LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131423.D

Acqg On : 28 Nov 2022 11:22
Operator : CG\JU

Sample : N5747-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : @ Peak Location: TOP

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

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

Signal : TIC: BF131423.D\data.ms

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

# min scan scan scan TY height area % max. total
1 2.246 19 27 32 rBV 1868571 2505922 24.54% 2.560%
2 2.646 87 95 104 rVB3 55317 156442 1.53% 0.160%
3 3.340 206 213 218 rBV 113698 203907 2.00% ©.208%
4 3.757 279 284 289 rVB 73478 116066 1.14% 0.119%
5 3.834 289 297 306 rBVv3 75012 149626 1.47% 0.153%
6 4.051 329 334 339 rVB 755394 974660 9.54%  0.996%
7 4.110 339 344 349 rBV 110447 132953 1.30% 0.136%
8 4.487 403 408 411 rBV2 157667 218936 2.14% 0.224%
9 4.569 416 422 426 rBV 200216 233389 2.29% 0.238%
10 4.716 440 447 452 rBvV3 75379 106435 1.04% 0.109%
11 5.175 520 525 530 rVB 170605 189009 1.85% 0.193%
12 5.457 565 573 576 rVB 6275980 8248010 80.77% 8.425%
13 5.581 584 594 597 rVV2 5920224 10211863 100.00% 10.431%
14 5.816 628 634 637 rBV 5314304 5779557 56.60% 5.904%
15 6.122 682 686 689 rBV 1031469 821618 8.05% ©0.839%
16 6.416 731 736 739 rVB 2048965 1897139 18.58% 1.938%
17 6.481 739 747 749 rBV 1861156 1760184 17.24% 1.798%
18 6.510 749 752 755 rVV 2713178 2158937 21.14%  2.205%
19 6.557 755 760 770 rVB2 2202381 2669280 26.14% 2.727%
20 6.639 770 774 777 rBV 2931047 2445509 23.95% 2.498%
21 6.786 793 799 802 rVB 6508978 7706831 75.47% 7.873%
22 6.892 811 817 818 rBV 105850 133614 1.31% 0.136%
23 6.904 818 819 823 rW 164482 116021 1.14% 0.119%
24 6.951 823 827 830 rVWW 560587 473797 4.64%  0.484%
25 6.981 830 832 834 rVW 180988 154264 1.51% 0.158%
26 7.016 834 838 842 rVW 3067991 3119450 30.55% 3.187%
27 7.098 846 852 853 rvv2 130403 172626 1.69% 0.176%
28 7.139 854 859 862 rVV 3771300 3438551 33.67% 3.512%
29 7.198 866 869 870 rvVv 649890 525646 5.15% 0.537%
30 7.222 871 873 877 rVB 482799 507527 4.97% 0.518%
31 7.269 877 881 884 rBV 1352109 1151402 11.28% 1.176%
32 7.345 890 894 898 rBvV 418439 364611 3.57% 0.372%
33 7.416 902 906 908 rBV 726831 633235 6.20% 0.647%
34 7.439 908 910 913 rVW 557927 428820 4.20% 0.438%
35 7.486 913 918 920 rVV 1645888 1709326 16.74% 1.746%

36 7.522 920 924 927 rVV 2592316 2921705 28.61%

N
O
[*]
Ul
BN

8270-BF112122.M Fri Dec 02 12:12:33 2022 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131423.D

