LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130199.D

Acqg On : 09 Sep 2022 17:30
Operator : CG\JU

Sample : N4549-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : @ Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF083122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130199.D\data.ms

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

# min scan scan scan TY height area % max. total
1 2.846 990 95 100 rBV 52234 87930 1.64% 0.243%
2 4.151 311 317 327 rBV 127189 186453 3.47% 0.515%
3 4.240 327 332 337 rW 138789 171742 3.20% 0.474%
4 4.881 437 441 447 rVB 147245 168589 3.14% 0.466%
5 5.293 507 511 514 rBV 2666074 2437733 45.43% 6.732%
6 5.857 603 607 611 rVB 433150 357805 6.67% ©.988%
7 6.151 653 657 660 rVB 415009 332535 6.20% 0.918%
8 6.322 682 686 691 rVB 1860122 1617785 30.15% 4.468%
9 6.634 732 739 740 rBV 60098 73117 1.36% 0.202%
10 6.645 740 741 745 rVB 82676 66021 1.23% 0.182%
11 6.692 745 749 752 rBV 1290070 980178 18.27% 2.707%
12 6.875 773 780 783 rBV 1596571 1339087 24.96% 3.698%
13 6.945 788 792 795 rVB 256108 205596 3.83% 0.568%
14 7.034 805 807 814 rvB2 117148 103172 1.92% 0.285%
15 7.234 831 841 842 rBV2 448968 575085 10.72% 1.588%
16 7.263 842 846 849 rVB 3264193 3369637 62.80% 9.306%
17 7.339 856 859 863 rVB3 67959 73083 1.36% 0.202%
18 7.463 876 880 883 rVB 641628 496471  9.25% 1.371%
19 7.545 891 894 898 rBV3 56989 77229 1.44% 0.213%
20 7.628 904 908 910 rBV2 86697 103950 1.94% 0.287%
21 7.645 910 911 918 rVB2 96588 95702 1.78% 0.264%
22 7.710 918 922 927 rBV2 472309 477987 8.91% 1.320%
23 7.898 947 954 961 rBV 271668 504990 9.41% 1.395%
24 7.975 961 967 969 rVV 1588523 1388090 25.87% 3.834%
25 7.992 969 970 973 rVvv2 125820 112887 2.10% 0.312%
26 8.022 973 975 978 rVB2 69153 63573 1.18% 0.176%
27 8.169 995 1000 1004 rBV 178383 193346 3.60% 0.534%
28 8.222 1004 1009 1012 rBV3 205581 199601 3.72% 0.551%
29 8.322 1024 1026 1028 rBV2 54280 61631 1.15% 0.170%
30 8.357 1029 1032 1036 rVB3 110233 127802 2.38% ©0.353%
31 8.445 1041 1047 1051 rVB4 128485 215113 4.01% 0.594%
32 8.492 1051 1055 1057 rBVS5 42203 62853 1.17% 0.174%
33 8.534 1060 1062 1065 rBV2 79449 95802 1.79% 0.265%
34 8.563 1065 1067 1071 rVB3 94760 84902 1.58% 0.234%
35 8.639 1077 1080 1084 rBV2 130699 148095 2.76%  0.409%
36 8.686 1084 1088 1089 rBv4 50332 67700 1.26% 0.187%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130199.D

Acqg On : 09 Sep 2022 17:30
Operator : CG\JU

Sample : N4549-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : @ Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF083122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.781 1100 1104 1108 rVV 394871 381395 7.11% 1.053%
38 8.816 1108 1110 1115 rVB4 61550 84112 1.57% 0.232%
39 8.857 1115 1117 1120 rVB2 75311 65297 1.22% 0.180%
40 8.922 1125 1128 1131 rBV4 101199 105431 1.96% 0.291%
41  9.004 1140 1142 1145 rVB3 64933 65399 1.22% 0.181%
42 9.051 1145 1150 1153 rVB 5935079 5365626 100.00% 14.819%
43  9.098 1156 1158 1161 rVV3 130693 120715 2.25% ©.333%
44  9.145 1162 1166 1172 rVV8 88490 201137 3.75% ©.555%
45 9.21e 1175 1177 1180 rVV3 55722 88419 1.65% 0.244%
46 9.239 1180 1182 1187 rVB5 99050 119414 2.23% 0.330%
47  9.345 1197 1200 1203 rBV3 85131 85124 1.59% 0.235%
48 9.392 1203 1208 1211 rBv4 181625 247667 4.62%  0.684%
49 9.469 1219 1221 1224 rVB4 84071 66297 1.24% 0.183%
50 9.498 1224 1226 1228 rBV 96205 81876 1.53% 0.226%
51 9.539 1231 1233 1237 rVB4 91272 93406 1.74%  ©.258%
52 9.581 1237 1240 1245 rVB2 265078 276786 5.16% 0.764%
53 9.639 1245 1250 1255 rBv4 130028 213180 3.97% ©.589%
54 9.722 1260 1264 1267 rBV 1625424 1341494 25.00% 3.705%
55 9.757 1267 1270 1272 rVB2 99461 81205 1.51% 0.224%
56 9.975 1305 1307 1309 rBV3 72402 67772 1.26% 0.187%
57 10.016 1312 1314 1316 rBV 91733 82214 1.53% 0.227%
58 10.186 1341 1343 1345 rVB 129809 94878 1.77%  0.262%
59 10.216 1345 1348 1351 rBV3 68527 89956 1.68% 0.248%
60 10.275 1356 1358 1361 rVB4 64363 63136 1.18% 0.174%
61 10.304 1361 1363 1366 rBV3 80423 91270 1.70%  ©.252%
62 10.333 1366 1368 1370 rBV 138636 114672 2.14% 0.317%
63 10.510 1392 1398 1401 rBV 3114688 3164664 58.98% 8.740%
64 10.757 1438 1440 1444 rVB4 71864 59930 1.12% 0.166%
65 11.022 1483 1485 1487 rBV3 63327 72427 1.35% 0.200%
66 11.204 1513 1516 1519 rVB 1341529 1038294 19.35% 2.868%
67 11.745 1604 1608 1613 rVB2 467950 587659 10.95% 1.623%
68 12.527 1738 1741 1745 rVB 292738 288843 5.38% 0.798%
69 12.792 1782 1786 1789 rBV 3614030 3046702 56.78% 8.414%
70 13.739 1943 1947 1955 rVB 109123 181626 3.38% 0.502%
71 13.833 1959 1963 1966 rBV 711171 596922 11.12% 1.649%
72 15.233 2196 2201 2206 rBV 701168 760251 14.17% 2.100%

