LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123668.D

Acqg On : 21 Apr 2021 15:39
Operator : JU/CG

Sample : M1998-04

Misc :

ALS Vvial : 10 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-BF041521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123668.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.051 499 504 510 rBV 1955577 2147277 35.06% 2.478%
2 5.469 571 575 581 rVB 3628806 3090645 50.46% 3.566%
3 6.098 679 682 685 rVw2 175042 196954  3.22% 0.227%
4 6.392 727 732 737 rBV2 327830 472539  7.72%  ©.545%
5 6.487 743 748 753 rBV2 4353433 6124877 100.00% 7.067%
6 6.598 762 767 770 rBV4 166048 278629 4.55% 0.321%
7 6.681 778 781 785 rBV 731252 686046 11.20% 0.792%
8 6.763 789 795 801 rBV 729148 830657 13.56% ©.958%
9 6.851 806 810 812 rVV 1797241 1687043 27.54% 1.947%
10 6.869 812 813 817 rVB 429430 211126 3.45% 0.244%
11 6.910 817 820 823 rBV 551282 503507 8.22% 0.581%
12 6.981 828 832 833 rVVv2 225351 304415 4.97% 0.351%
13  6.998 833 835 839 rVW2 266627 265198 4.33% 0.306%
14 7.128 852 857 860 rBV 438331 461491 7.53% ©.532%
15 7.192 866 868 872 rBV 230479 219318 3.58% 0.253%
16 7.245 872 877 880 rBV5 225257 351365 5.74% 0.405%
17 7.281 880 883 890 rVV6 124825 247161 4.04%  0.285%
18 7.410 895 905 907 rVV 3680572 3444693 56.24% 3.975%
19 7.451 910 912 916 rVB2 274740 251245 4.10% 0.290%
20 7.498 916 920 923 rVB5 263344 441750 7.21% 0.510%
21 7.557 923 930 933 rBV3 173266 398619 6.51% 0.460%
22 7.604 933 938 941 rVvv4 190536 356267 5.82% 0.411%
23 7.634 941 943 945 rw 234895 202407 3.30% 0.234%
24  7.657 945 947 950 rVB3 345881 326093 5.32% 0.376%
25 7.775 965 967 971 rVB3 331204 307676 5.02% 0.355%
26 7.822 971 975 977 rBV3 179569 217837 3.56% 0.251%
27 7.886 982 986 990 rBV3 288104 373394 6.10% 0.431%
28 8.022 1004 1009 1011 rBvV2 580381 723686 11.82% 0.835%
29 8.086 1016 1020 1023 rVV5 129933 226050 3.69% 0.261%
30 8.134 1023 1028 1031 rVV 2347832 2570182 41.96% 2.966%
31 8.198 1035 1039 1042 rVB 1033608 837390 13.67% 0.966%
32 8.228 1042 1044 1047 rBV3 245356 271029 4.43% 0.313%
33 8.345 1061 1064 1066 rVB2 369201 307979 5.03% 0.355%
34 8.428 1074 1078 1081 rVV4 417647 560767 9.16% 0.647%
35 8.481 1085 1087 1090 rBV2 342169 320416 5.23% 0.370%

36 8.516 1090 1093 1097 rVB3 446043 461927 7.54% 0.533%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123668.D

Acqg On : 21 Apr 2021 15:39
Operator : JU/CG

Sample : M1998-04

Misc :