Acqg On : 28 Nov 2022 11:22
Operator : CG\JU

Sample : N5747-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : @ Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF112122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.557 928 930 933 rVV2 323448 501879 4.91% ©.513%
38 7.586 933 935 936 rVW 304814 226711  2.22% 0.232%
39 7.633 940 943 946 rBV 454870 385161 3.77% 0.393%
40 7.722 951 958 960 rBV 984869 813478 7.97% 0.831%
41 7.745 960 962 966 rVB 997347 868050 8.50% 0.887%
42 7.804 966 972 975 rBV4 126234 198789 1.95% 0.203%
43 7.886 983 986 987 rBV 207958 193891 1.90% ©0.198%
44 7.910 987 990 995 rVB 1082480 949784  9.30% 0.970%
45  7.975 995 1001 1005 rBV 2281299 2271305 22.24% 2.320%
46 8.051 1011 1014 1016 rVB3 110107 118995 1.17% 0.122%
47 8.080 1016 1019 1021 rVB 517398 387113 3.79% ©.395%
48 8.180 1030 1036 1038 rBV3 80283 105741 1.04% 0.108%
49 8.269 1038 1051 1056 rVV2 3736547 5380167 52.69% 5.496%
50 8.316 1056 1059 1063 rVB2 271950 285886 2.80% 0.292%
51 8.433 1074 1079 1082 rVB4 105903 132432 1.30% 0.135%
52 8.486 1082 1088 1091 rBV4 146781 244608 2.40% 0.250%
53 8.516 1091 1093 1099 rVB2 213269 208284 2.04% 0.213%
54 8.622 1107 1111 1116 rVB 249239 246046  2.41% 0.251%
55 8.704 1121 1125 1129 rVV3 212337 298423  2.92%  0.305%
56 8.745 1129 1132 1137 rVV2 305960 274183 2.68% 0.280%
57 8.833 1144 1147 1151 rVV2 253823 254032 2.49% 0.259%
58 8.904 1155 1159 1162 rVV2 206671 216557 2.12% 0.221%
59 8.963 1162 1169 1171 rVV 2474622 2311820 22.64% 2.362%
60 8.986 1171 1173 1175 rW 177568 151211 1.48% 0.154%
61 9.057 1179 1185 1188 rVvVv2 2114481 2251314 22.05% 2.300%
62 9.086 1188 1190 1192 rVV 221199 212490 2.08% 0.217%
63 9.122 1194 1196 1201 rVV4 132490 163786 1.60% 0.167%
64 9.186 1205 1207 1211 rVV2 136517 153643 1.50% 0.157%
65 9.245 1211 1217 1221 rVV2 216710 274807 2.69% 0.281%
66 9.322 1225 1230 1233 rVB 3029080 2935497 28.75% 2.999%
67  9.422 1244 1247 1250 rBV2 243604 219526  2.15% ©.224%
68 9.486 1256 1258 1260 rBV 142230 132798 1.30% 0.136%
69 9.516 1262 1263 1269 rVB 218614 230463 2.26% 0.235%
70 9.592 1269 1276 1278 rBV2 597037 887572 8.69% 0.907%
71 9.663 1283 1288 1290 rBV 734353 766276  7.50% 0.783%
72 9.686 1290 1292 1297 rVB 578889 527093 5.16% 0.538%
73 9.780 1304 1308 1309 rBV 290839 244237 2.39% 0.249%
74  9.863 1319 1322 1324 rVB 196572 146681 1.44% 0.150%
75 9.910 1328 1330 1335 rVB 191340 184464 1.81% 0.188%
76 9.986 1340 1343 1344 rBV 138429 131425 1.29% 0.134%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131423.D

Acqg On : 28 Nov 2022 11:22
Operator : CG\JU

Sample : N5747-07

Misc

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : @ Peak Location: TOP

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

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

77 10.004 1344 1346 1349 rVB 745996 623352 6.10% 0.637%
78 10.204 1377 1380 1384 rVB2 167820 181659 1.78% 0.186%
79 10.245 1384 1387 1389 rBV 143209 132536 1.30% 0.135%
80 10.322 1397 1400 1403 rBV2 149765 151043 1.48% 0.154%
81 10.410 1410 1415 1417 rBV3 64478 103608 1.01% 0.106%
82 10.551 1436 1439 1446 rBV2 119259 148262 1.45% 0.151%
83 10.622 1448 1451 1456 rVB3 81698 109552 1.07% 0.112%
84 10.727 1464 1469 1471 rVB2 136962 149427 1.46% 0.153%
85 10.798 1477 1481 1485 rBV 1831884 1870790 18.32% 1.911%
86 11.504 1597 1601 1603 rBV 747979 609020 5.96% 0.622%
87 12.027 1684 1690 1695 rBV3 174476 221320 2.17% 0.226%
88 13.098 1868 1872 1876 rBV 1951075 1755877 17.19% 1.794%
89 14.162 2049 2053 2056 rVB 445702 397728 3.89% 0.406%
90 15.698 2309 2314 2323 rVB 314648 417680 4.09% 0.427%

Sum of corrected areas: 97895340
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131423.D

