LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129447.D

Acq On : 29 Jul 2022 18:04
Operator : CG\JU

Sample : N3964-07

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-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129447.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.369 521 524 528 rBV 180900 164888 1.44% 0.227%
2 5.475 538 542 547 rBV 557488 720692 6.29% 0.991%
3 5.522 547 550 556 rVB 3020747 2623323 22.90% 3.606%
4 5.734 581 586 589 rVB 272376 253317 2.21% ©.348%
5 5.834 600 603 611 rBV 265058 254126  2.22% 0.349%
6 6.404 697 700 703 rBV 174461 142621 1.25% 0.196%
7 6.481 710 713 716 rBV 299579 236887 2.07% 0.326%
8 6.528 717 721 725 rBV 2025421 1801707 15.73% 2.477%
9 6.704 748 751 755 rBV 565102 450660 3.93% 0.620%
106 6.881 778 781 784 rBV 1365399 1151364 10.05% 1.583%
11 6.940 787 791 795 rVwW2 165871 231293 2.02% 0.318%
12 6.975 795 797 802 rVB 175104 150842 1.32% 0.207%
13 7.063 808 812 816 rBV 329233 276858 2.42% 0.381%
14 7.140 821 825 831 rVB 1251160 1224104 10.69% 1.683%
15 7.451 873 878 881 rVB 3674942 3645359 31.82% 5.011%
16 7.834 941 943 947 rVB 139624 120580 1.05% 0.166%
17 7.910 947 956 960 rBV3 530442 733728 6.41% 1.009%
18 7.951 960 963 969 rVB 438852 615454 5.37% 0.846%
19 8.034 974 977 980 rBV 189855 166276 1.45% 0.229%
20 8.198 991 1005 1008 rBV2 8806519 11454682 100.00% 15.747%
21  8.239 1008 1012 1015 rVB 314187 270977 2.37% 0.373%
22 8.445 1043 1047 1052 rVB 458985 379454 3.31% 0.522%
23 8.669 1083 1085 1089 rVB2 104062 124949 1.09% 0.172%
24  8.881 1116 1121 1124 rBV 3191088 2782356 24.29%  3.825%
25 8.981 1133 1138 1141 rBV 3569501 3062608 26.74% @ 4.210%
26 9.245 1177 1183 1186 rVV 6900082 6128259 53.50%  8.425%
27  9.345 1196 1200 1205 rVB 963417 856080 7.47% 1.177%
28 9.422 1209 1213 1214 rBV3 109139 116737 1.02% 0.160%
29 9.439 1214 1216 1221 rVB 316576 353539 3.09% 0.486%
30 9.510 1222 1228 1231 rBV 465936 638880 5.58% 0.878%
31 9.581 1236 1240 1243 rVV 973811 968656  8.46%  1.332%
32 9.610 1243 1245 1249 rVB2 541829 448727 3.92% 0.617%
33  9.698 1254 1260 1266 rBV 517486 583993 5.10% ©.803%
34 9.786 1271 1275 1278 rVB 703240 665412 5.81% 0.915%
35 9.904 1289 1295 1296 rBvV2 290889 291931 2.55% 0.401%

36 9.928 1296 1299 1301 rVV 1909119 1614600 14.10%  2.220%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129447.D

