LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131393.D

Acqg On : 25 Nov 2022 13:27
Operator : CG\JU

Sample : N5742-10

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-BF112122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131393.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 23 29 34 rBV 1296333 1690393 9.22% 1.098%
2 2.663 92 98 108 rVB5 171061 490067 2.67% 0.318%
3 2.893 130 137 149 rVB4 117147 289591 1.58% 0.188%
4 3.134 167 178 180 rBv4 71994 191665 1.05% ©.125%
5 3.175 180 185 194 rVB 248195 501257 2.73% ©0.326%
6 3.769 281 286 291 rW 295304 452341 2.47% 0.294%
7 3.846 291 299 309 rVW4 139976 290703 1.59% 0.189%
8 4.069 331 337 341 rVB 1325397 1691408 9.23% 1.099%
9 4.122 341 346 350 rBv 303513 381969 2.08% 0.248%
10 4.499 405 410 414 rW 445051 588257 3.21% 0.382%
11  4.581 418 424 427 rBV 448934 513306 2.80% ©.333%
12 4.728 442 449 453 rBV2 256554 337381 1.84% 0.219%
13 5.469 566 575 578 rVB 7462201 11343789 61.89% 7.369%
14 5.593 585 596 597 rBV 7987608 18328144 100.00% 11.906%
15 5.828 629 636 639 rBV 5795081 7010203 38.25% 4.554%
16 6.128 683 687 690 rBV 1445028 1188161 6.48% 0.772%
17 6.422 730 737 740 rBV 2864039 2578460 14.07% 1.675%
18 6.498 743 750 752 rBV 5826400 7713069 42.08% 5.011%
19 6.528 752 755 757 rVB 5357111 4726584 25.79% 3.070%
20 6.569 757 762 765 rBV 4780502 4538391 24.76% 2.948%
21 6.651 771 776 779 rBV 5091510 5354995 29.22% 3.479%
22 6.810 789 803 805 rBV 8860676 15818556 86.31% 10.276%
23 6.963 825 829 831 rBV 575872 537452  2.93% ©0.349%
24 6.993 831 834 835 rVW 432792 356601 1.95% 0.232%
25 7.028 835 840 843 rVV 5634295 6195232 33.80% 4.025%
26 7.145 856 860 863 rVV 4738547 4996167 27.26%  3.246%
27 7.204 866 870 872 rVV 1061404 1029778 5.62% ©.669%
28 7.234 872 875 878 rVVv2 1171131 1147917 6.26% ©.746%
29 7.275 878 882 885 rVV 2409631 2117598 11.55% 1.376%
30 7.351 891 895 898 rBV 747952 626932  3.42% 0.407%
31 7.422 903 907 909 rBV 1519609 1408161 7.68% ©.915%
32 7.445 909 911 914 rVB 1323821 1089746 5.95% 0.708%
33 7.498 914 920 922 rBV 2801982 2872231 15.67% 1.866%
34 7.528 922 925 929 rVB2 2821502 2894862 15.79% 1.881%
35 7.640 941 944 947 rBV 855566 725566 3.96% 0.471%

36 7.728 952 959 961 rBV 1634088 1501510 8.19% 0.975%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131393.D