ALS Vvial : 10 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-BF041521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.563 1097 1101 1103 rBV 1362583 1294908 21.14%  1.494%
38 8.581 1103 1104 1106 rVV2 389560 236911 3.87% ©.273%
39 8.598 1106 1107 1110 rVB2 317914 249710 4.08%  0.288%
40 8.681 1117 1121 1126 rBV6 394761 562744 9.19% 0.649%
41 8.728 1126 1129 1133 rVV 702179 708171 11.56% ©0.817%
42 8.775 1134 1137 1139 rVV 884568 859268 14.03% 0.991%
43 8.828 1143 1146 1148 rVB 568023 558104 9.11% 0.644%
44  8.886 1153 1156 1159 rVB 615308 480276 7.84% 0.554%
45 8.916 1159 1161 1164 rBV3 198903 281069 4.59% ©.324%
46 9.016 1175 1178 1182 rBV3 525942 797524 13.02%  0.920%
47 9.051 1182 1184 1188 rVVv2 393013 513381 8.38% ©0.592%
48 9.098 1189 1192 1195 rVWW 437637 484660 7.91%  ©.559%
49  9.133 1196 1198 1200 rVV2 598049 482550 7.88% 0.557%
50 9.163 1200 1203 1206 rVV 1830240 1463419 23.89% 1.689%
51 9.216 1208 1212 1214 rVB 4867072 4350040 71.02% 5.019%
52 9.298 1222 1226 1230 rBV3 985454 1346166 21.98% 1.553%
53 9.339 1231 1233 1236 rVV3 220296 229522 3.75% 0.265%
54 9.416 1243 1246 1249 rVB3 293996 288175 4.70% ©.333%
55 9.551 1267 1269 1271 rBV2 561638 440549 7.19% 0.508%
56 9.575 1271 1273 1276 rVB 442562 320949 5.24% 0.370%
57 9.622 1276 1281 1283 rBV2 2163340 3117847 50.90% 3.598%
58 9.763 1301 1305 1308 rBV3 566695 720472 11.76% ©.831%
59 9.810 1310 1313 1315 rVV 891305 774145 12.64%  0.893%
60  9.892 1324 1327 1330 rVB 2332718 2178281 35.56% 2.513%
61 9.933 1332 1334 1337 rBV3 327355 313383 5.12% ©.362%
62 10.004 1343 1346 1349 rVB3 408363 432529 7.06% 0.499%
63 10.057 1353 1355 1358 rVVW2 376150 496178 8.10% ©.573%
64 10.092 1358 1361 1364 rVV2 779933 860919 14.06% ©0.993%
65 10.116 1364 1365 1367 rVV2 307564 248620 4.06% ©.287%
66 10.151 1367 1371 1375 rVV3 799198 1160814 18.95% 1.339%
67 10.186 1375 1377 1379 rVB 299852 219444  3.58% ©.253%
68 10.216 1379 1382 1384 rBV3 387000 388221 6.34% 0.448%
69 10.239 1384 1386 1388 rVV2 340045 248415 4.06%  0.287%
70 10.269 1388 1391 1394 rVV3 372591 389042 6.35% 0.449%
71 10.304 1395 1397 1399 rVV3 630405 573908 9.37% 0.662%
72 10.327 1399 1401 1403 rVV 495548 397214 6.49%  0.458%
73 10.357 1403 1406 1408 rVV2 372391 416205 6.80% ©0.480%
74 10.386 1408 1411 1414 rVB4 335817 404611 6.61% ©0.467%
75 10.551 1435 1439 1445 rVB 2212481 2240213 36.58% 2.585%
76 10.598 1445 1447 1451 rVB3 455029 509921 8.33% ©.588%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123668.D

Acqg On : 21 Apr 2021 15:39
Operator : JU/CG

Sample : M1998-04

Misc :

ALS Vvial : 10 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-BF041521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 10.639 1451 1454 1456 rBV2 404780 508901 8.31% ©.587%
78 10.669 1456 1459 1460 rBvV2 563328 497603 8.12% ©.574%
79 10.816 1479 1484 1491 rBV 3867657 4562256 74.49% 5.264%
80 10.875 1491 1494 1497 rBV3 352839 516386 8.43% 0.596%
81 11.086 1528 1530 1532 rBV2 326180 287246  4.69% ©.331%
82 11.127 1535 1537 1538 rBV 348128 240210 3.92% 0.277%
83 11.251 1556 1558 1560 rBV 451332 377321 6.16% ©.435%
84 11.286 1560 1564 1570 rVB 2259520 2436200 39.78%  2.811%
85 11.386 1578 1581 1583 rBV 2152354 1953964 31.90%  2.255%
86 11.439 1588 1590 1596 rVB2 792594 1007462 16.45% 1.162%
87 11.633 1621 1623 1626 rVB 576124 487920 7.97% 0.563%
88 11.680 1629 1631 1633 rVB 496532 320969 5.24% ©.370%
89 11.916 1669 1671 1673 rVB 448308 336171 5.49% 0.388%
90 11.980 1680 1682 1683 rBV 359423 297668  4.86% ©.343%
91 12.086 1698 1700 1703 rVB2 429201 391757 6.40%  ©.452%
92 12.369 1746 1748 1751 rBV2 530201 512802 8.37% 0.592%
93 12.439 1758 1760 1763 rVB 555597 486263 7.94% 0.561%
94 12.598 1785 1787 1790 rVB 747179 652348 10.65% 0.753%
95 12.827 1824 1826 1829 rBV 699277 621355 10.14% 0.717%
96 12.974 1847 1851 1854 rBV 4147788 3732368 60.94% 4.307%
97 14.015 2025 2028 2029 rBV 1869620 1527021 24.93% 1.762%
98 15.515 2279 2283 2286 rBV 942337 1099673 17.95%  1.269%
99 16.439 2437 2440 2445 rVB5 202797 280657 4.58%  0.324%
100 16.674 2477 2480 2490 rVB6 343625 815687 13.32%  0.941%

Sum of corrected areas: 86666341
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 21 Apr 2021 15:39

: M1998-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042121\
BF123668.D

Ju/CaG

: 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123668.D

Acqg On : 21 Apr 2021 15:39
Operator : JU/CG

Sample ¢ M1998-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.051 25.46 ng 2147280 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 17
Abundance Scan 504 (5.051 min): BF123668.D\data.ms (-499) (-) m/z 43.00 100.00%
3.0
59.0
5000
 RAREEEE L
‘ 83.0 101.1 4.80 5.00 5.20 5.40
0t bbb e M/Z 59.00 59.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B I L I LN L
59.0 4.80 5.00 5.20 5.40
m/z 101.10 16.11%
31.0 83.0 101.0
O\\‘\\\\‘\\\‘““\\\\“ui\\‘\\}\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-
59.0
R EAREEEREY
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.00 14.26%
29.0
87.0
obaso UL Ll me
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-  RERERREEEAREE
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.70%
5000
101.0
270 41.0
o180 il WLl 710830 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123668.D