Sum of corrected areas: 36208468
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130199.D

Acq On : 09 Sep 2022 17:30
Operator : CG\JU

Sample : N4549-03

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF130199.D\data.ms
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Abundance TIC: BF130199.D\data.ms
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Abundance TIC: BF130199.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130199.D

Acq On : 09 Sep 2022 17:30
Operator : CG\JU

Sample : N4549-03

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Di-sec-Butyl ether Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
4.151 3.80 ng 186453 1,4-Dichlorobenzene-d4 6.692

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 72
2 3-Pentanol, 3-ethyl-2-methyl- 130 C8H180 000597-05-7 56
3 Sulfurous acid, isobutyl 2-methy... 238 C10H2204S 1000309-20-3 50
4 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 50
5 3-Hexanol, 3-ethyl- 130 C8H180 000597-76-2 40

Abundance Scan 317 (4.151 min): BF130199.D\data.ms (-311) (-) m/z 57.10 100.00%

57.1
5000 1011
T
39 f 83.1 3.80 4.00 4.20 4.40
O e e L m/z 45.18  90.53%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15680: Di-sec-Butyl ether
45.0
5000 L L L B LI B I
101.0 3.80 4.00 4.20 4.40
m/z 59.00 52.82%
27,0 83.0
O \\\‘\“\‘\\"‘\‘\WH“\\\‘\“\\\\“\\\\‘]\-3\9.(\)‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #15780: 3-Pentanol, 3-ethyl-2-methyl-
45.0
A
2710 87.0 3.80 4.00 4.20 4.40
5000 m/z 101.10 49.67%
‘ 69.0
U {0 R = N
m/z--> 20 40 60 80 100 120 140 160
Abundance #120147: Sulfurous acid, isobutyl 2-methyl-4-methoxybut R A
450 69.0 3.80 4.00 4.20 4.40
m/z 41.10 42.07%
101.0
5000
ol 210 ‘ L “\ | 1250 165.0
B B I R R e AEER TS o
m/z--> 20 40 60 80 100 120 140 160 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130199.D

Acq On : 09 Sep 2022 17:30
Operator : CG\JU

Sample : N4549-03

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Butane, 1-(1-methylpropoxy)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
4.240 3.50 ng 171742  1,4-Dichlorobenzene-d4 6.692

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 83
2 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 53
3 3-Pentanol, 3-ethyl-2-methyl- 130 C8H180 000597-05-7 45
4 1-Octene, 3-(methoxymethoxy)- 172 C10H2002 088738-34-5 42
5 Fructofuranose, 2,6-anhydro-1,3,... 204 C9H1605 004451-11-0 36
Abundance Scan 332 (4.240 min): BF130199.D\data.ms (-327) (-) m/z 57.05 100.00%
57.0
5000 211 101.1
T EmaRRREEE SRR
87-1 1151 4.00 4.20 4.40 4.60
Obrerrrprrrr el e e e e A e m/z 45.10 92.46%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15680: Di-sec-Butyl ether
45.0
5000 UL L L I BN B
101.0 4.00 4.20 4.40 4.60
59.0
29.0 m/z 101.10  44.33%
83.0
oL 180 1 L ‘ _115.0130.0
H‘\H\‘HH’HH’HH‘HH‘HH‘HH‘HH’HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15775: Butane, 1-(1-methylpropoxy)-
57.0
B ERmEE
4.00 4.20 4.40 4.60
5000 m/z 41.10 38.29%
41.(
2710 101.0
. L Ll 730870 | 11501300
e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15783: 3-Pentanol, 3-ethyl-2-methyl- R R A ARRRRANE
45.0 4.00 4.20 4.40 4.60
m/z 59.10 30.19%
87.0 101.0
5000
29.0 0
o220 1y 1L mo |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130199.D

