LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130905.D

Acqg On : 01 Nov 2022 17:47
Operator : CG\JU

Sample : N5235-06

Misc :

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : @ Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF102722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130905.D\data.ms

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

# min scan scan scan TY height area % max. total
1 2.258 22 29 35 rVB 1048542 1356995 61.45% 6.791%
2 5.163 519 523 530 rVB 246451 299651 13.57% 1.500%
3 5.551 583 589 592 rBV 2118350 2009647 91.00% 10.058%
4 6.551 754 759 762 rBV 1892368 2070915 93.77% 10.365%
5 6.757 791 794 798 rBV3 28682 32198 1.46% 0.161%
6 6.934 820 824 827 rVB 728342 582645 26.38% 2.916%
7 7.463 907 914 915 rBV5 20348 29442 1.33% 0.147%
8 7.498 915 920 923 rVV 1374462 1316402 59.61% 6.588%
9 7.575 928 933 936 rBVS5 20052 35392 1.60% 0.177%
10 8.122 1022 1026 1031 rBV2 56067 107590 4.87% 0.538%
11 8.216 1038 1042 1045 rBV 844245 721465 32.67% 3.611%
12 8.269 1048 1051 1054 rVB2 57581 49034 2.22% 0.245%
13 8.504 1085 1091 1095 rBV6 33789 54600 2.47% ©.273%
14 8.634 1110 1113 1115 rBV 67499 59215 2.68% ©.296%
15 8.757 1130 1134 1137 rBV4 22507 29351 1.33% 0.147%
16 8.804 1139 1142 1145 rVV2 30134 28885 1.31% 0.145%
17 8.898 1155 1158 1161 rVB4 24276 30353 1.37% 0.152%
18 8.934 1161 1164 1166 rVB 39412 33356 1.51% 0.167%
19 9.034 1178 1181 1184 rVB 29931 27840 1.26% 0.139%
20 9.098 1188 1192 1195 rBV6 18692 34152 1.55% 0.171%
21  9.210 1208 1211 1213 rBV4 26624 30482 1.38% 0.153%
22 9.234 1213 1215 1221 rVB 106275 88207 3.99% 0.441%
23 9.298 1221 1226 1229 rBV 2667987 2208443 100.00% 11.053%
24 9.375 1235 1239 1241 rBV 60895 69960 3.17% 0.350%
25 9.410 1241 1245 1248 rW 74741 83932 3.80% 0.420%
26 9.563 1267 1271 1274 rBV3 37531 49828 2.26% 0.249%
27 9.634 1280 1283 1286 rBV 57613 57481 2.60% ©0.288%
28 9.687 1289 1292 1296 rVVv2 169306 179080 8.11% 0.896%
29 9.751 1299 1303 1305 rBV2 38582 35748 1.62% 0.179%
30 9.839 1315 1318 1321 rVB2 71923 66692  3.02%  0.334%
31 9.886 1324 1326 1331 rVB2 61060 64227 2.91% 0.321%
32 9.981 1336 1342 1345 rVB 950708 793469 35.93% 3.971%
33 10.010 1345 1347 1351 rBV3 50857 47185 2.14% 0.236%
34 10.081 1356 1359 1364 rBV5 26220 35415 1.60% 0.177%
35 10.134 1364 1368 1370 rBV5 20303 31455 1.42% 0.157%
36 10.169 1370 1374 1379 rVW3 36312 60003  2.72%  0.300%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130905.D

Acqg On : 01 Nov 2022 17:47
Operator : CG\JU

Sample : N5235-06

Misc :