Acq On : 29 Jul 2022 18:04
Operator : CG\JU

Sample : N3964-07

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-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.957 1301 1304 1307 rVB 2360451 2049979 17.90%  2.818%
38 10.028 1313 1316 1320 rBV 168561 191118 1.67% 0.263%
39 10.128 1329 1333 1337 rVV2 701543 673809 5.88% 0.926%
40 10.163 1337 1339 1344 rVB 174257 155747 1.36% 0.214%
41 10.239 1347 1352 1355 rBV2 205500 255478  2.23% 0.351%
42 10.322 1361 1366 1369 rBV2 154131 221614 1.93% 0.305%
43 10.381 1373 1376 1378 rBV 260827 203680 1.78% 0.280%
44 10.422 1378 1383 1385 rBV3 127844 170947 1.49% 0.235%
45 10.445 1385 1387 1389 rVV 205241 142411 1.24% 0.196%
46 10.475 1389 1392 1397 rVB 1844090 1664519 14.53% 2.288%
47 10.522 1397 1400 1402 rBV 169108 167560 1.46% ©0.230%
48 10.586 1408 1411 1413 rVB 188649 150960 1.32% 0.208%
49 10.698 1427 1430 1431 rBV 403119 344088 3.00% 0.473%
50 10.722 1431 1434 1437 rVB 3750235 3389187 29.59% 4.659%
51 10.845 1448 1455 1459 rVB4 176697 265519 2.32% 0.365%
52 11.022 1480 1485 1488 rVB 313039 399294 3.49% 0.549%
53 11.051 1488 1490 1492 rBV 213944 157436 1.37% 0.216%
54 11.104 1497 1499 1502 rVB 239750 202317 1.77% 0.278%
55 11.222 1514 1519 1523 rVB2 141886 212272 1.85% 0.292%
56 11.310 1529 1534 1537 rBV3 176335 201606 1.76% ©.277%
57 11.416 1549 1552 1554 rBV 1472678 1386304 12.10% 1.906%
58 11.445 1554 1557 1560 rVV 3441231 2805877 24.50% 3.857%
59 11.492 1562 1565 1568 rVV 866262 645975 5.64% 0.888%
60 11.528 1568 1571 1574 rVV2 166161 164285 1.43% 0.226%
61 11.575 1576 1579 1584 rVB 123313 139466 1.22% 0.192%
62 11.651 1588 1592 1599 rVB 241951 241658 2.11% 0.332%
63 11.710 1599 1602 1606 rBV 164041 139868 1.22% 0.192%
64 11.798 1614 1617 1619 rBV 166251 130320 1.14% 0.179%
65 11.922 1634 1638 1639 rBV 278627 289755 2.53% 0.398%
66 11.945 1639 1642 1645 rVV 299493 341308 2.98% 0.469%
67 11.992 1648 1650 1653 rVV 178044 147013 1.28% 0.202%
68 12.033 1653 1657 1659 rVW 700042 673897 5.88% 0.926%
69 12.051 1659 1660 1665 rVB2 203507 208215 1.82% 0.286%
70 12.210 1685 1687 1690 rVB 149137 129642 1.13% 0.178%
71 12.504 1733 1737 1740 rVV3 342154 337469 2.95% 0.464%
72 12.633 1755 1759 1762 rBV 860710 707959 6.18% 0.973%
73 12.727 1772 1775 1778 rBV 172817 139148 1.21% 0.191%
74 12.863 1792 1798 1804 rBV 923907 874361 7.63% 1.202%
75 13.004 1818 1822 1825 rBV 4577841 4040347 35.27% 5.554%
76 13.898 1970 1974 1984 rBV 190618 302543 2.64% 0.416%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129447.D

Acqg On : 29 Jul 2022 18:04
Operator : CG\JU

Sample : N3964-07

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-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 14.063 1998 2002 2005 rBV 1047894 929461  8.11% 1.278%
78 15.557 2251 2256 2262 rVB 828618 1041480 9.09% 1.432%

Sum of corrected areas: 72741811
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library
TIC Integration Parameters:

: 29 Jul 2022 18:04
: CG\JU
: N3964-07

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
BF129447.D

: 6 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129447.D

Acq On : 29 Jul 2022 18:04
Operator : CG\JU

Sample : N3964-07

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 Ethanol, 2-butoxy- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
5.834 4.41 ng 254126  1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 83
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 53
3 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 40
4 1-Butene, 4-butoxy- 128 C8H160 034061-76-2 25
5 Propanedioic acid, oxo-, bis(2-m... 230 C11H1805 092778-43-3 14
Abundance Scan 603 (5.834 min): BF129447.D\data.ms (-600) (-) m/z 57.05 100.00%
57.0
5000 45.0 )L
o7t 560580600620
75.0 :
oH,‘m_m_mwu_JM_Hww‘_H‘wl‘g?;‘lw m/z 45.05 40.05%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #10027: Ethanol, 2-butoxy-
57.0
5000 45.0 J\‘\\\\‘\\\\,\\\\‘\\\
20.0 5.60 5.80 6.00 6.20

41.05 36.10%

87.0 m/z
75.0
\\’]\_\5\9‘\\\‘}“\\\\“\M\\\‘\\‘1\‘\\\\“\\‘\\‘\\\‘\‘\\]\-9?\.\0\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #10089: Ethylene glycol monoisobutyl ether
57.0

o

45.0 PO T
5.60 5.80 6.00 6.20
5000 ITI z 87.10 17.91%
29.0 75.0
87.0
ol ® Mol M ] 1000
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5036: 3,3-Dimethylbutane-2-ol e e
57.0 5.60 5.80 6.00 6.20
48.0 m/z 56.05  9.10%
5000
69.0 87.0
29.0 '
! Ll ‘ 102.0
Ob e e e e e o T T
m/z--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129447.D

