \‘!‘”H\ \‘M\“ \“1‘\ T “\ T \1\312.\0‘ T
miz--> 20 40 60 80 100 120 140
Abundance #10090: Ethylene glycol monoisobutyl ether
57.0
r\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
7.60 7.80 8.00 8.20 8.40
5000 m/z 43.00 16.79%
41.0
18.0 | 73.0
oL bt e
miz--> 20 40 60 80 100 120 140
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- R A ARERAREE
45.0 7.60 7.80 8.00 8.20 8.40
m/z 75.00 15.26%
5000
89.0
29.0
73
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124979.D

Acqg On 7 Aug 2021 17:52
Operator : JU/CG

Sample : M3294-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 unknown9.569 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.569 9.79 ng 30358 Acenaphthene-die 9.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 47
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
3 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 38
4 4-[(4-Fluorophenyl)methyl]piperi... 193 C12H16FN 092822-02-1 38
5 4-Amino-N-hydroxypyrazolo[3,2-c]... 193 C6H7N70 1000443-50-2 27

Abundance Scan 1272 (9.569 min): BF124979.D\data.ms (-1269) (-) m/z 193.10 100.00%

193.1
41.0 69.0
5000 95.0 123.1
Lo AP
ol
ol ‘ HH_HM M b m/z 69.05  57.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, ti
198.0
69.0 123.0
41.0
5000 95.0 WXA T \
’ 9.50
m/z 41.05 56.53%
O T \H‘M\‘\‘H‘\‘\H\\‘\\\\“]\_E\-)\Z\(‘)\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
198.0
T \
123.0 9.50
5000 m/z 123.10 51.28%
150.0
95.0
o700 890 L L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 ﬂ A m
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl- I : ‘ﬂﬂ‘ﬂ‘ ‘ ‘
193.0 9.50
m/z 109.00 49.65%
5000 55.0
109.0
81.0
g Iy i
137.0
bl il | ur0ase0 | zzee il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124979.D

Acqg On 7 Aug 2021 17:52
Operator : JU/CG

Sample : M3294-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 unknown9.727 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.727 6.56 ng 20355  Acenaphthene-die 9.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclododecanemethanol 198 C13H260 001892-12-2 37
2 Oxirane, tridecyl- 226 C15H300 018633-25-5 37
3 (1R,2S,4r)-4-((E)-prop-1-en-1-yl... 142 C8H1402 1010481-89-9 22
4 Hexahydro-1-oxa-cyclopropa[d]ind... 152 C9H1202 037643-23-5 14
5 2-Allyl-2-methyl-1,3-cyclopentan... 152 C9H1202 026828-48-8 12

Abundance Scan 1299 (9.727 min): BF124979.D\data.ms (-1295) (-) m/z 41.10 100.00%

41.1
69.0 970
5000
—— —
H ‘ 9.50 10.00
O bt m/z 55.10 72.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73909: Cyclododecanemethanol
55.0
83.0
5000 —r ——
29.0 111.0 9.50 10.00
m/z 69.00 66.83%
I || 0 ass0
O \\\‘\1\\“{\\ \\‘\“\\}\‘H‘\\\h‘\\}\‘\‘\.\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107157: Oxirane, tridecyl-
41,0 82.0
—— —
9.50 10.00
5000 m/z 97.00 63.69%
110.0
0 ‘\ ‘\‘\‘ 138-0 168.0 194.0 226'0
A mmna
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22879: (1R,2S,4r)-4-((E)-prop-1-en-1-yl)cyclopentane-1, n il m‘ : ——
55.0 9.50 10.00
83.0 1090 m/z 193.20 52.76%
5000
29.0
142.0 }\ /\
0 R A - ‘ﬂ‘ 1 — I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124979.D

Acqg On 7 Aug 2021 17:52
Operator : JU/CG

Sample : M3294-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 Cyclododecanone, 2-methylene- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.775 10.89 ng 33762  Acenaphthene-die 9.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclododecanone, 2-methylene- 194 C13H220 003045-76-9 52
2 Hexahydro-1-oxa-cyclopropa[d]ind... 152 C9H1202 037643-23-5 22
3 2-Bromopropionic acid, 1-(cyclop... 248 C1@H17Br02 1000293-39-1 14
4 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10OH160 018358-53-7 14
5 Acetaldehyde, (3,3-dimethylcyclo... 152 C1@H160 026532-25-2 14