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : @ Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF102722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.222 1381 1383 1388 rVB3 32154 37690 1.71% 0.189%
38 10.292 1392 1395 1398 rBvV2 45091 47821 2.17% ©0.239%
39 10.386 1407 1411 1413 rBV4 46150 58135 2.63% 0.291%
40 10.528 1431 1435 1442 rVB3 51775 64898 2.94% 0.325%
41 10.622 1448 1451 1453 rBV 51432 47005 2.13% 0.235%
42 10.769 1472 1476 1480 rBV 1306519 1114565 50.47% 5.578%
43 10.892 1492 1497 1500 rBV 128915 132033 5.98% 0.661%
44 11.104 1531 1533 1540 rVB5 30289 41783 1.89% 0.209%
45 11.357 1573 1576 1582 rVB2 64399 85817 3.89% 0.429%
46 11.475 1592 1596 1598 rBvV 722081 629654 28.51% 3.151%
47 11.498 1598 1600 1602 rVV 123472 100499 4.55% 0.503%
48 11.545 1606 1608 1610 rVB 37051 28546 1.29% 0.143%
49 11.704 1633 1635 1639 rBV4 24594 32954 1.49% 0.165%
50 11.857 1658 1661 1664 rBV 53358 38766 1.76% 0.194%
51 11.992 1678 1684 1689 rBvV3 258258 331150 14.99% 1.657%
52 12.051 1691 1694 1697 rVV2 36081 48478 2.20% 0.243%
53 12.086 1697 1700 1703 rVV2 101296 125068 5.66% 0.626%
54 12.110 1703 1704 1706 rVB 59362 30610 1.39% ©.153%
55 12.451 1759 1762 1764 rBV2 33226 33330 1.51% 0.167%
56 12.528 1772 1775 1777 rBV 66906 63425 2.87% 0.317%
57 12.569 1779 1782 1787 rVB2 152781 149123 6.75% 0.746%
58 12.657 1794 1797 1800 rBV3 44451 41271 1.87% 0.207%
59 12.686 1800 1802 1806 rBV 169344 157710 7.14% 0.789%
60 12.786 1816 1819 1822 rBV 176594 157019 7.11% 0.786%
61 12.922 1839 1842 1848 rVB 230304 192930 8.74% 0.966%
62 13.063 1862 1866 1869 rBV 1596217 1294983 58.64% 6.481%
63 13.133 1876 1878 1882 rBV3 46335 58791 2.66% 0.294%
64 13.351 1913 1915 1918 rVB 73543 66311 3.00% ©.332%
65 13.445 1929 1931 1934 rVB 55121 45371 2.05% ©.227%
66 13.475 1934 1936 1939 rBV 46142 52943 2.40% 0.265%
67 13.851 1997 2000 2003 rBV 517885 428921 19.42%  2.147%
68 13.951 2013 2017 2024 rVB3 404949 421767 19.10%  2.111%
69 14.122 2042 2046 2049 rBV2 501442 532139 24.10% 2.663%
70 15.645 2301 2305 2308 rBV 263587 316257 14.32%  1.583%
71 18.427 2774 2778 2785 rVB7 76886 162297 7.35% 0.812%

Sum of corrected areas: 19980795
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\

BF130905.D
: 01 Nov 2022 17:47
: CG\JU
: N5235-06
: 5 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: BF130905.D\data.ms

5.551
6.551

7.498

2.258

6.934

5.163
6.757 7.46575

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

2500000

2000000

1500000

1000000

500000

TIC: BF130905.D\data.ms
9.298

13.063

10.769

8.216

8.

e AT

0
Time-->

269 8 566 34/50530 D95

8.00

‘ T — — — — — — —
8.50 9.00 10.00 10.50 11.00 11.50 12.00 12.50 13.00
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2500000

2000000

1500000

1000000

500000

Time-->

TIC: BF130905.D\data.ms

T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T ‘ T T ‘ T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130905.D

Acq On : 01 Nov 2022 17:47
Operator : CG\JU

Sample : N5235-06

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.258 46.58 ng 1357000 1,4-Dichlorobenzene-d4 6.934

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance  Scan 29 (2.258 min): BF130905.D\data.ms (-22) (-) m/z 73.05 100.00%

73.0
5000 43.0 A
T
‘ J 881 220 240 260
Ol poreeyeer il 580 Li 881 n/z 43.e5 46.80%
m/z--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LI AL AL LB B B

43.0 220 240 260
m/z 55.05 30.85%

27 0 ‘ 8%0
O T ‘ T T T ‘ T ‘ T “ T \ f ‘ \ T ‘\ ‘ T T T ‘ L ‘ LI
m/z--> 0 80 100 120
Abundance #15764 2 2,4- Tr|methyl -3-pentanol
73.0

220 240 260

5000 55.0 m/z 87.10  26.68%
39T
N E— i H 880 11201290
miz--> 0 20 40 60 80 100 120
Abundance #2246: Silane, tetramethyl- T
73.0 220 240 260

m/z 41.05 15.71%

5000
43.0
0 15\.0 \‘ | ‘ ‘ ‘\ 88 0

miz--> 0 20 80 100 120 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130905.D

Acq On : 01 Nov 2022 17:47
Operator : CG\JU

Sample : N5235-06

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.163 10.29 ng 299651 1,4-Dichlorobenzene-d4 6.934

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol, 4-ethyl- 130 C8H180 019780-44-0 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 25
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
Abundance Scan 523 (5.163 min): BF130905.D\data.ms (-519) (-) m/z 43.00 100.00%
43.0
59.0
5000
101'0 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
‘ 83.1 4.80 5.00 5.20 5.40
Ol bl S m/z 59.05  55.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L L L B R I
4.80 5.00 5.20 5.40
101.0 m/z 101.00 17.06%
R i 83\"0
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15687: 3-Hexanol, 4-ethyl-
59.0
e AR Rmaaa B
4.80 5.00 5.20 5.40
5000 m/z 58.00 13.80%
41.0
29.0
H H H 710 830 1010
obrr 220 Ml b M
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- AEEmARREESS SRR
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.04%
5000 41.0
29,
‘ ‘ 87.0
o280 L Ll me L
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\BF110122\
Data File : BF130905.D