Acq On : 29 Jul 2022 18:04
Operator : CG\JU

Sample : N3964-07

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 Mesitylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.704 7.83 ng 450660 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 90
Abundance Scan 751 (6.704 min): BF129447.D\data.ms (-748) (-) m/z 105.05 100.00%
105.1
5000 120.1 M
e e Y
39.0 63.0 77‘-0 91.0 | 6.40 6.60 6.80 7.00
Obrrprerrprrerrreedpereeiegiiee el el bl et - m/z 120,05 41.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10692: Mesitylene
105.0
5000 120.0
6.40 6.60 6.80 7.00
7.0 m/z 77.05 11.78%
51.0 7 91.0
OH‘H\\’\2\\7\.‘0\\\\“H\\i‘}‘\\}"Gﬂ'ho\‘\\\‘“‘\\\\“HH‘\M}\‘H‘\‘\“‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
A s e e
120.0 6.40 6.60 6.80 7.00
5000 m/z 119.10 11.70%
39.0 77.0 91.0
e R S YRS Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0 6.40 6.60 6.80 7.00
m/z 91.05 10.17%
120.0
5000
77.0
27.0 51.0 91.0
0H‘HH,Hﬁ‘HHHHHHWM?ﬁgw‘Mh‘HM‘H_HM_uwﬁ‘u_
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129447.D

Acq On : 29 Jul 2022 18:04
Operator : CG\JU

Sample : N3964-07

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 Benzene, 1,2,4-trimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.940 4.02 ng 231293 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 90
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 87
3 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 87

4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 87
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 87

Abundance Scan 791 (6.940 min): BF129447.D\data.ms (-787) (-) m/z 105.05 100.00%

105.1
5000 120.1
390 571 770 910 6.60 6.80 7.00 7.20
Ol prrer oo gt el bl e m/z 120,05 42.58%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10694: Mesitylene
105.0
120.0 L
5000 \j\\‘uu‘uu‘uu’uu‘

6.60 6.80 7.00 7.20
m/z 77.05 11.33%

390 g9 /70910

O\H‘H\.\‘\H‘\‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘H‘\‘\‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10716: Benzene, 1,2,4-trimethyl-
105.0
e T B e
120.0 6.60 6.80 7.00 7.20
5000 ITI/Z 106.00 9.20%
39.0 77.0
15.0 | 630 | 91.0 |
0 m_1“Wu‘l‘mu‘m‘}‘1‘”1,;“‘”‘”‘U,Hw“mH,;‘ll“mu,‘mw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 L j\ A AA
Abundance #10720: Benzene, 1-ethyl-3-methyl- ARmmaE AR ‘;}‘ R
105.0 6.60 6.80 7.00 7.20
m/z 91.00 8.60%
5000
120.0
39.0 63.0 77.0 91.0
o‘H_Hﬁ"m_H“‘uH"M"n,u(m_‘“:‘,‘m“:‘H,“:me,mw R A Yant wh Lt
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129447.D

Acq On : 29 Jul 2022 18:04
Operator : CG\JU

Sample : N3964-07

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 1Indane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.063 4.81 ng 276858 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1e 000496-11-7 87
2 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 72
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
4 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59
5 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 53
Abundance Scan 812 (7.063 min): BF129447.D\data.ms (-808) (-) m/z 117.05 100.00%
117.1
5000 F
390  63.0 91"0 6.80 7.00 7.20 7.40
ol bl gl M 1459 /7 118,10 56.84%
m/z--> 20 40 60 80 100 120 140
Abundance #10181: Indane
117.0
5000
6.80 7.00 7.20 7.40
m/z 115.00 32.57%
390 630 OO
0 \1\5\.0‘\‘\ T \“.\ \H\ \““\-‘\ T \”‘ T \“\ T “‘\ T !“ LA B B
miz—-> 20 40 60 80 100 120 140
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0
R RREaE e L e
6.80 7.00 7.20 7.40
m/z 91.05 15.03%
5000 91.0
39.0 65.0
1 SN 0 N RV | SN
miz--> 20 40 60 80 100 120 140 \N
Abundance #10195: Benzene, cyclopropyl- T T T
117.0 6.80 7.00 7.20 7.40
m/z 63.00 7.16%
5000
91.0
51.0 ‘ ‘
YL NANVEL . Y Y |
m/z--> 20 40 60 80 10 120 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129447.D