Acq On : 28 Nov 2022 11:22
Operator : CG\JU

Sample : N5747-07

Misc

ALS Vial : 5 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

Abundance TIC: BF131423.D\data.ms
5.457 6.786
6000000 5.581

5000000

4000000 7.139

7.016
3000000 6.55:039

55
2000000 2.246 ) 7.486

7.269

1000000 4.051 6.122 Sl T

6.951 ]

7.522

2.646 3.340 32534 41110 4.4896P716 5.175 . j
O—’_"‘ \\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\/}\‘\\\\’\M\ﬁ\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\g\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF131423.D\data.ms

6000000

5000000

4000000 8.269

9.322

3000000

7.975

2000000 10.798 13.098

10.004 11.504

0 I R R e B B e =T = — —
Time--> 8.00 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF131423.D\data.ms

1000000 j\

6000000
5000000
4000000
3000000
2000000

1000000

14.162 15.698

s
0 T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T T T T ‘ T T T T T T T T T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131423.D

Acq On : 28 Nov 2022 11:22
Operator : CG\JU

Sample : N5747-07

Misc

ALS Vial : 5 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.246 105.78 ng 2505920 1,4-Dichlorobenzene-d4 6.951

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 9
Abundance  Scan 27 (2.246 min): BF131423.D\data.ms (-19) (-) m/z 73.10 100.00%
3.1
5000 43.0
87.1
A
‘ Lg 1 220 240 2.60
O B2 m/z 43.05  46.38%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L I L L B B B
43.0 220 240 2.60
' 87.0 m/z 55.05 32.41%
29.0
M‘ I ‘\‘ ‘ LQO ‘ |
O \‘HH‘\\H‘\H\‘\f\‘f“\\\\‘\H\‘H\\‘HH’\H\‘HH‘HH’\H\
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 e
220 240 2.60
5000 41.0 55.0 m/z 87.10 27.28%
27.0
0 H\ ‘m | ‘\‘ I 112.0 129.0
R L L e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- S m e
73.0 220 240 2.60
m/z 40.95 15.32%
5000 43.0
58.0
29.0 ‘ 87.0
o 1 A N — S PR VA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131423.D

Acq On : 28 Nov 2022 11:22
Operator : CG\JU

Sample : N5747-07

Misc

ALS Vial : 5 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 6 Benzene, propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.416 80.08 ng 1897140  1,4-Dichlorobenzene-d4 6.951

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 94
2 Benzyl-L-glycine, methyl ester 179 C10H13NO2 1000467-89-6 72
3 N-Isobutyl(phenyl)methanesulfona... 227 C11H17NO2S 144615-94-1 72
4 Ethanol, 2-[(phenylmethyl)amino]- 151 CSH13NO 000104-63-2 72
5 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 72

Abundance Scan 736 (6.416 min): BF131423.D\data.ms (-731) (-) m/z 90.95 100.00%

91.0
5000
120.1
390 65‘-0 6.00 6.20 6.40 6.60 6.80
0 m_m“uuh“uHMH‘Muw””_”‘_m_” m/z 120.10  23.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10702: Benzene, propyl-
91.0
5000
6.00 6.20 6.40 6.60 6.80
120.0 m/z 64.95 13.33%
39.0 65.0
O \\\‘\‘\\\“‘\\“\\“\‘\\\“‘\\‘!\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53677: Benzyl-L-glycine, methyl ester
91.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 92.10 10.65%
120.0
65.0
0 15.0 39\"0 | \ | I | 179.0
L T
miz--> 20 40 60 80 100 120 140 160 180 A A
Abundance  #107660: N-Isobutyl(phenyl)methanesulfonamide ““‘_““‘HA“‘H“A
91.0 6.00 6.20 6.40 6.60 6.80
m/z 38.95 6.69%
5000
120.0
65.0
0 410 77 | ‘ 163.0 184.0
e e e T e
m/z--> 20 40 60 80 100 120 140 160 180 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\BF112822\
Data File : BF131423.D

Acq On : 28 Nov 2022 11:22
Operator : CG\JU

Sample : N5747-07

Misc

ALS Vial : 5 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 7 Benzene, 1l-ethyl-2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.481 74.30 ng 1760180 1,4-Dichlorobenzene-d4 6.951