Acqg On : 21 Apr 2021 15:39
Operator : JU/CG

Sample ¢ M1998-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 4-Decene, 2,2-dimethyl-, (E)- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
6.681 8.13 ng 686046 1,4-Dichlorobenzene-d4 6.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Decene, 2,2-dimethyl-, (E)- 168 C12H24 055534-69-5 50
2 Thiolane-3,4-dicarbonitrile, 2,5... 386 C16H20@F6N2S 1000260-74-6 43
3 Heptane, 2,2,6,6-tetramethyl-4-m... 168 C12H24 000141-70-8 43
4 Nonane, 2,2,4,4,6,8,8-heptamethyl- 226 C16H34 004390-04-9 39
5 2-Hexene, 5,5-dimethyl-, (Z)- 112 C8H16 039761-61-0 32
Abundance Scan 781 (6.681 min): BF123668.D\data.ms (-778) (-) m/z 57.05 100.00%
57.0
5000
6.40 6.60 6.80 7.00
| 970 1681 .
ol 1 m/z 41.05 18.45%
mlz--> 50 100 150 200 250 300 350
Abundance #36839: 4-Decene, 2,2-dimethyl-, (E)-
57.0
5000 L L L I BN LR
6.40 6.60 6.80 7.00
m/z 55.00 6.33%
112.0
O\\“\‘\“‘h\h\“\“1‘\\\‘l\6§.\0\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #205313: Thiolane-3,4-dicarbonitrile, 2,5-di-tert-butyl-3,4-
57.0
e EEEAREEEEEE T
6.40 6.60 6.80 7.00
5000 m/z 56.00 5.75%
ol i, 1150 234.0 3711
e e
miz--> 50 100 150 200 250 300 350
Abundance  #36875: Heptane, 2,2,6,6-tetramethyl-4-methylene- e RBRARSwEEE T
57.0 6.40 6.60 6.80 7.00
m/z 97.05 4.69%
) mh
97.0
ob il Ly ‘165‘30 . e AN e
m/z--> 50 100 150 200 250 300 350 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123668.D

Acqg On : 21 Apr 2021 15:39
Operator : JU/CG

Sample ¢ M1998-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 3-Heptene, 2,2,4,6,6-pentam... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.763 9.85 ng 830657 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptene, 2,2,4,6,6-pentamethyl- 168 C12H24 000123-48-8 90
2 Z-3,4,4-Trimethyl-2-pentene 112 C8H16 039761-64-3 58
3 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 53
4 2-Pentene, 3,4,4-trimethyl- 112 C8H1e6 000598-96-9 53
5 2-(Diethylamino)acetonitrile 112 C6H12N2 003010-02-4 52
Abundance Scan 795 (6.763 min): BF123668.D\data.ms (-789) (-) m/z 57.10 100.00%
57.1
97.0
5000
} 6.40 6.60 6.80 7.00
39/0 ‘ 168.2 . . . .
79,
o"H"HJmmmm‘uupPHm‘Hu‘wml??uz”wm m/z 97.85 59.80%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36859: 3-Heptene, 2,2,4,6,6-pentamethyl-
57.0 97.0
5000 L L L B LA B I
6.40 6.60 6.80 7.00
29.0 168.0 m/z 41.05 28.31%
o o
(O \\\‘\H\\“‘\ \‘\‘\“ \“\‘\ \HJ\ \‘\‘\“ T ‘HH‘HH‘H‘H
miz--> 20 40 60 80 100 120 140 160
Abundance #6758: Z-3,4,4-Trimethyl-2-pentene
55.0 97.0
o
6.40 6.60 6.80 7.00
5000 m/z 55.00 23.83%
27.0 ‘ 79.0
o PR 1 N S
miz--> 20 40 60 80 100 120 140 160
Abundance #6766: 2-Pentene, 2,4,4-trimethyl- EAEERaEaEEE S
55.0 97.0 6.40 6.60 6.80 7.00
m/z 69.05 18.68%
5000
27.0
\ H “ M‘ ‘79-0 \
O | il L Ll )

m/z--> 20 40 60 80 100 120 140 160 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123668.D