Acq On : 01 Nov 2022 17:47
Operator : CG\JU

Sample : N5235-06

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.122 2.98 ng 107590  Naphthalene-d8 8.216

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
4 Heptaethylene glycol 326 C14H3008 005617-32-3 53
5 Butane, 1,1'-[ethylidenebis(oxy)... 174 C10H2202 000871-22-7 50
Abundance Scan 1026 (8.122 min): BF130905.D\data.ms (-1022) (-) m/z 57.05 100.00%
57.0
5000
: 7.808.008.20 840
39 100.0 166.2 . : : .
Ot WHJNWMW‘mP‘uu‘ﬁfqgg““‘uf“ m/z 45.00  98.35%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L L B R IR A IR
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.00 35.76%
Ot T \‘H“\‘\“‘H‘\ T Ly \‘1“\“ \“\‘ \1\0?\0\ T \1\3\2\0| LI
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
R RamE e A
7.80 8.00 8.20 8.40
5000 m/z 75.00 14.69%
29.0 75.0
100.0
0 Lm0 g
m/z--> 20 40 60 80 100 120 140 160
Abundance #15680: Di-sec-Butyl ether R RamEE s R
45.0 7.80 8.00 8.20 8.40
m/z 43.00 13.42%
5000 101.0
27’0 83.0
Ol el My L 1300 S
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130905.D

Acq On : 01 Nov 2022 17:47
Operator : CG\JU

Sample : N5235-06

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Dodecane, 2,7,10-trimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.234 2.22 ng 88207  Acenaphthene-d1e 9.981

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 91
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 86
3 Octane, 2-methyl- 128 C9H20 003221-61-2 80
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 59
5 Octane, 2,3,7-trimethyl- 156 C11H24 062016-34-6 53
Abundance Scan 1215 (9.234 min): BF130905.D\data.ms (-1213) (-) m/z 57.10 100.00%
57.1
2000 MML
85.0
RAEESEEEE S
113.1 9.00 9.20 9.40 9.60
. 173.2
bl bl T 2410 7321040 s 7110 68.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 L B I L LA BN B L
9.00 9.20 9.40 9.60
290‘ 85.0 m/z 43.10 57.91%
113.0
O T ‘ \M‘\ \“‘\ T \M“ T \‘M T ‘w‘\ T \" T }‘\ ‘ \“\\]_\4‘1\.\0\ T ‘ T \178‘3\.\()\\ ‘ TTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
A RAEEEEEEE S
9.00 9.20 9.40 9.60
5000 m/z 41.05 38.42%
29.0 85.0
L | M0 1650 18302060
R R ma e e R B AR aE e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14531: Octane, 2-methyl- A AR EERRE
43.0 9.00 9.20 9.40 9.60
m/z 85.05 28.31%
5000
71.0
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130905.D

Acq On : 01 Nov 2022 17:47
Operator : CG\JU

Sample : N5235-06

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.410 2.12 ng 83932  Acenaphthene-d1e 9.981

Hit# of 5 Tentative ID MW MolForm CAS# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 72
2 2-Propenal, 3-(2,2,6-trimethyl-7... 194 C12H1802 055759-91-6 53
3 Diacetamate 193 C10H11NO3 002623-33-8 50
4 Metacetamol 151 C8HINO2 000621-42-1 40
5 N-(4-tert-Butoxyphenyl)acetamide... 249 C14H19NO3 1000504-17-4 40
Abundance Scan 1245 (9.410 min): BF130905.D\data.ms (-1241) (-) m/z 43.10 100.00%
3.1
109.1
5000 151.1
s EEE
‘ ‘ 85"0 1910 9.00 9.20 9.40 9.60 9.80
0 H‘;wuww‘u‘u“‘ st M b 2950 myz 109,10 63.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 DL B LALEL B W
9.00 9.20 9.40 9.60 9.80
69.0 m/z 151.05 38.66%
0 -:L\S\(‘)\ ‘\‘\ \““V T ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ | \“iH‘\‘\ “\ — \" T ‘\ T \‘\ T ’]\-\9\2\.’0\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69161: 2-Propenal, 3-(2,2,6-trimethyl-7-oxabicyclo[4.1.0
109.0
RERRRREESNEEnES an
9.00 9.20 9.40 9.60 9.80
m/z 57.10 21.28%
5000 43.0 151.0 /
81.0
‘ ‘ ‘ ‘ ‘ 179.0
BN | ] ) SRS S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67530: Diacetamate R R R
109.0 9.00 9.20 9.40 9.60 9.80
m/z 41.10 21.23%
5000 151.0
43.0
80.0 193.0
0 ML K VS S| A A —
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130905.D