Acq On : 29 Jul 2022 18:04
Operator : CG\JU

Sample : N3964-07

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 1Indene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.140  21.26 ng 1224100 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indene 116 C9H8 000095-13-6 95
2 1-Propyne, 3-phenyl- 116 C9H8 010147-11-2 95
3 3-Methylphenylacetylene 116 C9H8 000766-82-5 94
4 Benzene, 1,2-propadienyl- 116 C9H8 002327-99-3 91
5 Benzene, 1-propynyl- 116 C9H8 000673-32-5 91
Abundance Scan 825 (7.140 min): BF129447.D\data.ms (-821) (-) m/z 115.00 100.00%
115.0
5000
A e
39.0 63.0 89.0 6.80 7.00 7.20 7.40
Ol et it il sz 116,05 93.74%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9543: Indene
116.0
5000
6.80 7.00 7.20 7.40
m/z 63.00 14.26%

39.0 63‘0 89.0 |
OH‘\H\‘\\H’HH‘HH"‘HH‘l\‘\\‘HH‘HH“HH‘HH‘H\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9545: 1-Propyne, 3-phenyl-
115.0

6.80 7.00 7.20 7.40

5000 ITI z 89.00 13.70%
39.0 63‘0 89.0
Ol rrprrrrprrrrrre bt
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9550: 3-Methylphenylacetylene Nm“Ar%‘A““H‘,“‘W
115.0 6.80 7.00 7.20 7.40

m/z 117.10 9.22%

5000
63.0 89.0
39.0
0 15.0 | i L I N i
P e e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.80 7.00 7.20 7.40

8270-BF072522.M Mon Aug 01 15:08:49 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129447.D

Acq On : 29 Jul 2022 18:04
Operator : CG\JU

Sample : N3964-07

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 7 Naphthalene, 2-ethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.439 4.38 ng 353539  Acenaphthene-di0 9.928

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 95
2 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 94
3 2-Thiophenecarboxylic acid, 5-et... 156 C7H802S 023229-72-3 72
4 4-(Methylsulfinyl)phenol 156 C7H802S 014763-64-5 59
5 2,5-Dimethoxyfluorobenzene 156 C8H9F02 082830-49-7 59
Abundance Scan 1216 (9.439 min): BF129447.D\data.ms (-1214) (-) m/z 141.05 100.00%
141.1
5000
115.0
9.20 9.40 9.60 9.80
51.0 76.0
Ol e R et bbbl 1730 2071y 156 10 43.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33125: Naphthalene, 2-ethyl-
141.0
5000 UL B L I L L
9.20 9.40 9.60 9.80
115.0 m/z 115.00  21.66%
510 76.0 ‘
0 \H‘\\.\\“\\“\\H“M‘\“lh‘\\‘H“H\H\“!‘H“H‘U‘\“HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33127: Naphthalene, 1-ethyl-
141.0
9.20 9.40 9.60 9.80
5000 m/z 142.00 11.17%
115.0
0l15.0 390 630 89.0 L
A R B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33487: 2-Thiophenecarboxylic acid, 5-ethyl- R REEE
141.0 9.20 9.40 9.60 9.80
m/z 128.00 8.55%
5000
45.0 111.0
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80

8270-BF072522.M Mon Aug 01 15:08:50 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129447.D

Acq On : 29 Jul 2022 18:04
Operator : CG\JU

Sample : N3964-07

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 Naphthalene, 1,7-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.510 7.91 ng 638880  Acenaphthene-di0 9.928

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96

Abundance Scan 1228 (9.510 min): BF129447.D\data.ms (-1222) (-) m/z 156.05 100.00%
156.1
5000
T T
510 /70 11‘5'04\ 9.50
Ol bl 259 3838 1759 7 141,05 72.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
5000 UL
9.50
m/z 155.10  38.08%
115.0
510 7.0
O+ \‘2\81'\0\“ T \“r T ‘H T \”U“ T \‘\ T \“1‘\ \‘i‘\ \‘U“‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33141: Naphthalene, 1,3-dimethyl-
141.0
9.50
5000 ITI/Z 115.00 15.84%
60 115.0
5.0 /6 ‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33138: Naphthalene, 1,5-dimethyl- —
156.0 9.50
m/z 128.00  15.35%
- m
115.0
77.0
2 Ao R N . 1 | ant)
m/z--> 20 40 60 80 100 120 140 160 180 9.50

8270-BF072522.M Mon Aug 01 15:08:51 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129447.D

Acq On : 29 Jul 2022 18:04
Operator : CG\JU

Sample : N3964-07

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 Naphthalene, 2,3-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.581 12.00 ng 968656  Acenaphthene-d1e0 9.928

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
4 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 97
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96

Abundance Scan 1240 (9.581 min): BF129447.D\data.ms (-1236) () | m/z 156.10 100.00%
156.1