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 CO9H12 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, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 747 (6.481 min): BF131423.D\data.ms (-739) (-) m/z 105.10 100.00%
105.1
5000
120.1
39.0 630 0 91‘-0 6.20 6.40 6.60 6.80
0‘W‘H‘_H‘_‘Hp‘HHmH‘MMWHJW‘HMHH‘_Mﬁwwmwu‘w m/z 120.10 31.147%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 6.20 6.40 6.60 6.80
m/z 91.00 13.61%
39.0 77.0 91.0
0 H‘H\\‘\2\6\‘.\0‘\\H“‘\\Hi‘{‘u\‘s‘%\"?\‘H\‘H‘HH“M\\‘\‘11\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
6.20 6.40 6.60 6.80
5000 m/z 77.00 12.93%
120.0
77.0 91.0
39.0
Obrrr 80 e et bl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10695: Mesitylene
105.0 6.20 6.40 6.60 6.80
m/z 79.00 10.41%
120.0
5000
39.0 77.0 91.0
0H‘HH‘m"‘(‘)uH“M"q‘m‘\?%‘9"m“l“uu“m““1!“”“““‘””‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131423.D

Acq On : 28 Nov 2022 11:22
Operator : CG\JU

Sample : N5747-07

Misc

ALS Vial : 5 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 8 Benzene, 1-ethyl-3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.510 91.13 ng 2158940 1,4-Dichlorobenzene-d4 6.951

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-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 752 (6.510 min): BF131423.D\data.ms (-749) (-) m/z 105.10 100.00%
105.1
5000
120.1
390 630 77‘-0 91.0 6.20 6.40 6.60 6.80

0‘w‘Hw‘Hw‘HﬁuHqWH‘NM‘_H”_me‘Hwhﬁ‘wmwuu‘u m/z 120.10  29.13%

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 77.00  13.39%
77.0 91.0
O \\‘]\_\5\.\0‘\\\‘\‘\\?\’?‘.\O\H“\H\6‘%\.‘\0\‘\\\m‘H\\H\H‘\Ml\‘\\‘\‘\“‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
6.20 6.40 6.60 6.80
5000 m/z 91.00 12.28%
79.0 120.0
39.0 65.0 H
o S N RN N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl- ‘W“‘W“‘WAT‘W“H%
105.0 6.20 6.40 6.60 6.80
m/z 78.95 10.87%
5000
120.0
39.0 63.0 77.0 91.0 ﬂ M]L J
o‘wH'_‘m"m“m‘WMHn‘u(hw‘H‘:‘W"“:‘H_‘:Mmumw e LRV A SR B
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\BF112822\
Data File : BF131423.D

Acq On : 28 Nov 2022 11:22
Operator : CG\JU

Sample : N5747-07

Misc

ALS Vial : 5 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 9 Benzene, 1l-ethyl-4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.639 103.23 ng 2445510 1,4-Dichlorobenzene-d4 6.951

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, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 774 (6.639 min): BF131423.D\data.ms (-770) (-) m/z 105.05 100.00%
105.1
5000
120.1
390 63.0 77‘.0 91.0 6.40 6.60 6.80 7.00

0‘W‘H‘_H‘_‘Jp‘HHmH‘WVWH‘m‘HqMH‘_Mﬁwwmpu‘w m/z 120.05  29.547%

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 77.00 13.51%
77.0 91.0
O\\‘]\_\5\.\0‘\\\‘\‘\\3\19‘.(\)\\\“\\\\6‘%\.‘\0\‘\\\}“\\\\““\\‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
6.40 6.60 6.80 7.00
5000 m/z 91.00 12.97%
79.0 120.0
39.0 650 | 920 ||
1 N | Rt et R
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 6.40 6.60 6.80 7.00
m/z 79.05 11.80%
120.0
5000
77.0
0 &30 910
) R A A ok NSO N FURN | R [N
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.40 6.60 6.80 7.00

8270-BF112122.M Fri Dec 02 12:12:39 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131423.D

Acq On : 28 Nov 2022 11:22
Operator : CG\JU

Sample : N5747-07

Misc

ALS Vial : 5 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 10 Benzene, 1,2,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.786 325.32 ng 7706830 1,4-Dichlorobenzene-d4 6.951
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 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 799 (6.786 min): BF131423.D\data.ms (-793) (-) m/z 105.10 100.00%

106.1

=

5000 120.1
510 _, 77‘-0 91.0 6.40 6.60 6.80 7.00 7.20
Ol 300 o 880 L mjz 120005 43.18%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0
5000