Acq On : 09 Sep 2022 17:30
Operator : CG\JU

Sample : N4549-03

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
4.881 3.44 ng 168589 1,4-Dichlorobenzene-d4 6.692

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 40
3 2,3-Dimethyloxirane-2-carboxylic... 130 C6H1003 1000306-64-4 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 1,2-Butanediol 90 C4H1e02 000584-03-2 17

Abundance Scan 441 (4.881 min): BF130199.D\data.ms (-437) (-) m/z 43.00 100.00%

59.0
5000
101.1 R ACRancaLZS SRSy
83.0 4.60 4.80 5.00 5.20
0l e e e el M/Z 59.00 64.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 \\\‘\\\\/}\\\\’\\\\‘\\\\
4.60 4.80 5.00 5.20
59.0 m/z 101.05  21.57%
101.0
O\\‘\\\\‘\Z\ZJﬁ)‘\\\\“w}\\‘\\w\‘\\\7\0‘.9\\?%\-0\\‘\\\}“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9522: 2-Pentanol, 2,4-dimethyl-
59.0

4.60 4.80 5.00 5.20

5000 ITI/Z 58.05 16.83%
410 43.0 101.0
obgze 0L L mo®o |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15278: 2,3-Dimethyloxirane-2-carboxylic acid, methyl es e E e
43.0 59.0 4.60 4.80 5.00 5.20
m/z 41.05 7.49%
5000
29.0
83.0
0H“HWHMH““H‘H‘H‘;‘{“‘7‘%;(‘)‘“““““99"9”“\ m‘“/‘\wuwuu,uu_m
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130199.D

Acq On : 09 Sep 2022 17:30
Operator : CG\JU

Sample : N4549-03

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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 Benzene, propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.151 6.79 ng 332535 1,4-Dichlorobenzene-d4 6.692

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 94
2 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 72
3 1,2-Ethanediamine, N,N'-bis(phen... 240 C16H2@N2 000140-28-3 64
4 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 59
5 Propanenitrile, 3-[(phenylmethyl... 160 C10H12N2 000706-03-6 59
Abundance Scan 657 (6.151 min): BF130199.D\data.ms (-653) (-) m/z 91.00 100.00%
91.0
5000
1201 SPURE | S
39.0 65.0 5.80 6.00 6.20 6.40
0 ‘“““‘w‘uh“J“Nu‘wt“w“up“““‘“ m/z 120.10  25.19%
m/z--> 20 40 60 80 100 120 140
Abundance #10702: Benzene, propyl-
91.0
5000 \‘\\\\‘\\\\’\\\\j\‘\\\\‘\
5.80 6.00 6.20 6.40
120.0 m/z 92.60 10.89%
39.0 65.0
O\\\‘\‘\\\“‘\\“\\“\‘\\\“‘\\‘L\‘\‘\\\“\\\\‘\\\\
miz—-> 20 40 60 80 100 120 140
Abundance #28988: Ethanol, 2-[(phenylmethyl)amino]-
91.0
AT A
5.80 6.00 6.20 6.40
5000 120.0 m/z 65.00 10.59%
65.0
0 180 390 7 151.0
T e s B e
miz--> 20 40 60 80 100 120 140
Abundance #123891: 1,2-Ethanediamine, N,N'-bis(phenylmethyl)-
91.0 5.80 6.00 6.20 6.40
m/z 78.00 5.67%
5000 120.0
65.0
oL el 1480 ,/\A/
m/z--> 20 40 60 80 100 120 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130199.D

Acq On : 09 Sep 2022 17:30
Operator : CG\JU

Sample : N4549-03

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 6 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.875 27.32 ng 1339090 1,4-Dichlorobenzene-d4 6.692

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Deltacyclene 118 C9H1e 007785-10-6 72
3 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 72
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 64
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64

Abundance Scan 780 (6.875 min): BF130199.D\data.ms (-773) (-) m/z 117.10 100.00%

117.1
5000
SR WS | S o
300 630 77, 91"0 6.60 6.80 7.00 7.20
O etk e e e e ey m/z 118.10 55.35%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10181: Indane
11v.0
5000 LN L B I BN R
6.60 6.80 7.00 7.20
m/z 114.95 32.47%
91.0
39.0 63‘.0 77.0 |
O\\‘H\.\‘\H‘\‘HH“\\Hi‘\\\l“\‘\\‘H\‘HHH“HHH‘\H‘HH“HH’HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10184: Deltacyclene
117.0
6.60 6.80 7.00 7.20
5000 m/z 90.95 15.15%
39.0 91.0
65.0 ‘
0\\‘mWm‘m1}‘\mle\!‘MWHH,HH‘Um‘\m‘ul\“\m,\m‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
11v.0 6.60 6.80 7.00 7.20
m/z 116.10 7.33%
5000
91.0
s e |
0\\‘mWm‘mWm}hm‘mWm‘l,uH‘Um‘hu‘\m“\m,\m‘ ama R
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\BF090922\
Data File : BF130199.D