Abundance Scan 1307 (9.775 min): BF124979.D\data.ms (-1304) (-) m/z 193.15 100.00%
198.2

41.1 69.1

5000
1231
L MM‘ ‘ M
152.1 9.50 10.00
‘,H‘ﬂ“‘ ‘“H‘W‘H‘_‘M“H‘_‘H‘H“_‘H“ m/z 41.10  70.52%

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #69268: Cyclododecanone, 2-methylene-
41.0

67.0
5000 — —
95.0 9.50 10.00
123.0 m/z 69.10  69.48%
‘ 1510 19f"°
OV T “h 1‘ T \H} ‘ T ‘\ ‘} T ‘ \ TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance  #30254: Hexahydro-1-oxa-cyclopropa[d]inden-2-one
97.0

o

T

¢

9.50 10.00

m/z 97.10 64.75%
5000 o 67.0 123.0 /
- 152.0
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #132390: 2-Bromopropionic acid, 1-(cyclopentyl)ethyl est il fW\
580  g70 9.50 10.00

m/z 55.10 55.39%

5000| »
135.0
H 181.0
I L N\ | 233.0

0! oty M b 2330 — —
miz--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

i
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080721\
Data File : BF124979.D

Acqg On 7 Aug 2021 17:52

Operator Ju/caG

Sample : M3294-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
: 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 7 unknown9.975

R.T. EstConc Area
9.975 3.79 ng 11757
Hit# of 5 Tentative ID

Concentration Rank 20

Relative to ISTD R.T.

Acenaphthene-d10

1 5-Ethyl-2-furaldehyde

2 1H-Pyrazole, 1,3,4,5-tetramethyl-

3 2-Hexene, 1l-chloro-

4 2-Cyclopenten-1-one, 3,4,5-trime...
5 2,8-Decadiyne

124
124
118
124
134

C7H802
C7H12N2
C6H11C1
C8H120
CleH14

Abundance Scan 1341 (9.975 min): BF124979.D\data.ms ( 1338) (-)
123.

41.0
90.9
5000 145.0
0 _m_m - m‘_m‘ e
m/z--> 0 20 100 120 140
Abundance #11913.5-Eﬂwh24urﬂdeh‘de
109.0
39.0
67.0
5000
15.0
O ‘\\\“\‘\M\\ “\"“\“\\‘i‘\\\}‘\\‘\\‘\‘6\(\)\‘\\\
m/z--> 0 20 40 60 80 100 120 140
Abundance #11861: 1H-Pyrazole, 1,3,4,5-tetramethyl-
123.0
5000
56.0
39. ‘ 82.0
0 “‘“"W"WM‘WM,M¢“w“““N“‘“““‘
m/z--> 0 20 40 60 80 100 120 140
Abundance #9991: 2-Hexene, 1-chloro-
41.0
5000
\\9”
0 ‘HW‘,w;‘mp““““““““‘
m/z--> 0 20 40 100 120 140

8270-BFO80421.M Mon Aug 09 15:42:38 2021

023074-10-4 25
001073-20-7 14
035911-16-1 14
055683-21-1 12
004116-93-2 12

m/z 123.10 100.00%

! —
10.00

m/z 41.00 82.59%

i

T
10.00

m/z 90.90 69.53%

%

10.00

m/z 119.00 66.58%
10.00

m/z 77.00 64.02%
10.00

Page:

10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124979.D

Acqg On 7 Aug 2021 17:52
Operator : JU/CG

Sample : M3294-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 unknownl@.122 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

16122 s.74ng 17811 Acenaphthene-dio 9.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual

cetic acid, (4,6,8,9-tetramethy... 252 C15H2403 309722-81-4 43
,4-Bis[methyl(trimethylene)sily... 258 C12H2602Si2 1000217-00-3 32
6,8,9-Trimethyl-4-propyl-3-oxab... 310 C18H3402Si 1000498-08-0 23
enzeneacetaldehyde, .alpha.,2,5... 162 C11H140 052417-50-2 23
lutaric acid, monochloride, 3-h... 234 C11H19C103 1000359-56-0 14

uiHh WN PR
OW~Fr >

Abundance Scan 1366 (10.122 min): BF124979.D\data.ms (-1362) (-  m/z 133.00 100.00%