6.40 6.60 6.80 7.00 7.20
m/z 76.95 13.53%

39.0 77.0 91.0
OH‘H\-\‘H\‘\‘H\\“‘H\\i‘i‘\\\6’?\.‘(\)\‘H\‘H‘H\\“HH‘\Ml\‘\\‘\‘\“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0
6.40 6.60 6.80 7.00 7.20
5000 120.0 m/z 119.05  11.83%
77.0
51.0 91.0
Obrrrrrr 220 b it bt 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 11.60%
120.0
5000
77.0 91.0
ol.150 38030640 1" T )
R o R R e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.40 6.60 6.80 7.00 7.20

8270-BF112122.M Fri Dec 02 12:12:39 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131423.D

Acq On : 28 Nov 2022 11:22
Operator : CG\JU

Sample : N5747-07

Misc

ALS Vial : 5 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 11 Mesitylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.016 131.68 ng 3119450  1,4-Dichlorobenzene-d4 6.951

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 838 (7.016 min): BF131423.D\data.ms (-834) (-) m/z 105.05 100.00%
105.1
5000 120.1 n
39.0 63.0 77.0 91.0 6.60 6.80 7.00 7.20 7.40

0“_H‘_H‘_Hqu‘Wmwww‘wuﬂwuumu‘ﬂﬂ‘_mﬂhuw‘u m/z 120.10  39.65%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #10692: Mesitylene

105.0
5000 120.0
6.60 6.80 7.00 7.20 7.40
m/z 77.00 12.74%
1.0 910
O H‘HH‘\2\\7\.9H\“\H\i“\‘\\M\‘\‘\\‘H\‘U‘HH“H\\‘\‘}1\‘\\‘\‘\“‘\\\\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
6.60 6.80 7.00 7.20 7.40
m/z 91.00 10.51%
5000 120.0 /
39.0 77.0 910
0238 bbb b bl e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 6.60 6.80 7.00 7.20 7.40
m/z 119.05 9.41%
5000 120.0
28.0 77.0 91.0
51.0 :
0 H‘lﬁiq“w!_H“‘uH‘Hw”wMwH‘m‘HH“‘HH_‘kuu“uwm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 6.80 7.00 7.20 7.40

8270-BF112122.M Fri Dec 02 12:12:41 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131423.D

Acq On : 28 Nov 2022 11:22
Operator : CG\JU

Sample : N5747-07

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1Indane

Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
7.139 145.15 ng 3438550 1,4-Dichlorobenzene-d4 6.951
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1e 000496-11-7 90
2 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 74
3 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 50
4 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 50
5 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 49
Abundance Scan 859 (7.139 min): BF131423.D\data.ms (-854) (-) m/z 117.10 100.00%
117.1
5000
910 LN L R R
38.1 63.0 ‘ 6.80 7.00 7.20 7.40
b B o e m/z 118,10 55.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #10180: Indane
117.0
5000 L L R IR R

39.0 91.0
\]\-4\(‘)\‘}\\‘\\“}ﬁf\\‘\h‘\\“\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0
5000
91.0
39.0 650
0! — e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #121208: Benzaldehyde, 4-(1-phenyl-2-propenyloxy)-
117.0

5000

91.0
0 39.0 650 1 45501780 238.C
et e 0201780 2385

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

6.80 7.00 7.20 7.40

m/z 115.05  33.32%

6.80 7.00 7.20 7.40

m/z 91.05 17.52%

I

6.80 7.00 7.20 7.40

m/z 63.00 9.88%

il

6.80 7.00 7.20 7.40

8270-BF112122.M Fri Dec 02 12:12:42 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131423.D

Acq On : 28 Nov 2022 11:22
Operator : CG\JU

Sample : N5747-07

Misc

ALS Vial : 5 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, 1,3-diethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.198 22.19 ng 525646 1,4-Dichlorobenzene-d4 6.951