Acqg On : 21 Apr 2021 15:39

Operator : JU/CG

Sample ¢ M1998-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Heptane, 3,5-dimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
6.910 5.97 ng 503507 1,4-Dichlorobenzene-d4 6.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 53
2 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1000309-37-4 53
3 Propanoic acid, 2,2-dimethyl-, o... 214 C13H2602 027751-88-8 53
4 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 50
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 50
Abundance Scan 820 (6.910 min): BF123668.D\data.ms (-817) (-) m/z 57.10 100.00%
57.1
- M
AR TR SRR e
39 “ﬂ 83.0 05.1 6.60 6.80 7.00 7.20
Ol b P05 1271 1690 o 43010 43.19%
m/z--> 20 40 60 80 100 120 140 160
Abundance #12685: Heptane, 3,5-dimethyl-
57.0
5000 I L R R B
6.60 6.80 7.00 7.20
290 99.0 m/z 41.00 37.68%
O \\\‘\‘\‘\\“\\\u’”‘\\‘”??‘o\\\\“‘\\\\‘].\2\8\0\‘\\\\‘\\\\
miz--> 20 60 80 100 120 140 160
Abundance #120800. Oxalic acid, isobutyl nonyl ester
57.0
oy
6.60 6.80 7.00 7.20
5000 m/z 55.00 29.94%
29.0
85.0
0 H | ‘ | H ‘M‘ 1r03 0 126.0 171 0
e el e R SRR
miz--> 20 40 60 80 100 120 140 160
Abundance  #72722: Propanoic acid, 2,2-dimethyl-, octyl ester AR R
57.0 6.60 6.80 7.00 7.20
m/z 56.05 22.21%
5000
20.0 103.0
‘ 85.0
o\ Do g Lo NRNWAMU ST
mlz--> 60 80 100 120 140 160 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123668.D

Acqg On : 21 Apr 2021 15:39
Operator : JU/CG

Sample ¢ M1998-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 2-Piperidinone Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.022 5.63 ng 723686 Naphthalene-d8 8.134

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Piperidinone 99 C5H9NO 000675-20-7 74
2 2-Pyrrolidinone, 1-methyl- 99 C5HO9NO 000872-50-4 64
3 Cyclopentanone, 2-methyl- 98 C6H100 001120-72-5 43
4 2H-Pyran-2-one, tetrahydro-6-pen... 170 C10H1802 000705-86-2 40
5 4H-Imidazol-4-one, 2-amino-1,5-d... 99 C3H5N30 000503-86-6 38

Abundance Scan 1009 (8.022 min): BF123668.D\data.ms (-1004) (-) m/z 43.05 100.00%

43.0 99.0
5000
70.1
[ T
H ‘ 1220 151.2 7.60 7.80 8.00 8.20 8.40
Ot P e bl LRSS m/z 99.00  97.60%
m/z--> 20 40 60 80 100 120 140 160
Abundance #3478: 2-Piperidinone
30.0
99.0
5000 [Trrfp i prrrrprrt
55.0 7.60 7.80 8.00 8.20 8.40
m/z 42.00 80.31%
0 \i”!‘,\{“\\“\\\\‘}HH‘HH‘H\\‘HH
miz--> 20 40 60 80 100 120 140 160
Abundance #3505: 2-Pyrrolidinone, 1-methyl-
99.0
[T T T
42.0 7.60 7.80 8.00 8.20 8.40
5000 m/z 41.05 72.18%
‘ 70.0
R— HH!‘,‘M“H_HWm_m‘mwm
miz--> 20 40 60 80 100 120 140 160
Abundance #3233: Cyclopentanone, 2-methyl- Rmaas R A
42.0 7.60 7.80 8.00 8.20 8.40
m/z 55.00 53.97%
98.0
5000 69.0
0 M, [T T
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20 8.40

8270-BF041521.M Thu Apr 22 15:00:36 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123668.D

Acqg On : 21 Apr 2021 15:39
Operator : JU/CG

Sample ¢ M1998-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Undecane, 2,6-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.198 6.52 ng 837390 Naphthalene-d8 8.134

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 94
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 90
3 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 64
4 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 64
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 59

Abundance Scan 1039 (8.198 min): BF123668.D\data.ms (-1035) (-) m/z 57.05 100.00%

57.0
5000
R ST
98.0 1400 7.80 8.00 8.20 8.40 8.60
oH_‘3‘5;‘_"Uﬂ"““7‘9‘-9‘H“_‘eu}zﬂl““;“15?:2‘_” m/z 43.05 44.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48882: Undecane, 2,6-dimethyl-
57.0
5000 I B LB B
7.80 8.00 8.20 8.40 8.60
m/z 71.05 32.15%
29.0 8.0
O\\‘\‘\‘\\“\\\‘!‘\\\\‘Q‘\\\“\\}\’\\\]-\4.‘1\9\\‘1\6\9\\0‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48867: Undecane, 3,6-dimethyl-
57.0
AR ERRRREE R
7.80 8.00 8.20 8.40 8.60
5000 m/z 41.05 24.49%
29.0 85.0
AN O s L CREE Y
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48869: Undecane, 4,6-dimethyl- R RARESEEEE
57.0 7.80 8.00 8.20 8.40 8.60
m/z 56.00 13.87%
5000
29.0 5.0 113.0
S M e e el
m/z--> 20 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40 8.60

8270-BF041521.M Thu Apr 22 15:00:37 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123668.D

Acqg On : 21 Apr 2021 15:39
Operator : JU/CG

Sample ¢ M1998-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Octane, 2,6-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.563 10.08 ng 1294910 Naphthalene-d8 8.134

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 83
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 78
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72
4 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 64
5 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 64

Abundance Scan 1101 (8.563 min): BF123668.D\data.ms (-1097) (-) m/z 57.00 100.00%
57.0