Acqg On : 25 Nov 2022 13:27
Operator : CG\JU

Sample : N5742-10

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-BF112122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.757 961 964 967 rVV 2281679 1921106 10.48% 1.248%
38 7.916 984 991 996 rVB 1990916 1993248 10.88% 1.295%
39 7.987 996 1003 1006 rBV 3737415 4095302 22.34% 2.660%
40 8.028 1008 1010 1014 rVV2 376337 578982 3.16% ©.376%
41  8.087 1017 1020 1022 rVV 814002 647233 3.53% 0.420%
42 8.239 1039 1046 1047 rVV 904594 1233282 6.73% 0.801%
43  8.281 1047 1053 1057 rVV 5623859 7534096 41.11% 4.894%
44  8.322 1057 1060 1063 rVV2 533691 462511 2.52% 0.300%
45  8.522 1091 1094 1100 rVB 396674 355918 1.94% 0.231%
46 8.628 1109 1112 1117 rVB 490098 401257 2.19% 0.261%
47 8.710 1123 1126 1130 rVV2 393150 449451  2.45%  0.292%
48 8.751 1130 1133 1138 rVB2 450320 455357  2.48%  0.296%
49 8.834 1144 1147 1151 rVB2 295175 277406 1.51% 0.180%
50 8.910 1157 1160 1164 rVB2 317519 324781 1.77% 0.211%
51 8.969 1164 1170 1173 rVV 3702660 3488318 19.03% 2.266%
52 9.069 1181 1187 1189 rVV 2528384 2569521 14.02% 1.669%
53 9.328 1226 1231 1234 rVB 2780247 2338023 12.76% 1.519%
54  9.428 1245 1248 1253 rBV 266099 236824 1.29% 0.154%
55 9.522 1262 1264 1269 rVB 283836 308451 1.68% 0.200%
56 9.592 1269 1276 1279 rBV 550219 773072 4.22% 0.502%
57 9.663 1285 1288 1291 rBV 767789 822065 4.49% ©.534%
58 9.692 1291 1293 1297 rVB 584473 458734  2.50%  0.298%
59 9.781 1305 1308 1314 rVB 332894 421098 2.30% 0.274%
60 9.869 1318 1323 1325 rBV 198292 189061 1.03% 0.123%
61 10.010 1344 1347 1351 rVB 941955 784058 4.28% 0.509%
62 10.210 1378 1381 1385 rVV2 164601 196935 1.07% 0.128%
63 10.628 1447 1452 1458 rBV 169422 221677 1.21% 0.144%
64 10.798 1477 1481 1485 rVB 884944 770487 4.20% 0.501%
65 11.504 1598 1601 1604 rBV 776451 711918 3.88% 0.462%
66 12.033 1684 1691 1702 rBV 694048 773988 4.22% 0.503%
67 12.827 1819 1826 1837 rBV 1551543 1920730 10.48% 1.248%
68 13.104 1869 1873 1876 rBV 1790301 1515610 8.27% ©0.985%
69 14.163 2050 2053 2057 rVB 534027 430086 2.35% 0.279%
70 15.045 2198 2203 2208 rVB 242922 273469 1.49% 0.178%
71 15.704 2309 2315 2318 rBV 388651 484525  2.64%  ©0.315%

Sum of corrected areas: 153937023
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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\BF112522\

BF131393.D
: 25 Nov 2022 13:27
: CG\JU
: N5742-10
: 9 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131393.D

Acq On : 25 Nov 2022 13:27
Operator : CG\JU

Sample : N5742-10

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 Butane, 2-methoxy-2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
2.258 62.90 ng 1690390 1,4-Dichlorobenzene-d4 6.963

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 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 29 (2.258 min): BF131393.D\data.ms (-23) (-) m/z 73.05 100.00%

73.0
5000 43.0
87.0

| b0 | 220 240 2.60
e e Mz 43,00 46.47%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 R e
220 240 260
43.0

87.0 m/z 55.00  33.12%

290
'?0!!
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0

220 2.40 260

o

o

5000 410 55.0 m/z 87.05 26.57%
27.0
0 H il il L 112.0 129.0
e e e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- e
73.0 220 240 260

m/z 41.00 14.94%

5000 43.0
58.0
29.0 ‘ 87‘-0
i ‘ | |

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 2.40 260

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131393.D

Acq On : 25 Nov 2022 13:27
Operator : CG\JU

Sample : N5742-10

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 Benzene, propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.422 95.95 ng 2578460 1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 94
2 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
3 1-(Benzylamino)propan-2-ol 165 C10OH15NO 1000486-84-7 72
4 Benzaldehyde, 3-methyl- 120 C8H80 000620-23-5 52
5 N-(Benzyloxy)-2,2,2-trifluoroace... 219 C9H8F3NO2 174075-91-3 50

Abundance Scan 737 (6.422 min): BF131393.D\data.ms (-730) (-) m/z 91.05 100.00%

91.0
i 1201 IG— L L1191} Wy
390 o 6.00 6.20 6.40 6.60 6.80
oHH_m‘,uuhwu‘m‘_ul‘,umwmH_m,w_ww m/z 120.10  23.10%