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 97
3 Benzene, 1,4-diethyl- 134 CleHi4 000105-05-5 95
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 869 (7.198 min): BF131423.D\data.ms (-866) (-) m/z 119.10 100.00%
119.1
5000 134.1
91.0
51.0 76‘ ‘ 6.80 7.00 7.20 7.40 7.60
Ot 780 L L hyz 1e5.05  96.27%
miz--> 20 40 60 8 100 120 140
Abundance #17033: Benzene, 1,3-diethyl-
119.0
5000 1340 ‘HH‘HH/‘\I\\/\L\J\\‘HH’H
6.80 7.00 7.20 7.40 7.60
27.0 510 91.0 m/z 134.05 44.83%
O\\\‘\‘\‘\\“‘\\“H\“\‘\?G\‘ \\“i\“u‘\\‘\"‘\\\‘\‘\
m/z--> 60 80 100 120 140
Abundance #17032.Benzene,12—meﬂwL
119.0
6.80 7.00 7.20 7.40 7.60
5000 134.0 m/z 91.00  31.09%
91.0
39.0 65.0
L N v YT
miz--> 20 40 60 80 100 120 140
Abundance #17031: Benzene, 1,4-diethyl-
119.0 6.80 7.00 7.20 7.40 7.60
m/z 76.95 18.30%
5000 134.0
91.0
41.0 65.0
ol 280 T 20l L
m/z--> 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40 7.60

8270-BF112122.M Fri Dec 02 12:12:42 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131423.D

Acq On : 28 Nov 2022 11:22
Operator : CG\JU

Sample : N5747-07

Misc

ALS Vial : 5 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-methyl-4-propyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.222 21.42 ng 507527 1,4-Dichlorobenzene-d4 6.951

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-4-propyl- 134 CleH14 001074-55-1 91
2 Benzene, 1-methyl-3-propyl- 134 CleHi4 001074-43-7 91
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
4 Benzene, 1l-methyl-2-propyl- 134 CleHi4 001074-17-5 90
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 78
Abundance Scan 873 (7.222 min): BF131423.D\data.ms (-871) (-) m/z 105.05 100.00%
105.1
5000

134.1 S| RV W SUP—

650 77‘-0 | ‘ 6.80 7.00 7.20 7.40 7.60
oH_m_W‘WWwHuwmi“HH“!WMH_Mwww m/z 134.05  23.23%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #17052: Benzene, 1-methyl-4-propyl-

105.0
5000
6.80 7.00 7.20 7.40 7.60
134.0 m/z 106.05  15.38%
77.0
O\\‘H\\‘%Z\"()H\\“H?]‘T\.f)\\‘\‘\‘\\‘\Hm‘\H\‘MH\‘\M!\‘H‘\‘\‘HH‘H‘H‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0
NSNS BN S S
6.80 7.00 7.20 7.40 7.60
5000 m/z 77.00 13.52%
134.0
39.0 77.0 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17045: Benzene, (1-methylpropyl)-
105.0 6.80 7.00 7.20 7.40 7.60
m/z 91.00 11.69%
5000
134.0
27.0 51.0 77.0
0‘wu‘wH‘ﬁuHWHHHHH‘NH_‘Mwu‘mu‘NNW‘HW‘HW‘mW‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40 7.60

8270-BF112122.M Fri Dec 02 12:12:43 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131423.D

Acq On : 28 Nov 2022 11:22
Operator : CG\JU

Sample : N5747-07

Misc

ALS Vial : 5 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 15 Benzene, 1,4-diethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.269 48.60 ng 1151400 1,4-Dichlorobenzene-d4 6.951

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 96
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 94
3 Benzene, 2-ethyl-1,4-dimethyl- 134 CleHi4 001758-88-9 94
4 o-Cymene 134 CleHi4 000527-84-4 93
5 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 92
Abundance Scan 881 (7.269 min): BF131423.D\data.ms (-877) (-) m/z 119.10 100.00%
119.1
5000 91.0 134.1
39.0 65.0 ‘ 7.00 7.20 7.40 7.60
Obeerrererreeryerraterretbrrss e el el Ll gz 165,10 59.77%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000 134.0 J*"/UU\,
91.0 7.00 7.20 7.40 7.60
m/z 91.00 45.66%
41.0 65.0
O \\‘HH‘??"\?HH“‘\H\i‘\\H‘\‘\‘H‘\HM’HH‘H‘H\‘\‘H\‘\\M‘{l\\\\’\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
7.00 7.20 7.40 7.60
5000 134.0 m/z 134.05  44.04%
91.0
39.0 65.0
O it P
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0 7.00 7.20 7.40 7.60
m/z 77.00 16.76%
5000
134.0
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.00 7.20 7.40 7.60

8270-BF112122.M Fri Dec 02 12:12:44 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131423.D