Acq On : 01 Nov 2022 17:47
Operator : CG\JU

Sample : N5235-06

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 unknown9.687 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.687 4.51 ng 179080  Acenaphthene-di0 9.981

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane, 1-chloro- 288 (C18H37C1 003386-33-2 43
2 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 41
3 Octadecane, 1-bromo- 332 C18H37Br 000112-89-0 38
4 2,6,10-Trimethylundeca-1,3-diene 194 C14H26 1000222-09-1 38
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 38

Abundance Scan 1292 (9.687 min): BF130905.D\data.ms (-1289) (-) m/z 57.10 100.00%

57.1
5000 193.2

109.1 —— —
‘ ‘ ‘ 9.50 10.00
0 ‘:“‘ w“‘wm‘\ ! w‘lﬂo'?‘ N m/z 43.05 87.20%
miz--> 50 100 150 200 250
Abundance #184136: Octadecane, 1-chloro-
57.0
9.50 10.00

m/z 71.05 69.06%

270} »m (1330 1750 217.0 2520 288.C
T T T \ \ T T T \ T T T T ‘ T T ‘
m/z--> 50 100 150 200 250
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0

7
9.50 10.00

5000 T UL
\

o

5000 m/z 41.10 55.70%
97.0
o 7O LL [ a2 180 aeo
m/z--> 50 lOO 150 200 250
Abundance #239150: Octadecane, 1-bromo- —— —
57.0 9.50 10.00

m/z 193.15  49.28%

5000
135.0
27.0 970
0 ‘ Il \\‘ \h ‘\ | \\\1690 253.0 \ P

m/z--> 50 100 150 200 250 9.50 10.00

8270-BF102722.M Mon Nov 07 11:12:23 2022 Page: 9



Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\

BF130905.D

: 01 Nov 2022 17:47
: CG\JU
: N5235-06

: 5 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 7 Pentadecane, 2,6,10,14-tetr... Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
10.892 4.19 ng 132033 Phenanthrene-d10 11.475
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 74
2 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 72

3 Heptacosane 380 C27H56 000593-49-7 58
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 58
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 55
Abundance Scan 1497 (10.892 min): BF130905.D\data.ms (-1492) (- m/z 57.10 100.00%
57.1
113.1 P —r—
‘ ‘ ‘ 169.1 10.50 11.00
obd bbb [ L. 2442 7 71.e5 67.52%
m/z--> 50 100 150 200 250 300 350
Abundance #158621: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 i S
10.50 11.00
113.0 m/z 43.05 61.92%
83.0
O\“\ \“\“\ \“‘\\\‘\‘\\\2\5‘3\(?\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #176404: Hexadecane, 2,6,11,15-tetramethyl-
43.0
P P
10.50 11.00
5000 ITI/Z 41.10 26.63%
27.0169.0
oL “\‘m 1020 aer0 W
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane “ T
57.0 10.50 11.00
m/z 85.10 26.36%
h %wmwAwMﬂMkakaﬂwMﬂA
0 \ | | F | 141.0 183.0 225.0 267.0 3230 3804
““‘ P e S e T S S e P e
m/z--> 50 100 150 200 250 300 350 10.50 11.00

8270-BF102722.M Mon Nov 07 11:12:24 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130905.D

Acq On : 01 Nov 2022 17:47
Operator : CG\JU

Sample : N5235-06

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Pentadecane, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.357 2.73 ng 85817  Phenanthrene-d1e 11.475
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 2-methyl- 226 Cl6H34 001560-93-6 87
2 3-Ethyl-2,6,10-trimethylundecane 226 C16H34 1000432-25-9 87
3 Tridecane 184 C13H28 000629-50-5 83
4 Tetradecane 198 C14H30 000629-59-4 81
5 Hexadecane 226 CléH34 000544-76-3 81

Abundance Scan 1576 (11.357 min): BF130905.D\data.ms (-1573) (- m/z 57.05 100.00%
57.0

-

5000 85.1
1131 183.1 11.00 11.50
oww‘,‘m_“lw‘m:‘um“_“:lfl‘l”qu“1‘:“_‘2‘1‘?“2“2‘4‘9? m/z 71.10 72.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107234: Pentadecane, 2-methyl-
43.0
5000 I —
71.0 11.00 11.50
m/z 43.10 64.57%
183.0
H\‘HH’HH‘\\H‘H\\‘HH‘\\H‘H\\‘HH‘HH‘\H\‘\H\‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
— —
11.00 11.50
5000 85.0 m/z 85.10 44.59%
113.0141.0
29.0
PN S O O O <11
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59029: Tridecane “ —
57.0 11.00 11.50
m/z 41.10 42.79%
5000
85.0
29.0
o L m30ia0 s
rrrpr e e e e e e e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50