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

Abundance #10702: Benzene, propyl-

91.0
5000
6.00 6.20 6.40 6.60 6.80
120.0 m/z 65.00 13.39%
39.0 650 |
O\\\\‘\‘\\\"‘\\“\\“\\\\“‘\\‘\\’\‘\\\“\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #88774: N-Benzyl-2-phenethylamine
91.0
R e S
120.0 6.00 6.20 6.40 6.60 6.80
5000 m/z 92.10 10.94%
65.0
0 39.0 o 165.0 209.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40483: 1-(Benzylamino)propan-2-ol
91.0 6.00 6.20 6.40 6.60 6.80
m/z 78.00 6.83%
5000
120.0
15.0 39.0 65.0
o SR RO TN ENOOR: - NN
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131393.D

Acq On : 25 Nov 2022 13:27
Operator : CG\JU

Sample : N5742-10

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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, 1l-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.498 287.02 ng 7713070  1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 750 (6.498 min): BF131393.D\data.ms (-743) (-) m/z 105.10 100.00%
105.1
5000
120.1
300  e30 0 91‘-0 6.20 6.40 6.60 6.80
O et bl el m/z 120010 32.62%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 6.20 6.40 6.60 6.80
m/z 91.05 14.03%
77.0 91.0
O \\‘]\_\5\.(\)‘\\\‘\‘\\3\?"\0\\\“\\\\6‘:\"’\"9‘H\M“HH“{\H‘\M!\‘H‘\‘\“‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
6.20 6.40 6.60 6.80
5000 m/z 76.95 13.66%
120.0
77.0 91.0
00,280 00 L 80 i
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0 6.20 6.40 6.60 6.80
m/z 78.95 10.92%
5000 120.0
77.0
51.0 91.0
Obrrrrrer 20 et oo el e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131393.D

Acq On : 25 Nov 2022 13:27
Operator : CG\JU

Sample : N5742-10

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 8 Benzene, 1-ethyl-4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.651 199.27 ng 5355000 1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 776 (6.651 min): BF131393.D\data.ms (-771) (-) m/z 105.05 100.00%
105.1
5000
120.1
390 630 77‘.0 91‘.0 6.40 6.60 6.80 7.00

oH‘HH,ww‘MmH1“‘“”,\&“‘_”3‘_”u‘m‘_‘s“‘_ww_ m/z 120.10  30.97%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #10719: Benzene, 1-ethyl-2-methyl-

105.0
5000
120.0 6.40 6.60 6.80 7.00
m/z 76.95 14.11%
77.0 91.0
O\\‘]\_\5\.(\)’\\\‘\‘\\3\19‘.(\)\\\“\\\\6’%\.‘\0\‘\\\}“\\\\“MH‘\M!\‘H‘\‘\“‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
6.40 6.60 6.80 7.00
5000 m/z 91.00 13.54%
79.0 120.0
39.0 650 | 90 |
Ol et e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 6.40 6.60 6.80 7.00
m/z 79.10 12.60%
5000
120.0
77.0 91.0
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\BF112522\
Data File : BF131393.D

Acq On : 25 Nov 2022 13:27
Operator : CG\JU

Sample : N5742-10

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 9 Benzene, 1,2,3-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.810 588.65 ng 15818600  1,4-Dichlorobenzene-d4 6.963

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-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 803 (6.810 min): BF131393.D\data.ms (-789) (-) m/z 105.10 100.00%
105.1

=

5000 120.1
39.0 630 (10 9LO 6.40 6.60 6.80 7.00 7.20
oH‘HH,ww‘Mu‘HUm,m_HJ‘_Hw“w_‘s“‘_m“pmw m/z 120.18  45.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10692: Mesitylene
105.0
5000 120.0
6.40 6.60 6.80 7.00 7.20
770 m/z 77.05 13.66%
51.0 "~ 91.0
OH‘H\\’\2\\7\.‘0\\\\“\\\\i‘}‘\\}"sﬂho\‘\\\‘“‘\\\\“HH‘\M}\‘H‘\‘\“‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 6.40 6.60 6.80 7.00 7.20
5000 m/z 119.10 12.59%
39.0 77.0 91.0
0280 h b i Ml el
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 6.40 6.60 6.80 7.00 7.20
m/z 91.05 12.15%
120.0
5000
77.0 91.0
o150 3800640 " "7 | |
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131393.D