Acq On : 28 Nov 2022 11:22
Operator : CG\JU

Sample : N5747-07

Misc

ALS Vial : 5 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 15
R.T. EstConc Area Relative to ISTD R.T.
7.416 26.73 ng 633235 1,4-Dichlorobenzene-d4 6.951

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 CleH14 000527-84-4 95
2 Benzene, 1-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 94
4 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 93
5 p-Cymene 134 CleH14 000099-87-6 93
Abundance Scan 906 (7.416 min): BF131423.D\data.ms (-902) (-) m/z 119.05 100.00%
119.1
5000
134.1
91.0
510 660 ‘ | 7.00 7.20 7.40 7.60 7.80
Obrrrrrerrrrrerr b @00 et L myz 134,05 30.74%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: 0-Cymene
119.0
5000
7.00 7.20 7.40 7.60 7.80
010 134.0 m/z 91.00 20.07%
41.0 65.0 ‘
O H‘\\H‘H\‘\‘\\H“‘\H\“\\\w’\‘\‘\\‘\HM“H\\“{‘\H‘\WH’\\wil\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
7.00 7.20 7.40 7.60 7.80
5000 m/z 105.05 14.36%
91.0 134.0
39.0 65.0 ‘ ‘
0 H%%ﬂumM\JﬁHﬂhHHHHMJWHHMWHNmWHML\HMﬁwH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- P A e
119.0 7.00 7.20 7.40 7.60 7.80
m/z 120.10 9.52%
5000
91.0 134-0
39.0 65.0 ‘
0 ‘“1“5(‘0“‘m‘HH“uH‘i‘m",“1‘”“H‘l“H‘m‘H‘1‘1‘1‘,Hmuu_mw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.00 7.20 7.40 7.60 7.80

8270-BF112122.M Fri Dec 02 12:12:45 2022 Page: 16



Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\

BF131423.D

: 28 Nov 2022 11:22
: CG\JU
: N5747-07

: 5 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

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 Benzene, 1-methyl-3-(1-meth...

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
7.439 18.10 ng 428820 1,4-Dichlorobenzene-d4 6.951
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 CleH14 000527-84-4 97
2 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
4 p-Cymene 134 C10H14 000099-87-6 94
5 Benzene, 1-ethyl-2,4-dimethyl- 134 CleH14 000874-41-9 94
Abundance Scan 910 (7.439 min): BF131423.D\data.ms (-908) (-) m/z 119.10 100.00%
119.1
5000
134.1
91.0
390 650 7.20 7.40 7.60 7.80
Ol rrrrprrreproeberee et ettt bbb m/z 134,05 25.58%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: 0-Cymene
119.0
5000
7.20 7.40 7.60 7.80
91.0 134.0 m/z 91.05 17.98%
41.0 65.0 ‘
O \\‘H\\‘H\‘\‘HH“‘H\\“\Hw‘\‘\‘\\‘\HM“HH“{‘\\\‘\WH‘Hwil\\\\‘\\‘\\‘\\\
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
5000 m/z 120.10 9.66%
134.0
91.0
0\\%ﬁguwwufﬁ?uﬁuw?ﬁﬂ\HWHH‘MHMW\MMHH\WHMM\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0 7.20 7.40 7.60 7.80
m/z 77.00 8.57%
134.0
5000
91.0
\ e 63.0 L ! \ li
O et e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131423.D

Acq On : 28 Nov 2022 11:22

Operator : CG\JU

Sample : N5747-07

Misc

ALS Vial : 5 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 18 Naphthalene, 2,7-dimethyl- Concentration Rank 14

R.T EstConc Area Relative to ISTD R.T.
9.592  28.48 ng 887572  Acenaphthene-di0 10.004
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 95
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 95
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95

Abundance Scan 1276 (9.592 min): BF131423.D\data.ms (-1269) (-} | m/z 156.10 100.00%
156.1
5000
1171 A Il
— LA
390 6?\) ° | e 3 178.1 %59
O bbbl ot : m/z 141.00  75.63%
miz--> 20 60 80 100 120 140 160 180
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0
5000
950
m/z 155. 36.38%
77.0 128.0
A0l 1020
O‘\‘\\\“\\“\‘\‘}}\‘\“\\\\‘\\\\’\‘\‘\\i\\‘ ‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33164: Naphthalene, 1,6-dimethyl-
156.0 Aﬂk
950
5000 ITI/Z 117.05 27.61%
115.0
0,280 490 690 | 1370
T B L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33160: Naphthalene, 1,4-dimethyl-
156.0 950
m/z 115.00 26.80%
5000
s10 770 115.0
O e ety e el Lk
m/z--> 20 40 60 80 100 120 140 160 180 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131423.D