T
‘ 851 1139 5 8.20 8.40 8.60 8.80
Ol et 1952 1831 s 71,10 57.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48875: Undecane, 2,6-dimethyl-
57.0
5000 L L L L L L I R B
8.20 8.40 8.60 8.80
m/z 43.10 57.33%
29.0 ‘ 98.0
O \\\‘\H‘\ \“‘\ T \‘ “ T \H} T “H\ T \““ \\\“\‘\\}\4"].\.\()\ \‘\\\]\-‘8\4.\.\0\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19181: Octane, 2,6-dimethyl-
57.0
T
8.20 8.40 8.60 8.80
5000 ITI/Z 41.05 29.02%
29.0
‘ ‘ 85.0 1130
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71411: Dodecane, 2,6,11-trimethyl- A A RARSaRET o
57.0 8.20 8.40 8.60 8.80
m/z 56.00 20.70%
5000
85.0
29.0
bt L L M0 a0 1690 aomg ATV
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80

8270-BF041521.M Thu Apr 22 15:00:38 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123668.D

Acqg On : 21 Apr 2021 15:39
Operator : JU/CG

Sample ¢ M1998-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 5H-1-Pyrindine Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.775 6.69 ng 859268 Naphthalene-d8 8.134

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5H-1-Pyrindine 117 C8H7N 000270-91-7 94
2 Indole 117 C8H7N 000120-72-9 93
3 m-Aminophenylacetylene 117 C8H7N 054060-30-9 90
4 Indolizine 117 C8H7N 000274-40-8 87
5 Benzyl nitrile 117 C8H7N 000140-29-4 78
Abundance Scan 1137 (8.775 min): BF123668.D\data.ms (-1134) (-) m/z 117.00 100.00%
117.0
630 T T T T[T rrrys
‘ 1410 163.1182 8.40 8.60 8.80 9.00
[ — M MMHM ey ALO 021822 /7 9e.00  47.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8578: 5H-1-Pyrindine
11y7.0
90.0
5000 L L NN BN LR I
8.40 8.60 8.80 9.00
m/z 89.00 41.30%
390 63‘.0
O\‘\\\\“‘\\H}\“w\\\‘\\‘\\‘\\\U‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 60 80 100 120 140 160 180
Abundance #8573: Indole
117.0
“H‘W‘H“H‘W‘H‘,
8.40 8.60 8.80 9.00
m/z 62.95 17.66%
5000 900
63.0
290 |
L .
miz--> 20 40 60 80 100 120 140 160 180
Abundance #8585 m-Aminophenylacetylene R e RARNN
117.0 8.40 8.60 8.80 9.00
m/z 58.40 10.15%
5000
89.0
390 630 H |
O
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00

8270-BF041521.M Thu Apr 22 15:00:38 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123668.D

Acqg On : 21 Apr 2021 15:39
Operator : JU/CG

Sample ¢ M1998-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 unknown9.01 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.016 7.32 ng 797524  Acenaphthene-die 9.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trimethyl-3-pentanone 128 C8H160 005857-36-3 43

2 Dodecyl isobutyl carbonate 286 C17H3403 959067-22-2 43

3 Octane, 4-ethyl- 142 C10H22 015869-86-0 43

4 Oxirane, [(hexadecyloxy)methyl]- 298 C19H3802 015965-99-8 43

5 Dichloroacetic acid, 2,2-dimethy... 198 C7H12C1202 1000282-43-5 38
Abundance Scan 1178 (9.016 min): BF123668.D\data.ms (-1175) (-) m/z 57.10 100.00%

57.1
B 560 250 500 5.20 840
112.1 777"~ 163.0 : . : .
[ — w!u “:M‘ “‘HJ“ A L A9 2158 ) 41,10 34.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12603: 2,2,4-Trimethyl-3-pentanone
57.0
5000 | B ELBLALL B I
8.60 8.80 9.00 9.20 9.40
29.0 m/z 55.00 34.31%
| oo amo
O \\‘\‘\\\\‘\\\‘\“\\f\‘\‘\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #132956: Dodecyl isobutyl carbonate
57.0
s ERREaERET
8.60 8.80 9.00 9.20 9.40
5000 m/z 43.10 33.94%
29.0 83.0
Lo B0 1400 1680
) ST S O O O v A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19162: Octane, 4-ethyl- B Ea e S
57.0 8.60 8.80 9.00 9.20 9.40
m/z 71.00 26.44%
5000
29.0
85.0 112.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20 9.40

8270-BF041521.M Thu Apr 22 15:00:39 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123668.D

Acqg On : 21 Apr 2021 15:39
Operator : JU/CG

Sample ¢ M1998-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Dodecane, 2,6,11-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.163 13.44 ng 1463420  Acenaphthene-d10 9.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 83
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 72
3 Octane, 2-methyl- 128 C9H20 003221-61-2 72
4 Bacchotricuneatin c 342 C20H2205 066563-30-2 64
5 Heptacosane 380 C27H56 000593-49-7 64

Abundance Scan 1203 (9.163 min): BF123668.D\data.ms (-1200) (-) m/z 57.05 100.00%
57.0