Acq On : 25 Nov 2022 13:27
Operator : CG\JU

Sample : N5742-10

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 11 1Indane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.145 185.92 ng 4996170  1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 68
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 58
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 49
5 Indole 117 C8H7N 000120-72-9 49
Abundance Scan 860 (7.145 min): BF131393.D\data.ms (-856) (-) m/z 117.10 100.00%
117.1
5000
91.0
39.0 63.0 77.0 ‘ 6.80 7.00 7.20 7.40
Ol rrrrprrerpeeree o bt i bl 2040 DL /2 118,10 55.92%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10181: Indane
117.0
5000
6.80 7.00 7.20 7.40
m/z 115.10  34.34%
300 630 910
0 079" T 710 | 104.0 ]|
H‘HH’H\\’H\\‘H\\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘\\H‘\\H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10193: Benzene, 1-propenyl-
117.0
6.80 7.00 7.20 7.40
5000 m/z 91.05 18.16%
91.0
51.0
ob o 20 L "ot 1D 1040
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10195: Benzene, cyclopropyl-
117.0 6.80 7.00 7.20 7.40
m/z 63.00 10.65%
5000
91.0
Oy 201 IO B0 TR0 ros0 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131393.D

Acq On : 25 Nov 2022 13:27
Operator : CG\JU

Sample : N5742-10

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 Benzene, 1,3-diethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.204 38.32 ng 1029780 1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 96
2 Benzene, 1,2-diethyl- 134 C1eHi4 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 91
5 Benzene, 2-ethyl-1,3-dimethyl- 134 CleH14 002870-04-4 87
Abundance Scan 870 (7.204 min): BF131393.D\data.ms (-866) (-) m/z 105.10 100.00%
105.
5000 134.1
77.0
51.0 ‘ ‘ 6.80 7.00 7.20 7.40 7.60
Obrrrrrrree 38Rl L gz 119,10 98.55%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17034: Benzene, 1,3-diethyl-
119.0
5000 134.0
6.80 7.00 7.20 7.40 7.60
91.0 m/z 134.05 46.00%
39.0 65.0 ‘ ‘
0 \\‘\\H‘H\‘\“\\H“‘\H\i‘“u‘u\‘i‘u‘\HH‘H\\“1\HHH!\’Hwiluu‘u‘u‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
6.80 7.00 7.20 7.40 7.60
5000 134.0 m/z 91.05 29.54%
91.0
39.0 65.0
- il N P
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17027: Benzene, 1,4-diethyl-
119.0 6.80 7.00 7.20 7.40 7.60
m/z 76.95 18.65%
5000 134.0
91.0
41.0 65.0
YL YISOt N POOO RTS8
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131393.D

Acq On : 25 Nov 2022 13:27
Operator : CG\JU

Sample : N5742-10

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 Benzene, 1-methyl-3-propyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.234  42.72 ng 1147920  1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Benzene, 1-methyl-3-propyl- 134 CleH14 001074-43-7 91

2 Benzene, 1-methyl-2-propyl- 134 CleHi4 001074-17-5 91

3 Benzene, 1-methyl-4-propyl- 134 CleHi4 001074-55-1 91

4 Benzene, (1-methylpropyl)- 134 C1eH14 000135-98-8 91

5 2-Indanol 134 C9H100 004254-29-9 80

Abundance Scan 875 (7.234 min): BF131393.D\data.ms (-872) (-) m/z 105.10 100.00%

105.
5000
134.1
77.0 7.00 7.20 7.40 7.60
0 390 573, || | ‘ ;
e m/z 134.05  24.48%

m/z--> 20 40 60 80 100 120 140
Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0
5000

7.00 7.20 7.40 7.60
z 106.05 13.88%

134.0

3

39.0 77.0
0 | Ly 55 0 Ll ‘\\ I \}‘ |

m/z--> 20 40 60 80 100 120 140
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0