Acq On : 09 Sep 2022 17:30
Operator : CG\JU

Sample : N4549-03

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 7 Benzene, 1,3-diethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.945 4.20 ng 205596 1,4-Dichlorobenzene-d4 6.692

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 97
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 96
3 Benzene, 1,4-diethyl- 134 CleHi4 000105-05-5 94
4 Benzene, 1l-ethyl-3,5-dimethyl- 134 CleHi4 000934-74-7 90
5 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 87
Abundance Scan 792 (6.945 min): BF130199.D\data.ms (-788) (-) m/z 119.10 100.00%
119.1
5000 134.1
gl.l \‘\\\\‘\\\\‘\\\\‘\\\\’\
51.0 ‘ 6.60 6.80 7.00 7.20
(N 2 B Y ‘7‘4'?‘ e L L hyz 1e5.10 92.69%
miz--> 20 40 60 80 100 120 140
Abundance #17028: Benzene, 1,3-diethyl-
119.0
5000 134.0
6.60 6.80 7.00 7.20
91.0 m/z 134.05 48.44%
39.0 65.0 ‘
0 \1\5\.0‘\‘\‘\ \“‘\ \“V\ “\‘\ T \‘M‘ T T ‘H‘\ \‘\"‘ T \‘\ T
miz—-> 20 40 60 80 100 120 140
Abundance #17032: Benzene, 1,2-diethyl-
119.0 //\
B P P
6.60 6.80 7.00 7.20
5000 134.0 m/z 91.10 24.57%
91.0
39.0 65.0
obtso T Ll
miz--> 20 40 60 80 100 120 140
Abundance #17027: Benzene, 1,4-diethyl-
119.0 6.60 6.80 7.00 7.20
m/z 76.95 15.99%
5000 134.0
91.0 J\J\
41.0
ol 150 . P 80 L
m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20

8270-BF083122.M Mon Sep 12 14:38:50 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130199.D

Acq On : 09 Sep 2022 17:30
Operator : CG\JU

Sample : N4549-03

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.463 7.15 ng 496471  Naphthalene-d8 7.975

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C1oH14 000527-53-7 97
3 Benzene, 1,2,4,5-tetramethyl- 134 CleHi4 000095-93-2 97
4 o-Cymene 134 CleHi4 000527-84-4 93
5 Benzene, 2-ethyl-1,3-dimethyl- 134 CleH14 002870-04-4 93
Abundance Scan 880 (7.463 min): BF130199.D\data.ms (-876) (-) m/z 119.10 100.00%
119.1
5000
390 77.0 ) 7.20 7.40 7.60 7.80
ol by L1908 2670 395 s 134.00  46.35%
m/z--> 50 100 150 200 250 300 350
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
7.20 7.40 7.60 7.80
m/z 91.00 15.26%
39.0 77.0‘
O\\‘\‘\“h\h‘\“‘\\‘M\H‘\h\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #17060: Benzene, 1,2,3,5-tetramethyl-
119.0
R N o masal L
7.20 7.40 7.60 7.80
5000 m/z 120.05 10.44%
39.0 77.0
i P
m/z--> 50 100 150 200 250 300 350 }\
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- W““H““H“‘H‘%AH‘
119.0 7.20 7.40 7.60 7.80
m/z 133.00 9.39%
5000
39.0 77.0
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80

8270-BF083122.M Mon Sep 12 14:38:51 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130199.D

Acq On : 09 Sep 2022 17:30
Operator : CG\JU

Sample : N4549-03

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 7
R.T EstConc Area Relative to ISTD R.T.
7.710 6.89 ng 477987  Naphthalene-d8 7.975

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 93
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 90
4 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 87
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 87
Abundance Scan 922 (7.710 min): BF130199.D\data.ms (-918) (-) m/z 117.10 100.00%
117.1
5000
010 SN S S v
390 650 . 7.40 7.60 7.80 8.00
b bl 2800 sz 132,05  38.04%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 L L B I R R
91.0 7.40 7.60 7.80 8.00
51.0 m/z 115.10 30.09%
27.0 '
O\\\,\‘\\\“i‘\\dﬂ\““H?\‘l“.}R\x“u,“\‘u ‘\%\)4\..(‘)\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #16150: Benzene, 2-ethenyl-1,3-dimethyl-
117.0
7.40 7.60 7.80 8.00
5000 m/z 119.10 21.44%
91.0
390 66.0
X R N P N VAR B
m/z--> 20 40 60 80 100 120 140 160
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl- e A
117.0 7.40 7.60 7.80 8.00
m/z 131.05 18.71%
5000
39.0 65.0 91.0
0l L 3840
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00

8270-BF083122.M Mon Sep 12 14:38:51 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130199.D

Acq On : 09 Sep 2022 17:30
Operator : CG\JU

Sample : N4549-03

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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@ Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.898 7.28 ng 504990 Naphthalene-d8 7.975

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 72
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 47
5 Triethylene glycol 150 C6H1404 000112-27-6 47
Abundance Scan 954 (7.898 min): BF130199.D\data.ms (-947) (-) m/z 57.05 100.00%
57.0
5000
o 7.607.808.008.20
39 ‘ 100.1 1321 .60 7.80 8.00 8.