138.0
43.1
83.0
it
2010 L ululait
LI
ol “ A M/z 43.10  80.04%
miz--> 100 150 200 250 300
Abundance #138196. Acetic acid, (4,6,8,9-tetramethyl-3-oxabicyclo[3
43.0 133.0
5000 — ——
10.00 10.50
91.0 m/z 55.05 55.82%
b Ll 20 2o
O T T T ‘} ‘\ ‘\ w \H L ‘ h‘ \‘ T T \ ‘ T T T T " T T T T ‘ T T
miz--> 100 150 200 250 300
Abundance #145179. 1,4-Bis[methyl(trimethylene)silyloxy]butane
138.0
— —r
10.00 10.50
5000 54.0 ITI/Z 83.00 53.43%
98,0 ‘ h :
0 Lm0 M
miz--> 50 100 150 200 250 300
Abundance #211941: (6,8,9-Trimethyl-4-propyl-3-oxabicyclo[3.3.1]nol e —
138.0 10.00 10.50
m/z 57.05 50.54%
73.0
5000
177.0
I i — —r
m/z--> 50 100 150 200 250 300 10.00 10.50

8270-BF080421.M Mon Aug 09 15:42:39 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080721\
Data File : BF124979.D

Acqg On 7 Aug 2021 17:52

Operator : JU/CG

Sample : M3294-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 unknownl©.180 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
10.180 6.09 ng 18899  Acenaphthene-die 9.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 13-Labdene-2,8,15-triol (ent-2a,... 540 C29H6003Si3 1000503-22-2 12
2 Phenol, 4-chloro-3-ethyl-5-methyl- 170 C9H11ClO 001125-66-2 10
3 Ethanone, 1-(6-chloro-2-hydroxyp... 170 C8H7C102 055736-04-4 10
4 4-Chloro-6,7-dihydro-5h-pyrrolo[... 155 C6H6CIN3 016372-08-0 9

5 2-Exo-methyl-3-methylenebenzonor... 170 C13H14 151123-60-3 9

Abundance Scan 1376 (10.180 min): BF124979.D\data.ms (-1372) (- m/z 41.00 100.00%

41.0 155.0
97.1
5000
—r —
H 10.00 10.50
b MR e M/Zz 155.00 95.35%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #342931: 13-Labdene-2,8,15-triol (ent-2a,8a,13E)-form),
143.0
5000 73.0
10.00 10.50
m/z 193.10 87.08%
O TT \l"\ Jf“ ‘l“‘ml‘\”"l“I“‘Al‘“\‘ ‘\\Q\‘le‘l\ \0\ \2‘6\5\) \O\ ‘ TT \:3\‘6\0\\0\ ’ T \4\5‘0\(\)\ T ‘ \5\4\.\0“
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #46110: Phenol, 4-chloro-3-ethyl-5-methyl-
155.0 h A
i Mt
10.00 10.50
5000 ITI/Z 97.10 80.10%
91.0
0 J“hl,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #46072: Ethanone, 1-(6-chloro-2-hydroxyphenyl)- P —
155.0 10.00 10.50
m/z 55.05 76.23%
5000
99.0
43.0 ’
0 HJWMMH‘M“H‘W"H‘H“_“W‘H‘,H‘W“H‘H“‘ —r— —r—
m/z--> 50 100 150 200 250 300 350 400 450 500 10.00 10.50

8270-BF080421.M Mon Aug 09 15:42:40 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124979.D

Acqg On 7 Aug 2021 17:52
Operator : JU/CG

Sample : M3294-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 unknownl@.233 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

10.233 4.50 ng 13971  Acenaphthene-die 9.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Fluorophenyl isocyanate 137 C7H4FNO 001195-45-5 9