7.00 7.20 7.40 7.60

5000 m/z 77 .00 12.26%
134.0
77.0
ol 150 . 390 e20 TIT L L
m/z--> 20 40 60 80 100 120 140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0 7.00 7.20 7.40 7.60
m/z 91.00 11.24%
5000
134.0
77.0
0 ‘2\7‘\'0\\“ \5\]‘-\'0\“\‘\ \ \““ i “1‘\ A
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60

8270-BF112122.M Thu Dec 01 13:02:21 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131393.D

Acq On : 25 Nov 2022 13:27
Operator : CG\JU

Sample : N5742-10

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 Benzene, 1,4-diethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.275 78.80 ng 2117600 1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 96
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94
3 Benzene, 1l-ethyl-3,5-dimethyl- 134 CleHi4 000934-74-7 94
4 Benzene, 1,2-diethyl- 134 CleHi4 000135-01-3 92
5 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 91
Abundance Scan 882 (7.275 min): BF131393.D\data.ms (-878) (-) m/z 119.05 100.00%
119.1
5000 91.0
39‘.0 | 65‘.0 “ N n 135.1 7.00 7.20 7.40 7.60
0l L m/z 105.05  56.84%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000 AT -
91.0 7.00 7.20 7.40 7.60
m/z 134.00 42.22%
41.0 65.0 ‘ ‘ 135.0
0 \‘\\\\‘\‘\‘\ \“‘\ \“\ T “\‘\ T \“‘ T ‘H‘\ \‘1"‘ T \‘\ T
miz--> 0 20 40 60 80 100 120 140
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl-
119.0
7.00 7.20 7.40 7.60
5000 m/z 90.95 38.87%
91.0
ST o AT IR
m/z--> 0 20 40 60 80 100 120 140
Abundance #17081: Benzene, 1-ethyl-3,5-dimethyl-
119.0 7.00 7.20 7.40 7.60
m/z 77.00 16.48%
5000
91.0
T GO A ..
1 T T TN v
m/z--> 0 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131393.D

Acq On : 25 Nov 2022 13:27
Operator : CG\JU

Sample : N5742-10

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 15 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
7.422 52.40 ng 1408160 1,4-Dichlorobenzene-d4 6.963
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 CleHi4 000934-80-5 96
3 o-Cymene 134 CleH14 000527-84-4 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 95
Abundance Scan 907 (7.422 min): BF131393.D\data.ms (-903) (-) m/z 119.05 100.00%
119.1
5000
134.1
91.0
39.0 65.0 ‘ | 7.00 7.20 7.40 7.60 7.80
bttt Wl sz 134005 30.69%
miz--> 20 40 60 80 100 120 140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
7.00 7.20 7.40 7.60 7.80
91.0 134.0 m/z 91.00  20.30%
39.0 65.0 ‘ ‘
04 \1\5\.0‘ e \“‘\ \“1‘\ “‘1‘\ T i‘H‘ 1T “H“\ \Ml i T
miz—-> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
7.00 7.20 7.40 7.60 7.80
5000 m/z 105.05 14.85%
91.0 134.0
39.0 65.0 ‘
o150 A Wb el L
miz--> 20 40 60 80 100 120 140 JM
Abundance #16996: 0-Cymene ““W“A“‘H“‘H“‘
119.0 7.00 7.20 7.40 7.60 7.80
m/z 76.95 10.13%
5000
134.0
39.0 91.0
15.0 ' 65.0
Y T N N PR YRS PR PR AN M
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131393.D