5000

=

115.0

510 77.0 ‘ 9.50
om_Humw‘wl“,mwu‘mu‘!‘”‘i“‘w_‘lf?:lm_‘???al m/z 141.00  94.25%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000

9.50
115.0 m/z 155.05 30.38%
76.0 ‘
51.0
O \\\‘Z\Z{.\()\“\\“\ \“‘h‘\‘\““"\‘\‘\\“\\\}‘\“!‘\\“‘\\M‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
9.50
5000 ITI/Z 115.00 21.48%
770 1150
51.0
oler 20 b b b bl
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33138: Naphthalene, 1,5-dimethyl- —T ‘
156.0 9.50

m/z 128.00  16.25%

B JMMM
115.0
77.0
ol 27.0 510 " Ll

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50

8270-BF072522.M Mon Aug 01 15:08:52 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129447.D

Acq On : 29 Jul 2022 18:04
Operator : CG\JU

Sample : N3964-07

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 10 Naphthalene, 1,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.610 5.56 ng 448727  Acenaphthene-d10 9.928

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 94

Abundance Scan 1245 (9.610 min): BF129447.D\data.ms (-1243) (-) m/z 156.10 100.00%
156.

1
5000
115.0

51.0 77‘-0 | M H 9.50 10.00
i el m Al n L,

bbb W 20700 7 141,05 78.08%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33164: Naphthalene, 1,6-dimethyl-
156.0
5000

9.50 10.00
m/z 155.10  38.69%

115.0
‘“\2‘8"‘0‘\HH\§9"qw‘H\H“w“‘!‘”‘i‘”‘wwHw”‘w””
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0

o

9.50 10.00
5000 m/z 153.00 17.90%
77.0 128.0
41.0 1020/ ]
0 bt il el bl e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33166: Naphthalene, 1,5-dimethyl-
156.0 9.50 10.00
m/z 152.05 15.97%
5000
510 76.0 115.0
2T w0 W |
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00

8270-BF072522.M Mon Aug 01 15:08:52 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129447.D

Acq On : 29 Jul 2022 18:04

Operator : CG\JU

Sample : N3964-07

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 11 Naphthalene, 1,5-dimethyl- Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
9.698 7.23 ng 583993  Acenaphthene-d10 9.928
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 97
Abundance Scan 1260 (9.698 min): BF129447.D\data.ms (-1254) (-)| | m/z 141.00 100.00%
141.0
115.0 A -
510 76.0 ‘ | Hezo 9.50 10.00
0 bbb L JERET 0 m/z 156,10 91.08%
miz--> 20 60 80 100 120 140 160
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 SALIDE L.
9.50 10.00
115.0 m/z 155.10 24.77%
270 510 799 ‘ Ll
O\\\‘\‘\\\“\\“\\“‘M‘\‘\‘m“‘\‘\‘\\“\\\}’\“\‘\\"\\M’\\\\ 1
m/z--> 20 40 60 80 100 120 140 160
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
9.50 10.00
5000 m/z 115.00 21.92%
115.0
S Lo VN O |
m/z--> 20 60 80 100 120 140 160
Abundance #33138: Naphthalene, 1,5-dimethyl- —T T
156.0 9.50 10.00
m/z 128.00 14.90%
) MJ\MUW
115.0
77.0
ol 2o >0 syl VU W UL,
m/z--> 20 60 80 100 120 140 160 9.50 10.00

8270-BF072522.M Mon Aug 01 15:08:53 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129447.D

Acq On : 29 Jul 2022 18:04

Operator : CG\JU

Sample : N3964-07

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 12 Naphthalene, 1,6,7-trimethyl- Concentration Rank 19

R.T EstConc Area Relative to ISTD R.T.
10.239 3.16 ng 255478  Acenaphthene-di0 9.928
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 95
3 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 95
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 95
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 81

Abundance Scan 1352 (10.239 min): BF129447.D\data.ms (-1347) (- m/z 155.05 100.00%
155.1
5000
128.0 LA Ll
10.00 10.50
510 719\ 1020 | | 188.1 o
O e b S gl et m/z 170.18  99.87%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0
5000
10.00 10.50
m/z 153.00 28.28%
115.0
OH\‘\5\1‘\.(\)‘\\7\6}‘.‘91‘\‘\\‘\Hi‘\j\;3\5\ﬂp\\ ‘\M\‘\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
-y —
10.00 10.50
5000 m/z 169.10 22.94%
128.0
63.0
0,200, %° #4%1000 | | M B
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #45531: Naphthalene, 1,4,5-trimethyl- e
155.0 10.00 10.50
m/z 152.00 22.07%
5000
128.0
63.0
o410 80805000l |y gy
m/z--> 40 60 80 100 120 140 160 180 200 10.00 10.50