%

5000
85.1
R A RRERRREEERRR
H ‘ 113.1 159.1 183.2 8.80 9.00 9.20 9.40
b3l RSSO0 S 18822079 s 71010 61.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71411: Dodecane, 2,6,11-trimethyl-
57.0
5000 L L LI LI BN B
8.80 9.00 9.20 9.40
85.0 . .10%
290 m/z 43.10 56.10%
N L ‘ 130 1410 1690 1970
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71405: Dodecane, 2,6,10-trimethyl-
57.0
AR R
8.80 9.00 9.20 9.40
5000 m/z 41.00 31.64%
29.0 85.0
Ll |20 1550 18302060
e e e e A e e e e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #12672: Octane, 2-methyl- A A RARSaRET o
43.0 8.80 9.00 9.20 9.40
m/z 85.10 26.05%
5000
71.0
T
Ol bbbt o e e e R L AL
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

8270-BF041521.M Thu Apr 22 15:00:40 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123668.D

Acqg On : 21 Apr 2021 15:39
Operator : JU/CG

Sample ¢ M1998-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 1-Octanol, 2-butyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.298 12.36 ng 1346170  Acenaphthene-d10 9.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 64
2 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 59
3 Hydroxylamine, O-decyl- 173 C1OH23NO 029812-79-1 58
4 1-Decanol, 2-ethyl- 186 C12H260 021078-65-9 53
5 Octane, 2,3,3-trimethyl- 156 C11H24 062016-30-2 47

Abundance Scan 1226 (9.298 min): BF123668.D\data.ms (-1222) (-) m/z 57.00 100.00%
57.0

85.1
R R a a AEET
H | 1932 9.00 9.20 9.40 9.60
Ol Ml H”‘ Wumlﬁl“l“_wwww”w m/z 43.10  65.73%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #50324: 1-Octanol, 2-butyl-
57.0
5000 LU B L B L B
9.00 9.20 9.40 9.60
29.0 850 m/z 55.00 43.15%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #172308: Sulfurous acid, butyl tetradecyl ester
57.0
e
9.00 9.20 9.40 9.60
5000 ITI/Z 41.10 40.30%
85.0
29.0
T A R T e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #40489: Hydroxylamine, O-decyl- AR AR RS
43.0 9.00 9.20 9.40 9.60
m/z 71.10 40.02%
) | /\MM
oo A4 20100 1730 bW
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260 9.00 9.20 9.40 9.60

8270-BF041521.M Thu Apr 22 15:00:40 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123668.D

Acqg On : 21 Apr 2021 15:39
Operator : JU/CG

Sample ¢ M1998-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Tetratetracontane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.622 28.63 ng 3117850  Acenaphthene-d10 9.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 86
2 Tridecane 184 C13H28 000629-50-5 72
3 Tetradecane 198 C14H30 000629-59-4 72
4 Eicosane 282 C20H42 000112-95-8 64
5 Decane, 5-propyl- 184 C13H28 017312-62-8 64

Abundance Scan 1281 (9.622 min): BF123668.D\data.ms (-1276) (-) m/z 57.05 100.00%

57.0
5000
‘géo‘ iobd
41.1 ’ ’
o‘H‘w‘“H‘Jf‘fw,”%%?wH_Hwmwwwwwwww m/z 43.10  78.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57.0
5000 — —
9.50 10.00
m/z 71.10 66.21%
o ‘ HH{;Q;gamze?.oss?.o 463.0 561.0
‘HH‘\H\‘\\\\’H\\‘TH\‘HW\‘1\HT\H!‘1HW\HT‘\T\W\HT‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #48832: Tridecane
57.0
— —
9.50 10.00
5000 ITI/Z 55.00 36.14%
\ n 184.0
O e e e b e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #59881: Tetradecane 7 —
57.0 9.50 10.00
m/z 41.05 35.02%
h JLJW/LWM
d‘ | 27.0198.0
0 et A e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 9.50 10.00

8270-BF041521.M Thu Apr 22 15:00:41 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123668.D

Acqg On : 21 Apr 2021 15:39

Operator Ju/caG

Sample ¢ M1998-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 unknown9.76 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
9.763 6.62 ng 720472  Acenaphthene-die 9.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Bromoacetic acid, pentadecyl ester 348 C17H33Br02

2 Behenic alcohol

3 Trifluoroacetic acid, pentadecyl...

4 1-Hexadecanol
5 4-Trifluoroacetoxyhexadecane

326 C22H460
324 C17H31F302
242 C16H340
338 C18H33F302

131143-01-6 45
000661-19-8 41
959010-23-2 41
036653-82-4 41
1000215-97-5 41

Abundance Scan 1305 (9.763 min): BF123668.D\data.ms (-1301) (-)
55.0

m/z 55.00 100.00%

97.1 ﬁ\wwwwﬂMAﬁk$$quﬂMV
5000 193.2
152.1 —r —
‘ ‘ ‘ 9.50 10.00
o1 I\ ‘”‘“ T PO O m/z 41.10  98.12%
miz--> 50 100 1 200 250 300
Abundance #182418: Bromoacetic acid, pentadecyl ester
43.0 83.0
5000 — ——
9.50 10.00
T m/z 57.10 81.15%
ol ‘\“‘M‘JM \‘ | Hh | ‘m‘ SrC . 2850
miz--> 50 100 150 200 250 300
Abundance #166292: Behenic alcoho
83.0
43.0
— —
9.50 10.00
5000 m/z 69.00 76.33%
25.0
ol “L‘M | ‘\\\‘ | “\‘L‘ | 1870 2100 2800
m/z--> 50 100 150 200 250 300
Abundance #164113: Trifluoroacetic acid, pentadecyl ester — T
57.0 9.50 10.00
m/z 43.10 61.55%
h /\/\M
oisol L L) o e o sonc Lo e
m/z--> 50 100 200 250 300 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123668.D