8270-BF102722.M Mon Nov 07 11:12:25 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130905.D

Acq On : 01 Nov 2022 17:47
Operator : CG\JU

Sample : N5235-06

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.992 10.52 ng 331150  Phenanthrene-di0 11.475
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Octanoic acid 144 C8H1602 000124-07-2 43

Abundance Scan 1684 (11.992 min): BF130905.D\data.ms (-1678) (- m/z 43.10 100.00%

43.1 73.0
5000
129.1

‘ | H‘ 157.118512‘3-1 256.1 12.00
Y- “\‘HH}‘H““\“1‘1“\“\‘”‘Mu“‘1‘\‘1\“\‘\“!‘\‘m‘\‘\m‘m!“m m/z 72.95 98.23%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0
12.00

m/z 60.00  83.89%

’ 157.0185.0 213.0 256.0
O,
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #109283: Tetradecanoic acid
73.0

o

12.00
so00] 430 129.0 m/z 41.10  80.45%
185.0
228.0
Lo | aso | WJW
O\H‘w“””w‘”w‘w‘m\““ SRR USRS SRR A ARRAR A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid —
73.0 12.00

m/z 55.05 79.38%

43.0
5000 129.0
171.0 MLM
214.0
‘ ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00

o

8270-BF102722.M Mon Nov 07 11:12:26 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130905.D

Acq On : 01 Nov 2022 17:47
Operator : CG\JU

Sample : N5235-06

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 10 4H-Cyclopenta[def]phenanthrene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.086 3.97 ng 125068 Phenanthrene-di0 11.475
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 58
2 1H-1,2,4-Triazol-5-amine, 3-brom... 190 C4H7BrN4 1000460-85-7 50
3 1-(4-Fluorophenyl)-4,5-dimethyli... 190 C11H11FN2 1000443-18-7 46
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 30
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 30

Abundance Scan 1700 (12.086 min): BF130905[ndMarns(1697)( m/z 192.10 100.00%

5000

12.00

224.2 255.2 o
0! m/z 190.10 92.03%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64925: 4H- Cydopaﬂaweﬂphenanﬂnene
90.0
5000 P Mﬁﬂ“
12.00
95.0 m/z 189.10 90.88%
O 63.0 Il ‘ 161'0 \“‘
\\H‘\\H‘H\\‘HH‘HH‘HH’HH‘HH‘H\\‘H\\‘HH‘HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64962: 1H-1,2,4-Triazol-5-amine, 3-bromo-N,N-dimethy
15.0
T I
12.00
5000 ITI/Z 191.10 67.63%

methylimidazole ‘
90.0 12.00

m/z 94.80 30.81%

190.0
440 161.0
ol dizoze  LLL
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #64494: 1-(4-Fluorophenyl)-4,5-di imi ; : ‘

5000
95.0 148.0

Ot e e e e e P
m/z--> 20 40 60 80 100120140160180200220240260280 12.00

%

27.
Owu \\7 Ou \‘ ] ‘ “ ||

8270-BF102722.M Mon Nov 07 11:12:27 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130905.D

Acq On : 01 Nov 2022 17:47
Operator : CG\JU

Sample : N5235-06

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Phenanthrene, 3,6-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.528 2.01 ng 63425 Phenanthrene-d10 11.475
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 3,6-dimethyl- 206 C1l6H14 001576-67-6 94
2 Phenanthrene, 2,7-dimethyl- 206 C16H14 001576-69-8 91
3 9,10-Dimethylanthracene 206 CleH14 000781-43-1 90
4 3,4-Dimethylphenanthrene 206 CleH14 1000452-24-5 90
5 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 90

Abundance Scan 1775 (12.528 min): BF130905.D\data.ms (-1772) (- m/z 206.10 100.00%
206.1

%

5000
41.0 101.0 165.0 12.50
ob—— - d \\u L ‘13‘5‘ Om‘ Al H‘L e ‘25;3‘2‘28‘4‘1 m/z 191.05 59.15%
miz--> 50 100 150 200 250
Abundance #82954: Phenanthrene, 3,6-dimethyl-
206.0
5000 —— :

12.50
m/z 189.05  32.25%

102.0
O 27'0 63'0\ i ‘h 16\5 0 M ‘\H
T T T T ’ T T T T ‘ T T T T ’ T T \ T T T T ’ T T T T
miz--> 50 100 150 200 250
Abundance #82949: Phenanthrene, 2,7-dimethyl-
206.0