0 ‘\ﬁ Mu Ll mu}h 2240 m/z 45.05  93.33%

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

Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-

45.0
5000 L L B A B A R
7.60 7.80 8.00 8.20
75.0 m/Z 41.05 35.50%
O\\\‘\M\\‘\‘\\ \\m‘\‘\“\‘\]-\()}0‘\0\\\’}\3?\()‘1\\1\-?3\\0\
miz--> 60 80 100 120 140 160
Abundance #38409. Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0
 ARA RS AREEEEEEEE T
7.60 7.80 8.00 8.20
5000 m/z 75.00 20.24%
89.0
2710
o il JL7Y0 | 1190 1440
“w““““‘“““‘H““‘,“H““‘,“
m/z--> 20 40 60 80 100 120 140 160
Abundance #10089: EthWene glycol monoisobutyl ether A““‘H,“‘W““‘H“
57.0 7.60 7.80 8.00 8.20
m/z 56.00 16.68%
5000
29.0 75.0
0 m_“t Al m‘Hu‘w“‘19?:9”,””_”‘,‘” M
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20

8270-BF083122.M Mon Sep 12 14:38:52 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130199.D

Acq On : 09 Sep 2022 17:30

Operator : CG\JU

Sample : N4549-03

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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, 1,2,3,4-tetrah... Concentration Rank 20

R.T EstConc Area Relative to ISTD R.T.
8.169 2.79 ng 193346  Naphthalene-d8 7.975
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 90
2 2(1H)-Naphthalenone, 3,4-dihydro- 146 C10H100 000530-93-8 62
3 Naphth[1,2-b]oxirene, 1a,2,3,7b-... 146 C10H100 002461-34-9 58

4 Naphthalene, 2-ethyl-1,2,3,4-tet... 160 C12H16

032367-54-7 47

5 2-Azetidinone, 4-phenyl- 147 C9HONO 005661-55-2 38
Abundance Scan 1000 (8.169 min): BF130199.D\data.ms (-995) (-) m/z 104.00 100.00%
104.0
5000 146.1
69.0
41.1 ‘ 128.0 7.80 8.00 8.20 8.40
O rhl w‘w“‘w”‘ ol L b 3650 s 146,05 45.59%
m/z--> 20 40 60 80 100 120 140 160
Abundance  #25046: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
5000 146.0
7.80 8.00 8.20 8.40
m/z 91.00  34.60%
58.
O \\\‘\\\\“\\\LJ\‘Q\‘\\\H‘\\}\“H\ \m“‘\‘“w\““\”\\\‘\\\
miz--> 20 80 100 120 140 160
Abundance #24947. 2(1H)—Naphtha|en0ne, 3,4-dihydro-
104.0
R ASRREEC LSRRt
146.0 7.80 8.00 8.20 8.40 )
5000 ITI/Z 131.00 23.39%
78.0
39.0
oh50. T P8 ol laoso L
m/z--> 20 40 60 80 100 120 140 160
Abundance  #24966: Naphth[1,2-bJoxirene, 1a,2,3,7b-tetrahydro-
104.0 7.80 8.00 8.20 8.40
m/z 69.05 22.54%
5000 146.0
39.0 58.0 78.0
o b M lzmo L
m/z--> 20 60 80 100 120 140 160 7.80 8.00 8.20 8.40

8270-BF083122.M Mon Sep 12 14:38:53 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130199.D

Acq On : 09 Sep 2022 17:30
Operator : CG\JU

Sample : N4549-03

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.222 2.88 ng 199601 Naphthalene-d8 7.975

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 93
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 89
3 2,2-Dimethylindene, 2,3-dihydro- 146 C1l1Hi4 020836-11-7 89
4 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 76
5 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 70
Abundance Scan 1009 (8.222 min): BF130199.D\data.ms (-1004) (-) m/z 131.00 100.00%
131.0
5000
91.0
390 67.0 ‘ 10 7.80 8.00 8.20 8.40 8.60
o A— nh”h ““‘ “M‘M AN, 1611 n/z 146.05  41.26%
m/z--> 20 40 100 120 140 160
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydr0-1-methyl-
131.0
5000
7.80 8.00 8.20 8.40 8.60
91.0 m/z 91.05 36.29%
180 30 630 | by
O\\\‘\‘\‘\\\“\\M\“m\\\“\\\\““ \\‘\H\\\‘\\
miz—-> 20 60 80 100 120 140 160
Abundance #25004.Benzene,(34nethyh2—butenyD—
131.0
91'0 ‘\\\\‘\\\\‘\\\\‘\\\\’\\\
7.80 8.00 8.20 8.40 8.60
5000 m/z 117.10 20.29%
39.0
65.0
15.0 ‘
o) M T ﬂﬂ‘p‘l‘“ M_H‘ Wé‘ me‘
miz--> 20 40 60 80 100 120 140 160 M
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro- P e R
131.0 7.80 8.00 8.20 8.40 8.60
m/z 118.00 18.66%
5000
91.0
51.0 ‘ |
i PN O I O
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40 8.60