2 2-Fluorophenyl isocyanate 137 C7H4FNO 016744-98-2 9

3 5-Ethoxy-2-methyl-pyridine 137 C8H11NO 055270-48-9 9

4 2,6-Bis-(acetamido)-pyridine 193 C9H11N302 005441-02-1 9

5 10-Methyl-9-oxabicyclo[6.4.0]dod... 180 C12H200 110288-22-7 9

Abundance Scan 1385 (10.233 min): BF124979.D\data.ms (-1382) (- m/z 41.10 100.00%

41.1 193.2
137.1
5000 69.1 109.1

— —
L,
“‘H“H“H“_““‘H“‘H | L m/z 193.26  99.59%

o

m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #19103: 4-Fluorophenyl isocyanate
137.0
bl
5000 A T ‘ T T \mﬂ\/\ ‘ T M

82.0

30 |
O‘\\\\‘\\\\‘\\N1‘w\\\‘\\\\‘\1‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #19102: 2-Fluorophenyl isocyanate
137.0

— —
109.0 10.00 10.50

5000 m/z 137.05 55.50%
82.0
0 T‘O\Sﬁ?“\ ‘ﬂﬁl*‘w‘**‘**\**‘*w*m‘w”ww”w
miz--> 0 20 40 60 80 100 120 140 160 180
Abundance #19265: 5-Ethoxy-2-methyl-pyridine
109.0 137.0 10.00 10.50

m/z 109.05 51.32%

5000 80.0

53.0

27.0 ML
0 \Hw““w” w“”wh""\‘“‘w””‘ww”w”w T ]

m/z--> 0 20 40 60 80 100 120 140 160 180 10.00 10.50

S
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124979.D

Acqg On 7 Aug 2021 17:52
Operator : JU/CG

Sample : M3294-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 unknown1®.269 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.269 15.00 ng 46507  Acenaphthene-d10 9.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid, .alpha.,4-di... 168 C8H804 001198-84-1 38
2 1H-Pyrazole, 1,3,4,5-tetramethyl- 124 C7H12N2 001073-20-7 37
3 1,5-Diazabicyclo[4.3.08]non-5-ene 124 C7H12N2 003001-72-7 35
4 1-Trimethylsilylpent-1-en-4-yne 138 C8H14Si 079516-25-9 35
5 2-Pyrimidinamine, 4,6-dimethyl- 123 C6HIN3 000767-15-7 35

Abundance Scan 1391 (10.269 min): BF124979.D\data.ms (-1387) (-  m/z 123.05 100.00%

128.1
411
5000 090
. 207'1 T ‘ T T ‘ T

173.1
M | ‘ 10.00 10.50

el AL _‘u‘u“_\‘” M‘_“mw,w,‘m m/z 41.10 47.97%

miz—> 20 40 60 80 100 120 140 160 180 200 220

Abundance #44098: Benzeneacetic acid, .alpha.,4-dihydroxy-
123.0

o

¢

5000
10.00 10.50
95.0 168.0 m/z 55.10  39.96%
39.0 65.0 ‘ ‘ |
0 ‘\‘1‘\\‘M\”\”\“‘\‘”H\‘H‘\‘\‘HH‘H\H‘H“H‘HH‘HH’HH’H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11862: 1H-Pyrazole, 1,3,4,5-tetramethyl-
1238.0
lOﬁOO 10ﬁ50
5000 ITI/Z 69.05 39.23%
56.0
27.0 ‘ 82.0
0 \”*“L*ww*”ww*w*\‘“*\“**w***w**w**wv**wv*w
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11860: 1,5-Diazabicyclo[4.3.0]non-5-ene e e
1238.0 10.00 10.50
m/z 109.10 38.46%
5000 68.0
41.0
96.0
0 ”AM“”N””M“”\M‘w“”\”‘w“”r”‘w“‘ T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50

8270-BF080421.M Mon Aug 09 15:42:41 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124979.D

Acqg On 7 Aug 2021 17:52
Operator : JU/CG

Sample : M3294-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 unknownl@.416 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.416 4.79 ng 14851  Acenaphthene-die 9.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, cyclohexylmethyl no... 312 C18H3204 1000309-68-6 27
2 3-Thiopheneacetamide 141 C6H7NOS 013781-66-3 22
3 cis-2,5-Diallyloxy-2,5-dihydrofuran 182 C10H1403 084315-10-6 14
4 Aziridine, 1-(2-methyl-1-propenyl)- 97 C6H11N 080839-93-6 14
5 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 14