12.50
5000 m/z 205.15 23.40%
102.0
ob— ?99 7%9 \“ | im Y ’16“5"9‘ M\ ‘h T
miz--> 50 100 150 200 250
Abundance #82932: 9,10-Dimethylanthracene —r—
206.0 12.50

m/z 207.05 19.08%

5000
89.0 m
14.0 51.0 ol \‘\ “‘H u ‘

olgo S0 10 WO L .
miz--> 50 100 150 200 250 12.50

8270-BF102722.M Mon Nov 07 11:12:28 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130905.D

Acq On : 01 Nov 2022 17:47
Operator : CG\JU

Sample : N5235-06

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 9-Octadecenoic acid, methyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.569 4.74 ng 149123 Phenanthrene-d10 11.475
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 99
2 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 99
3 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 98
4 cis-13-Octadecenoic acid, methyl... 296 C19H3602 1010333-58-3 98
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 95

Abundance Scan 1782 (12.569 min): BF130905.D\data.ms (-1779) (- m/z 55.10 100.00%
1

5000

12.50
0’ m/z 41.05 55.85%

m/z--> 50 100 150 200 250 300
Abundance #194449: 9-Octadecenoic acid, methyl ester, (E)-
55.0

5000
Hﬂ

12.50
m/z 69.05 51.55%

a[7.
L “ “ . ’
miz--> 50 100 150 200 250 300
Abundance #194409: 9-Octadecenoic acid, methyl ester

55.0

o

12.50
5000 m/z 43.05 49.14%

264.0
230 222.0
H A B .
A e QAL \mﬂﬂmMym‘n‘w JFPNT SRRV S
m/z--> 50 5 200 250 300

Abundance #194440: 9—Octadecen0|c acid (2)-, methyl ester —— ‘
55.0 12.50

m/z 73.95 45.04%

) MML
180.0 222.0 264.0
0 25‘ O “‘ ‘ ‘ u‘ I umm ul \H\ I ! ] I 296 ¢ a2

miz--> 50 150 200 250 300 12.50

o

=

8270-BF102722.M Mon Nov 07 11:12:29 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130905.D

Acq On : 01 Nov 2022 17:47
Operator : CG\JU

Sample : N5235-06

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.786 4.99 ng 157019  Phenanthrene-di10 11.475
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 81
4 n-Decanoic acid 172 C10H2002 000334-48-5 78
5 Pentadecanoic acid 242 C15H3002 001002-84-2 76
Abundance Scan 1819 (12.786 min): BF130905.D\data.ms (-1816) (- m/z 43.10 100.00%
3.1 73.0
5000
185.1 241.2 T T
‘ 284.1 12.50 13.00
Y — m/z 57.10  82.44%
miz--> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
5000 129.0 —— ——
12.50 13.00
284.C o
‘ 185.0 241.0 ‘ m/z 73.00 81.94%
oL ‘w m‘ WMM“W\MMMJN“‘J‘JH\[H‘\‘J‘M‘ E
miz--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
= —
12.50 13.00
5000 256.0 m/z 41.10 79.01%
129.0
213.0
YT
ol— “‘ H‘Mu H“ ‘H“‘nh“‘ “\u‘\‘u‘\ . “ “ “‘m‘ R \‘ -
m/z--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid —— —
73.0 12.50 13.00
43.0 m/z 60.00 76.49%
5000
129.0
185.0 228.0
ob— “‘ H\\‘u‘u“ ‘M‘\‘H‘\ ‘\ — w] “\‘ — ‘\‘ e et —_
m/z--> 50 100 150 200 250 12.50 13.00

8270-BF102722.M Mon Nov 07 11:12:30 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130905.D

Acq On : 01 Nov 2022 17:47

Operator : CG\JU

Sample : N5235-06

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 Pyrene, 1-methyl- Concentration Rank 16

R.T EstConc Area Relative to ISTD R.T.
13.133 2.21 ng 58791  Chrysene-di12 14.121
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 81
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 72
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 70
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 64
5 1,3,5-Triazine-2,4,6-triamine, N... 216 C1OH12N6 046731-79-7 58

Abundance Scan 1878 (13.133 min): BF130905.D\data.ms (-1876) (- m/z 216.10 100.00%
216.1
w MJM
43.1 —r —
‘ Hf‘fﬂ 106.3 147.0 183.1 53.1 299.1 13.00 13.50
o EN— iu“ Ly H’HMM‘ Ly ‘M‘m‘ e L) “‘u\‘ n ‘L m/z 215.05 81.29%
miz--> 50 100 150 200 250 300
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 . —
13.00 13.50
95.0 m/z 213.10 22.11%
0,270 630 | 1630 | |
T L T ‘ T T T T ’ T T T ‘ T T T T [ T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #94572: 11H-Benzo[b]fluorene
216.0
—— —
13.00 13.50
5000 m/z 232.10 18.93%
107.0
0 280 630 A \“ 1630 m Il
1
miz--> 50 100 150 200 250 300 W
Abundance #94578: Fluoranthene, 2-methyl- PP —
216.0 13.00 13.50
m/z 43.10 17.46%
5000
108.0
m/z--> 50 100 150 200 250 300 13.00 13.50