8270-BF072522.M Mon Aug 01 15:08:53 2022

Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129447.D

Acq On : 29 Jul 2022 18:04
Operator : CG\JU

Sample : N3964-07

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 1(2H)-Acenaphthylenone Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.845 3.83 ng 265519  Phenanthrene-die 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1(2H)-Acenaphthylenone 168 C12H80 002235-15-6 92
2 Cyclobuta[de]naphthalene 140 C11H8 024973-91-9 38
3 Dibenzofuran 168 C12H80 000132-64-9 38
4 1-Isoquinolinecarbonitrile, 3-me... 168 C11H8N2 022381-52-8 30
5 Benzaldehyde, 4-fluoro-3-hydroxy- 140 C7H5F02 103438-85-3 27
Abundance Scan 1455 (10.845 min): BF129447.D\data.ms (-1448) (- m/z 140.00 100.00%
5000
B .
30.0 630 gg0 1130 1655 10.50 11.00
R 22200 /7 139.00  92.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43619: 1(2H)-Acenaphthylenone
140.0 168.0
5000 e S,
10.50 11.00
m/z 168.10  85.45%
69"0 113.0
O‘\\\4‘2\.9‘\\““\\‘\h\‘Nm\\“\\‘\h\‘\\\\”‘\\\\‘\‘\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20794: Cyclobuta[de]naphthalene
140.0
— P,
10.50 11.00
5000 m/z 169.05 68.31%
63.0 g9 1130
S A i S R —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43617: Dibenzofuran T T
168.0 10.50 11.00
m/z 170.05  40.74%
5000
139.0
390 620 40 1130 |
0 ettt g el e e e I pr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00

8270-BF072522.M Mon Aug 01 15:08:54 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129447.D

Acq On : 29 Jul 2022 18:04
Operator : CG\JU

Sample : N3964-07

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 9H-Fluorene, 3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.022 5.76 ng 399294  Phenanthrene-di0 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9H-Fluorene, 3-methyl- 180 C14H12 002523-39-9 93
2 9H-Fluorene, 1-methyl- 180 C14H12 001730-37-6 92
3 9H-Fluorene, 9-methyl- 180 C14H12 002523-37-7 90
4 9H-Fluorene, 2-methyl- 180 C14H12 001430-97-3 78
5 (3H)Benzo[c]pyrrole, 3-methyl-3-... 208 C14H12N2 059341-20-7 72
Abundance Scan 1485 (11.022 min): BF129447.D\data.ms (-1480) () | m/z 165.05 100.00%
165.1
T
510 || 1260 m‘@gm 1199
ol L0 L) 1260 | |98 829 . 1gp.10  63.91%
miz--> 50 100 150 200 250 300
Abundance #55051: 9H-Fluorene, 3-methyl-
165.0
5000 o AR ‘
11.00
m/z 178.05  23.19%
89.0
O T 3\9‘\.? \‘ \“\ “} ‘ \]-\26\.9 i“ \“\“‘ T ‘ T T T ‘ T T T T ‘ L
miz--> 50 100 150 200 250 300
Abundance #55062: 9H-Fluorene, 1-methyl-
180.0
1T
11.00
5000 m/z 179.10 19.38%
B0, el
miz--> 50 100 150 200 250 300
Abundance #55054: 9H-Fluorene, 9-methyl- : ﬁ“%k‘
180.0 11.00
m/z 166.05 12.95%
5000
89.0
oLsro I weol) .
m/z--> 50 100 150 200 250 300 11.00

8270-BF072522.M Mon Aug 01 15:08:55 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129447.D

Acq On : 29 Jul 2022 18:04
Operator : CG\JU

Sample : N3964-07

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 9H-Fluorene, 2-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

11.222 3.06 ng 212272  Phenanthrene-di0 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9H-Fluorene, 2-methyl- 180 C14H12 001430-97-3 93
2 9H-Fluorene, 1-methyl- 180 C14H12 001730-37-6 76
3 9H-Fluorene, 9-methyl- 180 C14H12 002523-37-7 76
4 9H-Fluorene, 4-methyl- 180 C14H12 001556-99-6 68
5 9H-Fluorene, 3-methyl- 180 C14H12 002523-39-9 64

Abundance Scan 1519 (11.222 min): BF129447.D\data.ms (-1514) (- m/z 180.10 100.00%