Abundance Scan 1416 (10.416 min): BF124979.D\data.ms (-1412) (-] m/z 97.05 100.00%
97.0

5.1
5000
149.0
171.0
15, 203.1 _—
| Ll 1] o
0l S I myz ssi1e 72.94%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #214478: Oxalic acid, cyclohexylmethyl nonyl ester

X

97.0
55.0
5000 T
10.50
m/z 83.10 43.11%
0 ‘2\‘91‘.\0\ T \“!“ T ‘W\ \‘M T \1‘2\9\0\ ‘”\ T ‘]\-7\‘%\0‘ T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21764: 3-Thiopheneacetamide
97.0
——
10.50
5000 ITI/Z 69.10 40.59%
45.0
141.0
| ‘ ‘ 69.0
o O S N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56440: cis-2,5-Diallyloxy-2,5-dihydrofuran ——
97.0 125.0 10.50
m/z 67.00 31.28%
55.0
5000
LAl | 181.0
R s = A R A A —r—
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50

8270-BF080421.M Mon Aug 09 15:42:41 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124979.D

Acqg On 7 Aug 2021 17:52
Operator : JU/CG

Sample : M3294-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 unknownl1®.522 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.522 12.61 ng 39099  Acenaphthene-die 9.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1l-iodo- 296 C12H25I 004292-19-7 43
2 Tridecane 184 C13H28 000629-50-5 35
3 Cyclohexanone, 4-hydroxy-4-methyl- 128 C7H1202 017429-02-6 25
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 22
5 Hexadecane 226 C16H34 000544-76-3 22

Abundance Scan 1434 (10.522 min): BF124979.D\data.ms (-1428) (. m/z 57.10 100.00%
57.1

5000
85.0 155.1 m
113.0 184.0 — :
Ll |
oHwHHMHH_mW‘HH_meww - m/z 43.18  99.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #193300: Dodecane, 1-iodo-
57.0
5000 85.0 T T
10.50
m/z 71.05 66.54%
29.0 ‘ 113.0 155.0
O\\\‘\‘\‘\\“‘\\\1‘\\M\‘\\\\“\\\\‘\‘\\\‘\\\‘\‘\\‘\]\_8‘3\\0\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59028: Tridecane
57.0
T T
10.50
5000 85.0 ITI/Z 55.10 56.12%
29.0
‘ H 1120 1470 1840
okt e 140
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14102: Cyclohexanone, 4-hydroxy-4-methyl- —— ‘
71.0 10.50
m/z 41.00 52.91%
128.0
5000 43.0
95.0 H
0! \““Hm\M\W\‘H‘H‘HH‘HH‘HH‘\ ——
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50

8270-BF080421.M Mon Aug 09 15:42:42 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124979.D

Acqg On 7 Aug 2021 17:52
Operator : JU/CG

Sample : M3294-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 Hexadecane, 2,6,11,15-tetra... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.780 21.79 ng 84320  Phenanthrene-d10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 52
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 50
3 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 43
4 Tridecane, 5-propyl- 226 Cl6H34 055045-11-9 43
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 38

Abundance Scan 1478 (10.780 min): BF124979.D\data.ms (-1474) (. m/z 57.10 100.00%
57.1

5000 M
183.1
85.1, — e
H ‘ ‘ ‘ 10.50 11.00
0 ‘H_Hu“muu‘:u““‘:u“_ﬂ!‘ il J‘M;Jﬂl‘wmnwwWW‘ m/z 43.10  81.66%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #176402: Hexadecane, 2,6,11,15-tetramethyl-
57.0
5000 — e
85.0 10.50 11.00
113.0 169.0 m/z 71.10 64.27%
29.0 '
O \H‘\‘\‘H“‘\H “\w”l\“f‘\\\“\\‘”\‘H]-\%‘]:\(\)\‘\}H‘\]—Hgﬂ\(\)\\‘\\\\‘\\\?‘6\\7\5:
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0
— —
10.50 11.00
5000 m/z 183.10  29.92%
85.0
113.0
29.0 183.0
bbb JOL0 T 22502530
m/z--> 20 40 60 80 100120140160180200220240260 ;‘/\M
Abundance #241464: Sulfurous acid, decyl 2-ethylhexyl ester . il
57.0 10.50 11.00
m/z 41.10 29.38%
5000 M
29.0 85.0 113 0
oL T e
om_hm_m‘mwwam‘mwwwwmwWm_m — —
m/z--> 20 40 60 80 100120140160180200220240260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124979.D