8270-BF083122.M Mon Sep 12 14:38:55 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130199.D

Acq On : 09 Sep 2022 17:30
Operator : CG\JU

Sample : N4549-03

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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 Benzo[b]thiophene, 2,3-dihy... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.445 3.10 ng 215113  Naphthalene-d8 7.975

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[b]thiophene, 2,3-dihydro- 136 C8H8S 004565-32-6 94
2 Benzo[c]thiophene, 1,3-dihydro- 136 C8H8S 002471-92-3 87
3 5,6,7,8-Tetrahydropteridine 136 C6H8N4 010593-78-9 72
4 3,4-(Methylenedioxy)toluene 136 C8H802 007145-99-5 59
5 Benzaldehyde, 4-methoxy- 136 C8H802 000123-11-5 59
Abundance Scan 1047 (8.445 min): BF130199.D\data.ms (-1041) (-) m/z 135.00 100.00%
135.
5000
91.0
s b A EEa
39.0 67.0 91 8.20 8.40 8.60 8.80
o S PR PO 8 e Mh‘ 02021 /7 136,00 82.33%
m/z--> 20 40 60 80 100 120 140 160
Abundance #18797: Benzolb]thiophene, 2,3-dihydro-
135.0
5000 910 LB L B R I LA R
8.20 8.40 8.60 8.80
m/z 91.00 34.86%
39.0 67.0
Ot T T \“’ \‘\“\ \“‘W \”\‘ T M T ‘:‘I‘.\Owgw.\ “\ T \“‘U‘H LI B
miz--> 20 40 60 80 100 120 140 160
Abundance #18800: Benzolc]thiophene, 1,3-dihydro-
135.0
A REmmaE
8.20 8.40 8.60 8.80
5000 m/z 131.05 15.19%
670 91.0
39.0 7‘ uu
]
m/z--> 200 40 60 80 100 120 140 160
Abundance #18498: 5,6,7,8-Tetrahydropteridine
136.0 8.20 8.40 8.60 8.80
m/z 134.00  13.42%
5000
280 57-0 80.0  108.0
m/z--> 200 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80

8270-BF083122.M Mon Sep 12 14:38:57 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130199.D

Acq On : 09 Sep 2022 17:30
Operator : CG\JU

Sample : N4549-03

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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 unknown9.145 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

o045 3.eeng 201137  Acenaphthene-d10 9.722
Hit# of 5 Tentative ID MW MolForm CAS# Qual

-Methyl-3H-indole-2-thione 163 COHONS 1000489-16-4 22
,6-Dimethylphenyl isothiocyanate 163 C9HONS 019241-16-8 20
3-Dimethylphenylisothiocyanate 163 C9HINS 001539-20-4 18
Methyl-2-phenylthiophane 178 C11H14S 014856-67-8 15
henol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 14

uih wNneE
T NMNDNDNBRE
.

Abundance Scan 1166 (9.145 min): BF130199.D\data.ms (-1162) (-) m/z 149.00 100.00%
149.0
81.1
5000
178.1 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
‘ ‘ 8.80 9.00 9.20 9.40
o il b myz 163.10 89.20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39128: 1-Methyl-3H-indole-2-thione
163.0
5000 T T T T
130.0 8.80 9.00 9.20 9.40
15.0 m/z 147.00 66.59%
45.0 65.0 89.0 ‘ M
0 H\‘\‘\‘r‘ \“ \‘\”\ \“W\ T \“ T \M\ T “‘1 T \““\ M‘\ T L T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39150: 2,6-Dimethylphenyl isothiocyanate
163.0
 ABaaaanssEs SRR
130.0 8.80 9.00 9.20 9.40
5000 ITI/Z 81.10 52.45%
77.0
51.0 H 105.0 ‘ ‘
0 H“‘H‘“ﬂumewW‘M‘HMHMH‘MW“m“hH“‘H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39141: 2,3-Dimethylphenylisothiocyanate R A RmaES S
130.0 163.0 8.80 9.00 9.20 9.40
m/z 95.05 39.21%
77.0
51.0 ‘ 105.0
m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40

8270-BF083122.M Mon Sep 12 14:38:58 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130199.D

Acq On : 09 Sep 2022 17:30
Operator : CG\JU

Sample : N4549-03

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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 1(2H)-Naphthalenone, 3,4-di... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.392 3.69 ng 247667  Acenaphthene-di0 9.722

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 014944-23-1 93
2 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 001590-08-5 76
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 53
4 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 48
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 46

Abundance Scan 1208 (9.392 min): BF130199.D\data.ms (-1203) (-) m/z 118.00 100.00%