8270-BF102722.M Mon Nov 07 11:12:31 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130905.D

Acq On : 01 Nov 2022 17:47
Operator : CG\JU

Sample : N5235-06

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 Pyrene, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.351 2.49 ng 66311  Chrysene-d12 14.121
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 93
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 87
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 72
5 Pyrene, 4-methyl- 216 C17H12 003353-12-6 68
Abundance Scan 1915 (13.351 min): BF130905.D\data.ms (-1913) (- m/z 216.10 100.00%
216.1
- WMKM
1300 1350
551 990 1397 179 ' : :
A O MYt o I 2541 295.1328: /7 215.10  57.85%
m/z--> 50 100 150 200 250 300
Abundance #94569: Pyrene, 1-methyl-
216.0
5000 = —
13.00 13.50
m/z 189.10  17.62%
O\ T ‘6\3.9 T \H’ “‘\ .\ T }6\3.\0\ h‘\‘ “ \h“ L ‘ T T T T ‘ L
miz--> 50 100 150 200 250 300
Abundance #94567: Pyrene, 2-methyl-
216.0
— ——
13.00 13.50
m/z 213.10  16.43%
5000 95.0
0 53.0 L ‘ y ‘H 163.0 hL L h“
——r e et
miz--> 50 100 150 200 250 300
Abundance #94578: Fluoranthene, 2-methyl- — —
216.0 13.00 13.50
m/z 217.10  12.74%
5000
108.0
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130905.D

Acq On : 01 Nov 2022 17:47
Operator : CG\JU

Sample : N5235-06

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 2-Butenal, 2-methyl-4-(2,6,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.851 16.12 ng 428921  Chrysene-d12 14.121
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Butenal, 2-methyl-4-(2,6,6-tri... 206 C14H220 003155-71-3 70
2 1-Cycloheptene, 1,4-dimethyl-3-(... 204 C15H24 1000159-38-6 38
3 2-Dimethylamino-3-methylpyridine 136 C8H12N2 061713-46-0 38
4 Benzenemethanol, 3,5-dimethyl- 136 C9H120 027129-87-9 30
5 5-Hydroxy-2-methylbenzaldehyde 136 C8H802 023942-00-9 30

Abundance Scan 2000 (13.851 min): BF130905.D\data.ms (-1997) (- m/z 136.00 100.00%
136.0
5000 81.0
41.1 205.2 — S
328.3 13.50 14.00
0 MW‘\‘“““‘} Li ). 24312851 T 07 10 51.83%
m/z--> 50 100 150 200 250 300 350
Abundance #82824: 2-Butenal, 2-methyl-4-(2,6,6-trimethyl-1-cyclohe
107.0
41.0 206.0
5000 163.0 = T
13.50 14.00
m/z 123.10 41.23%
O u‘m“\Hhh ‘H‘h‘h‘mh‘ \‘L ‘u“ L e o
m/z--> 50 100 150 200 250 300 350
Abundance #80330: 1-Cycloheptene, 1,4-dimethyl-3-(2-methyl-1-prop
107.0
P P
43.0 13.50 14.00
5000 m/z 81.05  40.36%
161.0 204.0
0,
m/z--> 50 100 150 200 250 300 350
Abundance #18648: 2-Dimethylamino-3-methylpyridine — ——
107.0 13.50 14.00
m/z 93.05 39.16%
o — ——
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF102722.M Mon Nov 07 11:12:34 2022 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130905.D