Acqg On 7 Aug 2021 17:52
Operator : JU/CG

Sample : M3294-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 3-Amino-2-fluoropyridine, TMS Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.098 7.33 ng 28354  Phenanthrene-die 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Amino-2-fluoropyridine, TMS 184 C8H13FN2Si 1000496-60-9 53
2 Chamazulene 184 C14H16 000529-05-5 53
3 1,6-Dimethyl- 3-ethylnaphthalene 184 C14H16 1000383-71-8 53
4 Naphthalene, 1-methyl-7-(1-methy... 184 Cl14H16 000490-65-3 53
5 3-Isopropyl- 1-methylnaphthalene 184 C14H16 1000383-71-4 53

Abundance Scan 1532 (11.098 min): BF124979.D\data.ms (-1529) (- m/z 169.00 100.00%
169.0

5000
43.1
11 119.1 |
195.1 92327 L T
b LA (3 o110 1.80
ol ‘ LRI E LT w“”wm_m‘ m/z 184.10  91.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59428: 3-Amino-2-fluoropyridine, TMS
169.0
nﬂ H’\AM I L
5000 T T T I T T T T T
77.0 11.00 11.50
m/z 43.10 34.94%
49.
1150142
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59117: Chamazulene
169.0
e e
11.00 11.50
5000 ITI/Z 167.10 33.60%
128.0
770
NN o X W I
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59131: 1,6-Dimethyl- 3-ethylnaphthalene
169.0 11.00 11.50
m/z 55.10 33.32%
5000
115.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124979.D

Acqg On 7 Aug 2021 17:52
Operator : JU/CG

Sample : M3294-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 unknownl1l1.127 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.127 6.06 ng 23435  Phenanthrene-die 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl-2-octa... 364 C26H52 055282-02-5 43
2 Pentanamide, N-(4-fluorophenyl)-... 229 C11H13C1FNO 1000307-35-8 43
3 2-Heptenoic acid, 3-methylphenyl... 218 C14H1802 1010406-90-5 38
4 1,4-Cyclododecanedione 196 C12H2002 027567-77-7 35
5 Thiophene-2-carboxamide, N-ethyl... 197 C10H15NOS 1000415-30-3 35
Abundance Scan 1537 (11.127 min): BF124979.D\data.ms (-1535) (-  m/z 111.10 100.00%
1111
55.1
5000
159.1 —— e
‘ 213.1 11.00 11.50
0 Ll Ty, ss.1e e1.78%
mlz--> 50 100 150 200 250 300 350
Abundance  #273819: Cyclohexane, 1,4-dimethyl-2-octadecyl-
111.0
5000 — —
69.0 11.00 11.50
m/z 69.10 49.02%
0 ‘L ‘\‘ ' 153.0190.0  252.0 323.0 364.(
\\\‘\\\\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance  #110051: Pentanamide, N-(4-fluorophenyl)-5-chloro-
111.0
— ——
11.00 11.50
5000 m/z 43.10 34.13%
55.0 20.0
ol L) 1660 |
et
miz--> 50 100 150 200 250 300 350
Abundance #96611: 2-Heptenoic acid, 3-methylphenyl ester — ——
111.0 11.00 11.50
55.0 -
m/z 57.10 29.67%
5000
218.0
olbdd iy 4 aero TP S
m/z--> 50 100 150 200 250 300 350 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124979.D