180.1
5000
o

¥
760 M 11.00 11.50
L

390
H”J‘Jﬂ‘mw‘“ DAL e S8l Ve qe 87.14%

miz--> 50 100 150 200 250 300
Abundance #55053: 9H-Fluorene, 2-methyl-
165.0

5000 S -
11.00 11.50

m/z 181.10  35.08%

89.0
O\\\]‘Tq\“\“‘ ‘1‘26‘\‘ d‘ “‘\“\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #55052: 9H-Fluorene, 1-methyl-
165.0

T
11.00 11.50

o

5000 ITI/Z 152.00 32.34%
89.0
m/z--> 50 100 150 200 250 300
Abundance #55054: 9H-Fluorene, 9-methyl-
180.0 11.00 11.50
m/z 178.10 24.04%
5000
89.0
ol St el
m/z--> 50 100 150 200 250 300 11.00 11.50

8270-BF072522.M Mon Aug 01 15:08:56 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129447.D

Acq On : 29 Jul 2022 18:04
Operator : CG\JU

Sample : N3964-07

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 Anthracene, 1-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.922 4.18 ng 289755 Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91

Abundance Scan 1638 (11.922 min): BF129447.D\data.ms (-1634) (- m/z 192.10 100.00%
192.1

-

5000
119.1 165.1 12.00
411 823 :
0 “m‘m‘mm“m‘l‘hwu“um‘wu“l“w“WHW%Z‘R'%W%S“G"} m/z 191.05 53.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67030: Anthracene, 1-methyl-
192.0
5000

7
12.00
m/z 189.10  28.88%

165.0
27.0 630 96\0 1390\ h“ il
AARERRRRNE RN RN NN RN N R RN RN R R RR RN

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67039: Phenanthrene, 2-methyl-
192.0

o
12.00
5000 m/z 193.10  15.70%

94.0 165.0
e

-

ST ML P S S M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67035: Phenanthrene, 1-methyl- ——
192.0 12.00
m/z 190.10 15.31%
5000
165.0
270 630 960 1390 =

AL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129447.D

Acq On : 29 Jul 2022 18:04
Operator : CG\JU

Sample : N3964-07

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 Phenanthrene, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.945 4.92 ng 341308 Phenanthrene-di0 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 98
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 97
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 95
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
Abundance Scan 1642 (11.945 min): BF129447.D\data.ms (-1639) (- m/z 192.10 100.00%
192.1
94.6 165.0 ‘12‘00‘
63.0 .
0L 389,830 || 1260 | 1, | 2231 2575 m/z 191.10  58.77%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000
1200
40 165.0 m/z 189.10  28.50%
oL 270 630 70 10 | |
\H‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘H\‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #67035: Phenanthrene, 1-methyl-
192.0
e
1200
5000 m/z 193. 15.91%
165.0
0270 630 960 1260 |
R RE Eaama S e R
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #67024: Anthracene, 2-methyl-
192.0 1200
m/z 190.1 15.75%
5000
165.0
ol 320 939 1150 | ‘M
T e e e e e e e
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129447.D

Acq On : 29 Jul 2022 18:04
Operator : CG\JU

Sample : N3964-07

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 18 4H-Cyclopenta[def]phenanthrene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.033 9.72 ng 673897  Phenanthrene-di0 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 87
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 50
3 Methyl diselenide 190 C2H6Se2 007101-31-7 49
4 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 45
5 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 25

Abundance Scan 1657 (12.033 min): BF129447.D\data.ms (-1653) (-] m/z 190.05 100.00%
19p.1
5000 J
94.5 VRS ‘
12.00
63.0 12 162.0 218.0 S
Ol ot i 1260 1020 JI 2180 281C 1/, 189.10  93.37%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64923: 4H- Cydopaﬂaweﬂphenanﬂnene
90.0
5000 AL —p
94.0 12.00
4 m/z 191.10  29.70%
310 630 | 1200 1620 |
‘HH‘HH‘HH‘HH‘HH‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
RN T
12.00
5000 ITI/Z 192.10 29.02%
94.0
o‘mwHWw‘m\_m_mww‘w"H“HWwawww
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #64929: Methyl diselenide s
93.0 190.0 12.00
m/z 94.45 21.81%
5000
160.
0! AaRa e aaaaaanan o —
m/z--> 20 40 60 80 100120140160 180200220240260280 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129447.D