Acq On : 01 Nov 2022 17:47
Operator : CG\JU

Sample : N5235-06

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 unknownl13.951 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.951 15.85 ng 421767  Chrysene-d12 14.121
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4H-1,3-Benzodioxin-4-one, 2-(1,1... 266 C16H2603 124899-18-9 41
2 Cyclohexanone, 2,3,3-trimethyl-2... 206 C14H220 069296-90-8 41
3 2H-Cycloprop[c]indene-2,3(3ah)-d... 206 C13H1802 096678-99-8 25
4 Phthalic acid, 4-fluorobenzyl pr... 316 C18H17F04 1010377-74-1 25
5 Benzamide, 4-fluoro-N-(5-methyl-... 287 C14H10FN30S 1000350-88-6 25
Abundance Scan 2017 (13.951 min): BF130905.D\data.ms (-2013) (- m/z 123.10 100.00%
81.1 123.1
5000
—
14.00
0! m/z 95.05  95.26%
m/z--> 50 100 150 200 250 300 350
Abundance #155650: 4H-1,3-Benzodioxin-4-one, 2-(1,1-dimethylethy
93.0
5000 135.0 i4bd
180.0 '
57 m/z 109.10  87.75%
0 f ‘i“‘“\‘” L\‘“L‘ ““‘ \“‘\ \“\ T L T ‘2§6\O\\ T T T
miz--> 50 100 150 200 250 300 350
Abundance #82843: Cyclohexanone, 2,3,3-trimethyl-2-(3-methyl-1,3-
1238.0
—
14.00
41.0
5000 29.0 191.0 m/z 81.10 87.22%
05— T “WNW%WﬁMANwmwwwM“
m/z--> 50 100 150 200 250 300 350
Abundance #82678: 2H-Cycloprop[c]indene-2,3(3ah)-dione, hexahyd —
123.0 14.00
m/z 55.10 82.64%
79.0
5000 163.0
206.0
41.0
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130905.D

Acq On : 01 Nov 2022 17:47
Operator : CG\JU

Sample : N5235-06

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 wunknownl18.427 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.427 10.26 ng 162297  Perylene-di12 15.645
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Olean-13(18)-ene 410 C30H50 003399-27-7 47
2 1,3-Dioxa-2,4,6-trisilacyclohexa... 220 C7H2002Si3 017945-19-6 35
3 15.alpha.-Hydroxyculmorin 254 C15H2603 144447-99-4 22
4 1H-indol-4-0l, TMS derivative 205 C11H15NOSi 1000485-28-0 20
5 1-(Bromoacetyl)phenanthrene 298 C16H11Bro 026698-40-8 18
Abundance Scan 2778 (18.427 min): BF130905.D\data.ms (-2774) (- m/z 55.00 100.00%
55.0
205.1
123.1
5000
253.2 314.3 409.2 —
H ‘ 18.50
0o L m/z 205.10  80.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308265: Olean-13(18)-ene
109.0 205.0
5000 T
410.0 18.50
}‘F ‘ 2570 ‘ m/z 95.10 78.74%
O T “‘l‘d‘“h“\““ﬁw‘ﬁ.\ﬁ\ Il“‘ \ML L‘ \“‘ A [T T T T \L| \‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #99538: 1,3-Dioxa-2,4,6-trisilacyclohexane, 2,2,4,4,6,6-h
205.0
——
18.50
5000 m/z 43.10 67.99%
43.0 9.0
: 45.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #140606: 15.alpha.-Hydroxyculmorin T
123.0 18.50
m/z 123.10 67.10%
5000, 550 206.0
54.0
0, T T T
m/z--> 50 100 150 200 250 300 350 400 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130905.D

Acqg On : 01 Nov 2022 17:47
Operator : CG\JU

Sample : N5235-06

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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|
Butane, 2-metho... 2.258 46.6 ng 1357000 1 6.934 582645 20.0
2-Pentanone, 4-... 5.163 10.3 ng 299651 1 6.934 582645 20.0
Ethanol, 2-(2-b... 8.122 3.0 ng 107590 2 8.216 721465 20.0
Dodecane, 2,7,1... 9.234 2.2 ng 88207 3 9.981 793469 20.0
2,4,7,9-Tetrame... 9.410 2.1 ng 83932 3 9.981 793469 20.0
unknown9.687 9.687 4.5 ng 179080 3 9.981 793469 20.0
Pentadecane, 2,... 10.892 4.2 ng 132033 4 11.475 629654 20.0
Pentadecane, 2-... 11.357 2.7 ng 85817 4 11.475 629654 20.0
n-Hexadecanoic ... 11.992 10.5 ng 331150 4 11.475 629654 20.0
4H-Cyclopenta[d... 12.086 4.0 ng 125068 4 11.475 629654 20.0
Phenanthrene, 3... 12.528 2.0 ng 63425 4 11.475 629654 20.0
9-Octadecenoic ... 12.569 4.7 ng 149123 4 11.475 629654 20.0
Octadecanoic acid 12.786 5.0 ng 157019 4 11.475 629654 20.0
Pyrene, 1-methyl- 13.133 2.2 ng 58791 5 14.121 532139 20.0
Pyrene, 2-methyl- 13.351 2.5 ng 66311 5 14.121 532139 20.0
2-Butenal, 2-me... 13.851 16.1 ng 428921 5 14.121 532139 20.0
unknown13.951 13.951 15.9 ng 421767 5 14.121 532139 20.0
unknownl18.427 18.427 10.3 ng 162297 6 15.645 316257 20.0
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