Acqg On 7 Aug 2021 17:52
Operator : JU/CG

Sample : M3294-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 unknownll.880 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.880 7.02 ng 27155  Phenanthrene-die 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,4-Thiadiazol-2-amine, 5-ethyl- 129 C4H7N3S 014068-53-2 11
2 n-Decanoic acid 172 C1eH2002 000334-48-5 10
3 Acetamide, N-(4-hydroxycyclohexy... 157 C8H15NO2 027489-61-8 10
4 Nonanoic acid 158 C9H1802 000112-05-0 10
5 Tridecanoic acid 214 C13H2602 000638-53-9 10
Abundance Scan 1665 (11.880 min): BF124979.D\data.ms (-1662) (- m/z 55.10 100.00%
55.1
5000 145.0
— ——
‘ ‘ 11.50 12.00
0 H‘_‘Hm‘u m/z 41.10 85.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14665: 1,3,4-Thiadiazol-2-amine, 5-ethyl-
60.0
129.0
5000 — ——
11.50 12.00
27.0 m/z 60.00 78.05%
0 |
O' ‘\‘\\\‘\H\‘\\‘\\‘\\\\‘\H\‘\H\‘\\\\‘\H\‘\H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #46961: n-Decanoic acid
60.0
— ——
11.50 12.00
5000 m/z 73.00 71.38%
129.0
29.0
H | 87.0 172.0
N 8 O Tt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #34386: Acetamide, N-(4-hydroxycyclohexyl)-, cis- — —
60.0 11.50 12.00
m/z 43.10 67.58%
5000
‘ 98.0 139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124979.D

Acqg On 7 Aug 2021 17:52
Operator : JU/CG

Sample : M3294-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 unknownl13.368 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.368 5.10 ng 7719 Chrysene-d12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]hept-3-ene-spiro-2... 194 C12H1802 1000149-76-2 12
2 Icosa-9,11-diyne 274 C20H34 028393-07-9 10
3 1-Nitroso-2,4-dimethylamino-benzene 165 C8H11N30 1000286-48-1 9
4 4-Ethoxybenzaldoxime 165 CO9H11NO2 1000120-21-5 9
5 10,12-Octadecadiynoic acid 276 C18H2802 007333-25-7 7
Abundance Scan 1918 (13.368 min): BF124979.D\data.ms (-1916) (-  m/z 187.10 100.00%
131.0 187.1
91.0
5000 43.0
— ——
‘ | 13.00 13.50
Obrrrprrrrrerebeb b bbb b b m/z 131,00 94.07%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #69172: Bicyclo[3.1.1]hept-3-ene-spiro-2,4'-(1',3'-dioxane
29.0

1

5000 L
131.0 13.00 13.50

m/z 91.00 75.94%

. 164.0
O H\‘\ ﬁPP ‘\H‘U‘l“w’\“‘\‘\\‘l\\\’]\-\9\4\i\0\H‘HH‘HH‘HH’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #166403: Icosa-9,11-diyne
41.0 91.0
= il
13.00 13.50
5000 m/z 145.00 62.49%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #40707: 1-Nitroso-2,4-dimethylamino-benzene
133.0 165.0 13.00 13.50
m/z 165.00 50.86%
5000 79.0
30.0
ol u‘EH‘,“UW“H,W_m‘w‘mww, - —
m/z--> 20 40 60 80 100120140160180200220240260 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124979.D

Acqg On 7 Aug 2021 17:52
Operator : JU/CG

Sample : M3294-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 unknownl3.404 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.404 5.41 ng 8180 Chrysene-d12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Menth-8-ene, 3-methylene- 150 C11H18 1000151-25-7 12
2 (3R,6R)-3-Hydroperoxy-3-methyl-6... 168 C10H1602 077026-88-1 10
3 (1R,4aR,8aR)-2,5,5,8a-Tetramethy... 204 C15H24 079562-96-2 10
4 .beta.-Elemenone 218 C15H220 020303-60-0 9
5 1,4-Methanophthalazine, 1,4,4a,5... 178 C11H18N2 109746-13-6 9
Abundance Scan 1924 (13.404 min): BF124979.D\data.ms (-1922) (- m/z 105.00 100.00%
105.0
135.0
5000 57.0 286.:

i M ‘ 13.50
e e e e e e e e e m/z 135,000 62.63%

0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27741: p-Menth-8-ene, 3-methylene-
93.0 135.0
41.0
5000 ‘ LT