Acq On : 29 Jul 2022 18:04
Operator : CG\JU

Sample : N3964-07

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 19 9-Octadecenoic acid (Z)-, m... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.504 4.87 ng 337469  Phenanthrene-di0 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 87
2 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 53
3 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 50
4 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 50
5 Methyl myristoleate 240 C15H2802 056219-06-8 46
Abundance Scan 1737 (12.504 min): BF129447.D\data.ms (-1733) (-} m/z 55.00 100.00%
55.0
T 7 \
12.50
0 ““N m/z 41.10 62.85%
miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 8.0 — ‘
12.50
23.0 1500 260 m/z 69.10 59.65%
TR -
0! H‘H m uH‘ Il U\ u‘\h B - A ‘ “‘ —
miz--> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester
55.0
R \
12.50
5000 m/z 74.00 53.14%
81.0
‘ 3.0 264.0
. 180.0 222.0
ob— “‘ H‘\‘ \M\:d “\mm‘ s fl b - }‘L e ““ ‘2‘9\6"(:
m/z--> 50 100 150 200 250 300
Abundance  #194454: trans-13-Octadecenoic acid, methyl ester “‘ ‘
55.0 12.50
m/z 43.05 49.89%
- MML\/\/\M
380 1800 2220 2640,
0, T T T
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129447.D

Acq On : 29 Jul 2022 18:04

Operator : CG\JU

Sample : N3964-07

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 20 Cyclohexadecane Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
13.808  6.51ng 32543 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 cyclohexadecane 24 Cl6H32 000295-65-8 96
2 Cyclopentadecane 210 C15H30 000295-48-7 94

3 1-Heneicosanol
4 Behenic alcohol
5 n-Tetracosanol-1

312 C21H440
326 C22H460
354 C24H500

015594-90-8 94
000661-19-8 94
000506-51-4 94

Abundance Scan 1974 (13.898 min): BF129447.D\data.ms (-1970) (- m/z 57.05 100.00%
57.0
97.1
5000
T s
39.1 : :
Y — ‘ J “M,mm‘ |L.47402070 2691 319. . 4310 92.92%
miz--> 50 100 150 200 250 300
Abundance #104594: Cyclohexadecane
55.0
97.0
5000 — ——
13.50 14.00
m/z 83.05 90.82%
39.0 224.0
04 \“\ L\‘ “‘\ ‘1 \“\‘H" 1‘ \“\ ‘“ ‘”\;I\.Brl.\o“ T \‘\ L B
miz--> 50 100 150 200 250 300
Abundance #87654: Cyclopentadecane
55.0
— ——
13.50 14.00
97.0 /z 55.10  85.80%
5000 m/z . . 0
210.0
Ll ] e 200
m/z--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosanol “ —
55.0 13.50 14.00
97.0 .
m/z 97.10 79.07%
5000
39.0
o0 | LLLL 110 1020 g 2osg  reme
m/z--> 50 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129447.D

Acq On : 29 Jul 2022 18:04
Operator : CG\JU

Sample : N3964-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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|
Ethanol, 2-butoxy- 5.834 4.4 ng 254126 1 6.881 1151360 20.0
Mesitylene 6.704 7.8 ng 450660 1 6.881 1151360 20.0
Benzene, 1,2,4-... 6.940 4.0 ng 231293 1 6.881 1151360 20.0
Indane 7.063 4.8 ng 276858 1 6.881 1151360 20.0
Indene 7.140 21.3 ng 1224100 1 6.881 1151360 20.0
Naphthalene, 2-... 9.439 4.4 ng 353539 3 9.928 1614600 20.0
Naphthalene, 1,... 9.510 7.9 ng 638880 3 9.928 1614600 20.0
Naphthalene, 2,. 9.581 12.0 ng 968656 3 9.928 1614600 20.0
Naphthalene, 1,... 9.610 5.6 ng 448727 3 9.928 1614600 20.0
Naphthalene, 1,... 9.698 7.2 ng 583993 3 9.928 1614600 20.0
Naphthalene, 1,... 10.239 3.2 ng 255478 3 9.928 1614600 20.0
1(2H)-Acenaphth... 10.845 3.8 ng 265519 4 11.416 1386300 20.0
9H-Fluorene, 3-... 11.022 5.8 ng 399294 4 11.416 1386300 20.0
9H-Fluorene, 2-... 11.222 3.1 ng 212272 4 11.416 1386300 20.0
Anthracene, 1-m... 11.922 4.2 ng 289755 4 11.416 1386300 20.0
Phenanthrene, 2... 11.945 4.9 ng 341308 4 11.416 1386300 20.0
4H-Cyclopenta[d... 12.033 9.7 ng 673897 4 11.416 1386300 20.0
9-Octadecenoic ... 12.504 4.9 ng 337469 4 11.416 1386300 20.0
Cyclohexadecane 13.898 6.5 ng 302543 5 14.063 929461 20.0
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