118.0
90.0
160.1
5000
T N
63.0
39“.‘1 N “ | M 139, 188.1 9.00 9.20 9.40 9.60 9.80
Ot Mgl m/z 90.00 71.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36198: 1(2H)-Naphthalenone, 3,4-dihydro-3-methyl-
118.0
90.0 160.0 »
5000 RN RN
9.00 9.20 9.40 9.60 9.80
39.0 63.0 m/z 160.05 63.49%
0+ T e \“i“\ \“\‘ \”“‘“\ \”1“‘ \‘\“\ T ‘”\ T \m‘ T }‘]\-E\”?‘r\ T \“‘\ L L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36192: 1(2H)-Naphthalenone, 3,4-dihydro-2-methyl-
118.0
P
90.0 1 9.00 9.20 9.40 9.60 9.80
5000 600 m/z 145.05  55.81%
39.0 63.0
0 £39'L)
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl- ERERAREERE SR
118.0 9.00 9.20 9.40 9.60 9.80
160.0 m/z 109.10 28.91%
5000
39.0 91.0
63.0
0" $%M‘WL“W“‘W“‘ [T
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\BF090922\
Data File : BF130199.D

Acq On : 09 Sep 2022 17:30
Operator : CG\JU

Sample : N4549-03

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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 Naphthalene, 1,2-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.581 4.13 ng 276786  Acenaphthene-di0 9.722

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 95
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 93
5 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 93

Abundance Scan 1240 (9.581 min): BF130199.D\data.ms (-1237) () | m/z 141.00 100.00%
141.0

115.0 U\ :
o 770 ‘ 21 1901 9.50
0 HwH‘m‘uuhw“w!“_m“mw!w_w thrrrre e m/z 156.05  76.07%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #33151: Naphthalene, 1,2-dimethyl-
156.0
5000 J\AAJ\ :
9.50
m/z 115.00  23.79%

510 76.0 115.0 N‘u
OH\‘2\7\.9\“H“H‘H\\“U“H‘\\‘\H‘i‘\“!‘m“‘u‘ [T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33141: Naphthalene, 1,3-dimethyl-
141.0

T I
9.50
5000 m/z 155.10 17.52%
6.0 115.0
76.
270 %10 ‘ bl m
0L plptl el Al
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl- e ‘
141.0 9.50
m/z 128.00 13.75%

5000
115.0
76.0 ‘
51.0
21.0 ol ““ I ‘M‘HH‘\\H‘\

0 bttt il AL
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130199.D

Acq On : 09 Sep 2022 17:30
Operator : CG\JU

Sample : N4549-03

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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 Benzoic acid, p-tert-butyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.639 3.18 ng 213180  Acenaphthene-di@ 9.722

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 58
2 4-tert-Butyl-2,6-dimethylphenol 178 C12H180 000879-97-0 58
3 3-tert-Butylbenzoic acid 178 C11H1402 007498-54-6 52
4 Benzaldehyde, 5-(1,1-dimethyleth... 178 C11H1402 002725-53-3 52
5 Benzene, 1-(1,1-dimethylethyl)-2... 178 C12H180 000088-40-4 50

Abundance Scan 1250 (9.639 min): BF130199.D\data.ms (-1245) (-) m/z 163.10 100.00%
1

168
5000
91.1 131.0

—
41.0 ‘ 9.50 10.00
65.0
190.1
“w“waﬂm‘thmewpwmmhmwwfmcuwﬁ‘ﬂw‘u‘_ m/z 91.16  32.82%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52528: Benzoic acid, p-tert-butyl-
163.0

o

5000 — e
9.50 10.00
41.0 91.0 135.0 m/z 131.00  30.05%
ol1s0 || , 650 ‘ 114.0 ‘ | ‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52842: 4-tert-Butyl-2,6-dimethylphenol
163.0
— —
9.50 10.00
5000 m/z 135.00 28.16%
135.0
91.0 ‘
ols0 40 90, T atae L L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52511: 3-tert-Butylbenzoic acid —— —
163.0 9.50 10.00

m/z 161.05 19.00%

5000 135.0
91.0
. 200 650, | 1130 | |

7
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130199.D

Acq On : 09 Sep 2022 17:30
Operator : CG\JU

Sample : N4549-03

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.745 11.32 ng 587659  Phenanthrene-d10 11.204
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1608 (11.745 min): BF130199.D\data.ms (-1604) (- m/z 73.00 100.00%
73.0
43.0
5000 129.0
=T e
H‘ ‘ 171.1 | 256.3 11.50 12.00
ol . \;‘J ‘u‘n ‘H‘H‘ ‘\H‘\M M\‘ T ‘““ H“ " L‘ W N ‘ L‘ . m/z 60.00 85.82%
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 2
43.0 73.0 256.0
5000 — s~
129.0 11.50 12.00
213.0 m/z 43.05 80.70%
H ‘ 171.0 ‘
01‘4‘0 ‘\\ w“\‘\‘\‘\hh“\ \‘\‘H‘\ i H‘w\ | “‘ “‘ “‘u\‘ A h‘ . “ N
miz--> 50 100 150 200 250
Abundance #126202: Pentadecanoic acid
43.0 73.0
— —
11.50 12.00
5000 m/z 55.05 68.43%
129.0 242.0
‘ ‘ ‘ 199.0
ol \M ‘H\\H‘HMU dlpsso |
miz--> 50 100 150 200 250
Abundance #109284: Tetradecanoic acid — —
73.0 11.50 12.00
1290 m/z 41.05 65.98%
5000 43.0
185.0 228.0
oL ‘\“ \“\‘u‘\“ 1 ‘\M““ \h“L “h‘\‘ml “ ‘ L m“‘ A “ e - — —
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130199.D