Acqg On : 21 Apr 2021 15:39
Operator : JU/CG

Sample ¢ M1998-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 unknown9.81 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.810 7.11 ng 774145  Acenaphthene-die 9.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2,4-diisopropyl-1,1... 196 C14H28 1000149-60-5 38
2 2-Pentene, 3-ethyl-4,4-dimethyl- 126 C9H18 053907-59-8 27
3 1-Cyclopentyl-4-(1-methylethyl)c... 194 C14H26 1000215-44-4 25
4 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 25
5 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 22

Abundance Scan 1313 (9.810 min): BF123668.D\data.ms (- 1310) ) m/z 193.20 100.00%

0 g7g 198,
5000 123.1
= e
‘ d | ‘1511 ey 9.50 10.00
O et “q‘:m‘wuﬂ_‘wwﬁ‘u‘u“_“w‘u m/z 55.00 92.17%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #58324: Cyclohexane, 2,4-diisopropyl-1,1-dimethyl-
41.0 9.0 970

5000 r— ‘
9.50 10.00
153.0 m/z 41.05 84.27%
‘ i M125° d 196.0
T ‘ TTTT ’ T \ \ ‘ \ T \ \ ‘ T \ T ‘ rTTT ‘ TT 1T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTT

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

?

s

o

:

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

Abundance #56511: 1-Cyclopentyl-4-(1-methylethyl)cyclohexane
69.0 95.0 9.50 10.00

m/z 69.00 78.13%

Abundance #11611: 2-Pentene, 3-ethyl-4,4-dimethyl-
69.0 97.0

41.0

9.50 10.00
5000 m/z 97.10 83.85%
126.0
ok

— —

5000 151.0

F

125.0 ‘ 194.0
L

41.0 ‘
ot i L S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123668.D

Acqg On : 21 Apr 2021 15:39
Operator : JU/CG

Sample ¢ M1998-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Naphthalene, 1,6,7-trimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.092 7.90 ng 860919  Acenaphthene-die 9.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 90
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 90
3 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 60
4 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 60
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 55

Abundance Scan 1361 (10.092 min): BF123668.D\data.ms (-1358) (1 m/z 57.00 100.00%
57.0 155.1
5000 85.1
115.0 iObd
’ 207.2 :
S E— w“w o “ [ A X M (M80.L 20722340 ) 155 65 89.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38372: Naphthalene, 1,6,7-trimethyl-
155.0
5000 L ‘
10.00
m/z 43.05 81.11%
115.0
0 5170 769‘ | 1l \‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38375: Naphthalene, 2,3,6-trimethyl-
170.0
T \
10.00
5000 m/z 170.10 70.69%
128.0
o180 510 7801000 | || |
R L s R e A maa
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38364: 4,6,8-Trimethylazulene T T
170.0 10.00
m/z 71.10 52.66%
5000
128.0
I oo L2 W Y )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00

8270-BF041521.M Thu Apr 22 15:00:44 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123668.D

Acqg On : 21 Apr 2021 15:39
Operator : JU/CG

Sample ¢ M1998-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Undecane, 2,10-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.151 10.66 ng 1160810  Acenaphthene-d10 9.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 87
2 Hexadecane 226 C16H34 000544-76-3 86
3 Tridecane 184 C13H28 000629-50-5 78
4 Decane, 5-propyl- 184 C13H28 017312-62-8 72
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72

Abundance Scan 1371 (10.151 min): BF123668.D\data.ms (-1367) (- m/z 57.10 100.00%
57.1

o s MWWM\/VJL
0o 1050
113.1 ’ ’
oMw\‘mun“‘”“HH‘_m_ﬁﬁl“l‘ﬁ?‘?"ﬁ‘“‘2‘1“1‘%‘” m/z 43.00 76.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48884: Undecane, 2,10-dimethyl-
43.0
5000 710 e ——
10.00 10.50
m/z 71.05 58.31%
99.0 141.0
LA 1690
O\\\‘\\\\‘\\\‘\\}\‘\\\\‘\\\‘\‘\\\\i\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83027: Hexadecane
57.0
— —
10.00 10.50
5000 85.0 m/z 85.10 39.67%
29.0
ol Ll L 1301410 1690 1970 2260
H“H‘w“‘,H“_‘H“H‘_“W‘H‘,H‘w“H,H“_‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48834: Tridecane T ——
57.0 10.00 10.50
m/z 41.00  35.45%
5000 85.0
29.0
‘ | H | 1120 1410 1840
VS 1 S e~ M M e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123668.D