Acq On : 25 Nov 2022 13:27
Operator : CG\JU

Sample : N5742-10

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 o-Cymene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.445 40.55 ng 1089750  1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 p-Cymene 134 CleH14 000099-87-6 97
2 o-Cymene 134 C10H14 000527-84-4 97
3 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 97
4 Benzene, 1l-ethyl-2,4-dimethyl- 134 CleHi4 000874-41-9 94
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
Abundance Scan 911 (7.445 min): BF131393.D\data.ms (-909) (-) m/z 119.10 100.00%
119.1
5000
134.1
91.0
390  65.0 ‘ 7.20 7.40 7.60 7.80
Obeprrrrprrreproester et et bbb m/z 134,05 26.25%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16995: p-Cymene
119.0
5000
7.20 7.40 7.60 7.80
91.0 134.0 m/z 91.00 17.70%
41.0 65.0
O H‘HH‘H\‘.\O‘HH“‘HH“H\\‘\‘\‘H‘\HM“\H\‘H‘H\‘\WH‘H‘\Ml\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: o-Cymene
119.0
7.20 7.40 7.60 7.80
5000 m/z 120.05 9.87%
134.0
91.0
41.0 65.0
0\wHHMHM\HMHHNHWwaHMWH\NHwNMMJmLHwHM‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 7.20 7.40 7.60 7.80
m/z 77.00 8.96%
5000
134.0
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.20 7.40 7.60 7.80

8270-BF112122.M Thu Dec 01 13:02:26 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131393.D

Acq On : 25 Nov 2022 13:27
Operator : CG\JU

Sample : N5742-10

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 17 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
7.757 31.15 ng 1921110  Naphthalene-d8 8.251
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 CleH14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
3 Benzene, 1,2,3,5-tetramethyl- 134 CleHi4 000527-53-7 95
4 Benzene, 2-ethyl-1,3-dimethyl- 134 CleHi4 002870-04-4 94
5 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 91
Abundance Scan 964 (7.757 min): BF131393.D\data.ms (-961) (-) m/z 119.10 100.00%
119.1
5000
91.0
390 650 135.1 7.40 7.60 7.80 8.00
OF e e LTI nsz 134,05 38.90%
miz--> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
7.40 7.60 7.80 8.00
91.0 m/z 91.05 17.89%
65.0
O \]_\5\()‘\‘\ T \“‘\ \‘\ T “1‘\ T \“ T \‘\ T “\‘\ \H‘\\l:\%\ ‘ UL
miz—-> 20 60 80 100 120 140
Abundance #17064. Benzene, 1,2,3,4-tetramethyl-
119.0
7.40 7.60 7.80 8.00
5000 m/z 120.10 9.85%
0 91.0 135.0
oldso L 00 L TR
miz--> 20 40 60 80 100 120 140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0 7.40 7.60 7.80 8.00
m/z 77.00 8.87%
5000
91.0
410 430 | ‘ | 1?50
0} BB VN SO il A NS VMY S P
m/z--> 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00

8270-BF112122.M Thu Dec 01 13:02:27 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131393.D

Acq On : 25 Nov 2022 13:27
Operator : CG\JU

Sample : N5742-10

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.916 32.32 ng 1993250  Naphthalene-d8 8.251

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 91
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 90
4 Indan, 1-methyl- 132 C1leH12 000767-58-8 87
5 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 83
Abundance Scan 991 (7.916 min): BF131393.D\data.ms (-984) (-) m/z 117.05 100.00%
1171
5000
51.0 91"0 7.60 7.80 8.00 8.20
Ob et L 8380 2089 o937 05 36.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 \\‘\\\\‘\\\\‘\\\\’/\\\\/\T\‘
7.60 7.80 8.00 8.20
m/z 114.95 27.44%
390 g5 910 ‘ ‘
0 \‘\‘H\““\ \“”\“‘U\\H\“‘\\“\\“W\\U‘ \‘U‘\‘\‘\H\‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene
117.0
7.60 7.80 8.00 8.20
5000 m/z 131.05 21.27%
91.0
390 650 ‘ M
0‘“‘H“““‘1““1‘”1““H‘m“\‘uH‘m‘wm‘HHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 7.60 7.80 8.00 8.20
m/z 91.00 15.48%
5000
390 450 910 ‘ ‘
Y W R O S
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20

8270-BF112122.M Thu Dec 01 13:02:28 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131393.D

Acq On : 25 Nov 2022 13:27

Operator : CG\JU

Sample : N5742-10

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 19 2,4-Dimethylstyrene Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
7.987 66.41 ng 4095300 Naphthalene-d8 8.251
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 95
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
3 Cyclopropane, 1-methyl-1-phenyl- 132 C1eH12 002214-14-4 83
4 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 70