Acq On : 09 Sep 2022 17:30
Operator : CG\JU

Sample : N4549-03

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.527 9.68 ng 288843  Chrysene-d12 13.833
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 83
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 Hexadecane, 1-chloro- 260 C16H33Cl 004860-03-1 44

Abundance Scan 1741 (12.527 min): BF130199.D\data.ms (-1738) (- m/z 73.00 100.00%
43.1 73.0

5000 m 129.1
oLl f
50

-

T \
12.50

m/z 43.10 90.87%

m/z--> 100 150 200 250
Abundance #179091: Octadecanoic acid
5000 129.0 — ‘

12.50

43.0 73.0
f

1850 o410 20 m/z 60.00  84.04%
oL ‘w m ,
m/z--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid
73.0
T \
43.0 12.50
5000 m/z 57.10 77 .21%
129.0
185.0 228.0
0 — “‘ H\\ ‘H‘H‘ ‘HH“‘ M‘H‘L {M‘\‘ H} “ ‘ \‘ \u“ - ‘\‘ \‘ — ‘\‘ T —
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid T
60.0 12.50
m/z 55.05 71.62%
5000 129.0
97.0 1710 2130 256.0
o) M— ‘M ‘H‘H W “H“‘\‘ Hhu\ ;‘H‘\‘ ul ‘\ ‘ “‘ “ “‘ \‘ “‘ - - - ——
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130199.D

Acq On : 09 Sep 2022 17:30
Operator : CG\JU

Sample : N4549-03

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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, 1,2-diethyl-  Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.739 6.09 ng 181626  Chrysene-d12 13.833
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 97
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 n-Tetracosanol-1 354 (C24H500 000506-51-4 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 94

Abundance Scan 1947 (13.739 min): BF130199.D\data.ms (-1943) (- m/z 97.10 100.00%
3.1

43. 97.1
5000

39.0

1720 2970 2440 280.3
0Ll m/z 43.10  96.59%

miz--> 50 100 150 200 250 300
Abundance 173738: Cyclohexadecane, 1,2-diethyl-
43,

97.0 280.0
I ‘ \H“ \U\

o H#

5000

m/z 83.00  95.23%

39.0
O T T ‘\ ‘\ L H‘ \“R;\ ‘h “h T ‘%8{:‘[.\()” ‘ ?2\3.\0\ J‘ T T \‘ T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
55,0

97.0
— —
13.50 14.00
5000 ITI/Z 55.00 91.33%
39.0
oio9 [ LLLL 199 1m0 2oa0 260 NWMILWW
m/z--> 50 100 150 200 250 300
Abundance #232316: Behenic alcohol 7 —
430 83.0 13.50 14.00
' m/z 57.10 90.80%
5000
25.0
gl e o S
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\BF090922\
Data File : BF130199.D

Acqg On : 09 Sep 2022 17:30
Operator : CG\JU

Sample : N4549-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083122.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|
Di-sec-Butyl ether 4.151 3.8 ng 186453 1 6.692 980178 20.0
Butane, 1-(1-me... 4.240 3.5 ng 171742 1 6.692 980178 20.0
2-Pentanone, 4-... 4.881 3.4 ng 168589 1 6.692 980178 20.0
Benzene, propyl- 6.151 6.8 ng 332535 1 6.692 980178 20.0
Indane 6.875 27.3 ng 1339090 1 6.692 980178 20.0
Benzene, 1,3-di. 6.945 4.2 ng 205596 1 6.692 980178 20.0
Benzene, 1,2,3,. 7.463 7.2 ng 496471 2 7.975 1388090 20.0
Benzene, 2-ethe... 7.710 6.9 ng 477987 2 7.975 1388090 20.0
Ethanol, 2-(2-b... 7.898 7.3 ng 504990 2 7.975 1388090 20.0
Naphthalene, 1,... 8.169 2.8 ng 193346 2 7.975 1388090 20.0
Naphthalene, 1,... 8.222 2.9 ng 199601 2 7.975 1388090 20.0
Benzo[b]thiophe... 8.445 3.1 ng 215113 2 7.975 1388090 20.0
unknown9.145 9.145 3.0 ng 201137 3 9.722 1341490 20.0
1(2H)-Naphthale... 9.392 3.7 ng 247667 3 9.722 1341490 20.0
Naphthalene, 1,... 9.581 4.1 ng 276786 3 9.722 1341490 20.0
Benzoic acid, p... 9.639 3.2 ng 213180 3 9.722 1341490 20.0
n-Hexadecanoic ... 11.745 11.3 ng 587659 4 11.204 1038290 20.0
Octadecanoic acid  12.527 9.7 ng 288843 5 13.833 596922 20.0
Cyclohexadecane... 13.739 6.1 ng 181626 5 13.833 596922 20.0
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