Acq On : 28 Nov 2022 11:22
Operator : CG\JU

Sample : N5747-07

Misc

ALS vial : 5

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 19 Naphthalene, 2,3-dimethyl- Concentration Rank 16

R.T EstConc Area Relative to ISTD R.T.
9.663 24.59 ng 766276  Acenaphthene-di10 10.004
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 97
Abundance Scan 1288 (9.663 min): BF131423.D\data.ms (-1283) (-) m/z 156.10 100.00%
156.1
5000 ﬂ\
115.0 ‘j\ | JK -
63.0 9.50 10.00
39.0 89.0
(| wwmmw;_MHM_“1‘89;1‘” m/z 141.05  91.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0
5000 SN '
9.50 10.00
115.0 ITI/Z 155.10 29.07%
51.0 76.0
O \‘2\7‘\-(\)\“ T \“\ T “H‘\ \”U“ T “\ T \‘1 T \1\*3\5\)‘1 T \‘U“‘ T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33156: Naphthalene, 1,7-dimethyl-
AP
9.50 10.00
5000 m/z 115.00 21.46%
510 770 115.0
N e O SPRPRR S W | AN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33162: Naphthalene, 1,6-dimethyl- — =
156.0 9.50 10.00
m/z 128.00 14.87%
5000
77.0 115.0
51.0
ol 20 2ty bl MU I
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131423.D

Acq On : 28 Nov 2022 11:22
Operator : CG\JU

Sample : N5747-07

Misc

ALS Vial : 5 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 Naphthalene, 1,7-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.686 16.91 ng 527093  Acenaphthene-d10 10.004

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
Abundance Scan 1292 (9.686 min): BF131423.D\data.ms (-1290) (-) m/z 156.10 100.00%
156.1
5000 A
510 770 10 9.50 10.00
] S w‘\ml‘_wwmu“35*1“M_H1§2‘-‘1H m/z 141.05  77.23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
5000 o '
9.50 10.00
770 m/z 155.05  35.81%
1. ' 115.0
0 \\\‘2\7\.\0\" \5\‘\(\)“‘\\\‘”“\\H‘H\‘\‘\‘1‘\\‘“\\‘w‘mm‘mm
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
9.50 10.00
5000 m/z 115.00 15.07%
510 77.0 115.0
S T R B | R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33163: Naphthalene, 1,6-dimethyl- — T
156.0 9.50 10.00
m/z 153.05 14.92%
5000
770 115.0
51.0 :
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131423.D

Acqg On : 28 Nov 2022 11:22
Operator : CG\JU

Sample : N5747-07

Misc

ALS vial : 5 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... 2.246 105.8 ng 2505920 1 6.951 473797 20.0
Benzene, propyl- 6.416 80.1 ng 1897140 1 6.951 473797 20.0
Benzene, 1l-ethy... 6.481 74.3 ng 1760180 1 6.951 473797 20.0
Benzene, 1-ethy... 6.510 91.1 ng 2158940 1 6.951 473797 20.0
Benzene, 1-ethy... 6.639 103.2 ng 2445510 1 6.951 473797 20.0
Benzene, 1,2,3-... 6.786 325.3 ng 7706830 1 6.951 473797 20.0
Mesitylene 7.016 131.7 ng 3119450 1 6.951 473797 20.0
Indane 7.139 145.2 ng 3438550 1 6.951 473797 20.0
Benzene, 1,3-di... 7.198 22.2 ng 525646 1 6.951 473797 20.0
Benzene, 1-meth... 7.222 21.4 ng 507527 1 6.951 473797 20.0
Benzene, 1,4-di... 7.269 48.6 ng 1151400 1 6.951 473797 20.0
o-Cymene 7.416 26.7 ng 633235 1 6.951 473797 20.0
Benzene, 1-meth... 7.439 18.1 ng 428820 1 6.951 473797 20.0
Naphthalene, 2,... 9.592 28.5 ng 887572 3 10.004 623352 20.0
Naphthalene, 2,... 9.663 24.6 ng 766276 3 10.004 623352 20.0
Naphthalene, 1,... 9.686 16.9 ng 527093 3 10.004 623352 20.0
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