5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 64

Abundance Scan 1003 (7.987 min): BF131393.D\data.ms (-996) (-) m/z 117.10 100.00%
117.1
5000
91.0 1 4.1
51.0 ‘ ‘ ‘ 7.60 7.80 8.00 8.20 8.40
O e 7R L Wl wyz 119,05 53.81%
miz--> 20 40 60 80 100 120 140
Abundance #16113: 2,4-Dimethylstyrene
117.0
5000
91.0 7.60 7.80 8.00 8.20 8.40
390 30 m/z 114.95  34.45%
15.0 ‘ | H ‘ 1%3.0
O T \‘\ ‘ \ \ T \‘i‘\ \‘U\““\ T \H‘ ‘ T } T ‘M\ T \M‘ \‘U‘\“\ ‘ L
miz--> 20 40 80 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
7.60 7.80 8.00 8.20 8.40
5000 m/z 132.05  33.98%
91.0
51.0
27.0 | ‘ 133.0
0 ““““w“ﬂ”“m m Lt NN“J“MJ““ ‘
miz--> 20 40 80 100 120 140
Abundance #16147.Cycbpropane,14neﬁwbl—phenﬂ— REa e R ARARE R
117.0 7.60 7.80 8.00 8.20 8.40
m/z 91.05 23.15%
5000
91.0
51.0
0 m_:u um “‘\Mw” ‘ b # S—
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20 8.40

8270-BF112122.M Thu Dec 01 13:02:28 2022

Page:

17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131393.D

Acq On : 25 Nov 2022 13:27
Operator : CG\JU

Sample : N5742-10

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 20 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.827 53.96 ng 1920730  Phenanthrene-d10 11.504
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 74
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 Undecanoic acid 186 C11H2202 000112-37-8 62

Abundance Scan 1826 (12.827 min): BF131393.D\data.ms (-1819) (- m/z 43.05 100.00%

43.0 73.0
5000
129.1
185.1 241.2
‘ 284.2 12. 50 13 00
- m/z 60.00  83.89%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid
73.0
5000
129.0 12. 50 13 00
1850 o410 284C m/z 73.60  82.57%
01
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid
73.0
43.0 12.50 13.00
5000 ITI z 57.05 80.81%
129.0
185.0 228.0
Y N B A S—
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126202: Pentadecanoic acid
43.0 73.0 12. 50 13 00
m/z 55.05 77.16%
5000
129.0 242.0
il e
0 . H\‘ H‘M H ‘ \\M‘ h” \M m ‘1 Sq ‘ |

m/z--> 20 40 60 80 100120140160180200220240260280 12. 50 13 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131393.D

Acqg On : 25 Nov 2022 13:27
Operator : CG\JU

Sample : N5742-10

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 62.9 ng 1690390 1 6.963 537452 20.0
Benzene, propyl- 6.422 96.0 ng 2578460 1 6.963 537452 20.0
Benzene, 1l-ethy... 6.498 287.0 ng 7713070 1  6.963 537452 20.0
Benzene, 1l-ethy.. 6.651 199.3 ng 5355000 1 6.963 537452 20.0
Benzene, 1,2,3-... 6.810 588.6 ng 15818600 1 6.963 537452 20.0
Indane 7.145 185.9 ng 4996170 1 6.963 537452 20.0
Benzene, 1,3-di... 7.204 38.3 ng 1029780 1 6.963 537452 20.0
Benzene, 1-meth... 7.234 42.7 ng 1147920 1 6.963 537452 20.0
Benzene, 1,4-di... 7.275 78.8 ng 2117600 1 6.963 537452 20.0
Benzene, 2-ethy... 7.422 52.4 ng 1408160 1 6.963 537452 20.0
o-Cymene 7.445 40.5 ng 1089750 1 6.963 537452 20.0
Benzene, 1,2,4,... 7.757 31.1 ng 1921116 2 8.251 1233280 20.0
1H-Indene, 2,3-... 7.916 32.3 ng 19932560 2 8.251 1233280 20.0
2,4-Dimethylsty... 7.987 66.4 ng 4095300 2 8.251 1233280 20.0
Octadecanoic acid  12.827 54.0 ng 1920730 4 11.504 711918 20.0
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