13.50
m/z 93.00 60.58%

O \\1\‘\“‘H“‘H\!‘H‘H‘H\\’HH‘\H\‘HH‘HH‘HH’HH W
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43233: (3R,6R)-3-Hydroperoxy-3-methyl-6-(prop-1-en-2 A

93.0 135.0
-
13.50
5000 m/z 119.10 56.20%
43.0
o,,,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80450: (1R,4aR,8aR)-2,5,5,8a-Tetramethyl-4,5,6,7,8,8a e B L
119.0 13.50
m/z 107.00 52.85%
5000 69.0
204.0
Th b gere 2
0 JJ"‘Hu1‘_‘&‘”“”“_1“‘\“"""‘H""‘,MWw_ww,w L
m/z--> 20 40 60 80 100120140160180200220240260280 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124979.D

Acqg On 7 Aug 2021 17:52
Operator : JU/CG

Sample : M3294-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 20 Tetradecane, 1-fluoro- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.821 5.49 ng 8309 Chrysene-d12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-fluoro- 216 C14H29F 000593-33-9 50
2 Oxalic acid, allyl dodecyl ester 298 C17H3004 1000309-24-0 47
3 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 47
4 Oxalic acid, allyl tridecyl ester 312 C18H3204 1000309-24-1 47
5 5,5-Dimethyl-cyclohex-3-en-1-o0l 126 C8H140 082299-68-1 38

Abundance Scan 1995 (13.821 min): BF124979.D\data.ms (-1992) (-  m/z 57.05 100.00%

57.0
111.1
5000
B T
13.50 14.00
0 bbb b e e M/z 55,05 85.24%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #94496: Tetradecane, 1-fluoro-
43.0
5000 — A
71.0 13.50 14.00
m/z 43.10 75.32%
ols0 ‘ M‘N‘h?%°14001680 216.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #196789: Oxalic acid, allyl dodecyl ester
41.0
— —r
13.50 14.00
5000 ITI/Z 111.10 72.20%
71.0
0 llwmoo  me0
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #263801: Oxalic acid, allyl hexadecyl ester r —
41.0 13.50 14.00
m/z 71.00 70.24%
5000
71.0
m/z--> 20 40 60 80 100120140160180200220240260 13 50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124979.D

Acqg On : 7 Aug 2021 17:52
Operator : JU/CG

Sample : M3294-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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|
unknown5.045 5.045 74.3 ng 121644 1 6.828 32751 20.0
2-Pentanone, 4-... 5.839 11.5 ng 18825 1 6.828 32751 20.0
Ethanol, 2-(2-b... 8.010 18.0 ng 40640 2 8.110 45187 20.0
unknown9.569 9.569 9.8 ng 30358 3 9.863 62026 20.0
unknown9.727 9.727 6.6 ng 20355 3 9.863 62026 20.0
Cyclododecanone... 9.775 10.9 ng 33762 3 9.863 62026 20.0
unknown9.975 9.975 3.8 ng 11757 3 9.863 62026 20.0
unknown10.122 10.122 5.7 ng 17811 3 9.863 62026 20.0
unknown10.180 10.180 6.1 ng 18899 3 9.863 62026 20.0
unknown10.233 10.233 4.5 ng 13971 3 9.863 62026 20.0
unknown10.269 10.269 15.0 ng 46507 3 9.863 62026 20.0
unknown10.416 10.416 4.8 ng 14851 3 9.863 62026 20.0
unknown10.522 10.522 12.6 ng 39099 3 9.863 62026 20.0
Hexadecane, 2,6... 10.780 21.8 ng 84320 4 11.357 77387 20.0
3-Amino-2-fluor... 11.098 7.3 ng 28354 4 11.357 77387 20.0
unknownl11.127 11.127 6.1 ng 23435 4 11.357 77387 20.0
unknownl1.880 11.880 7.0 ng 27155 4 11.357 77387 20.0
unknown13.368 13.368 5.1 ng 7719 5 13.986 30257 20.0
unknown13.404 13.404 5.4 ng 8180 5 13.986 30257 20.0
Tetradecane, 1-... 13.821 5.5 ng 8309 5 13.986 30257 20.0
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