Acqg On : 21 Apr 2021 15:39
Operator : JU/CG

Sample ¢ M1998-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 Pentadecane, 2,6,10-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.551 20.57 ng 2240210  Acenaphthene-die 9.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 83
2 Octadecane, 6-methyl- 268 C19H40 010544-96-4 72
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 64
4 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 64
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 64

Abundance Scan 1439 (10.551 min): BF123668.D\data.ms (-1435) (- m/z 57.10 100.00%
57.1
o M\M
1050 |
99.1 .
1691
ol ‘L ‘Hu by 3891770 207.2239.3 m/z 43.10 42.53%
miz--> 50 100 150 200 250
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
5000 — :
10.50
m/z 71.10 37.23%
i 99.0
02\7“\0‘\‘ ‘H‘\ H‘ ““ \“ T %4\1‘()\ \18\3\0‘ T \2\3\9.? T T T T
miz--> 50 100 150 200 250
Abundance #117644: Octadecane, 6-methyl-
57.0
T
10.50
5000 m/z 41.05 20.80%
7.0 98.0
ol bl by Ll 1410 1970 2400
 EmamT A
miz--> 50 100 150 200 250
Abundance #141431: Eicosane, 10-methyl- 7
57.0 10.50
m/z 85.10 18.59%
5000
‘ 99.0 0
ol A b d T 1970 2300 2810 L
m/z--> 50 100 150 200 250 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123668.D

Acqg On : 21 Apr 2021 15:39
Operator : JU/CG

Sample ¢ M1998-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 Tridecane, 5-propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.816 46.70 ng 4562260  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 5-propyl- 226 C16H34 055045-11-9 90
2 Tridecane 184 C13H28 000629-50-5 80
3 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 72
4 Tridecane, 4-methyl- 198 C14H30 026730-12-1 64
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 64

Abundance Scan 1484 (10.816 min): BF123668.D\data.ms (-1479) (- m/z 57.05 100.00%
57.0

%

5000
85.0
113.1 10.50 11.00
183.2
Obrrrrefbr e b bk 24LL 2502 2120 244.2 m/z 71.10 57.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83031: Tridecane, 5-propyl-
57.0
5000 — pathed
10.50 11.00
85.0 m/z 43.10 52.56%
112.0 1
O ‘?\’\0\.9‘M\!‘HH}\‘\H\“H!‘\‘\‘\%\4%9\‘\}‘\\8“?\.(\)1‘\\\\2’2\6\\(\)‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48831: Tridecane
57.0
— —
10.50 11.00
5000 ITI/Z 41.10 23.78%
29.0 85.0
0 \‘ L | “ 113.0141.0  184.0
‘H‘W‘H‘_‘H‘H‘W‘H‘_“W‘H‘_‘H‘H‘W‘H‘V‘H‘H‘w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48893: Decane, 2,6,8-trimethyl- — —
57.0 10.50 11.00
m/z 85.05 22.47%
h thw/kmnﬂmﬂ\mwMMNvaA
85.0
0 ‘\ | 1130 1550 184.0
e e e e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00

8270-BF041521.M Thu Apr 22 15:00:46 2021 Page: 22



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123668.D

Acqg On : 21 Apr 2021 15:39
Operator : JU/CG

Sample ¢ M1998-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 Tridecane, 1-iodo- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.286 24.94 ng 2436200  Phenanthrene-die 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 5-propyl- 226 C16H34 055045-11-9 87
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 86
3 Tridecane 184 C13H28 000629-50-5 86
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 78
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 76

Abundance Scan 1564 (11.286 min): BF123668.D\data.ms (-1560) (1 m/z 57.10 100.00%
57.1

> M\A
oo i
ol w“ ‘Hu bl | 2411 1830 2292 267.3 m/z 71.16 58.01%
m/z--> 50 100 150 200 250 300
Abundance #83031: Tridecane, 5-propyl-
57.0
5000 — —
11.00 11.50
m/z 43.10 48.47%
112.0
O T T T ‘\“ ‘ h‘\ “‘ “’ \” T ‘\ T ’ T %8\“3\0’ \2\26\.0\ ’ T T T T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #152416: Tridecane, 1-iodo-
57.0
—— —
11.00 11.50
5000 m/z 85.10 32.94%
99.0 183.0
N 11
m/z--> 50 100 150 200 250 300
Abundance #48835: Tridecane T —
57.0 11.00 11.50
m/z 41.00 24.36%
. W
99.0
o200 | | %0 a0 3800
m/z--> 50 100 150 200 250 300 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123668.D

Acqg On : 21 Apr 2021 15:39

Operator : JU/CG

Sample ¢ M1998-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 28-Nor-17.beta.(H)-hopane

Relative to ISTD

Concentration Rank 6

R.T. EstConc Area
16.674 14.84 ng 815687
Hit# of 5 Tentative ID

Perylene-di2

1 28-Nor-17.beta. (H)-hopane

2 6-Fluoro-2-trifluoromethylbenzoi..
3 6-Fluoro-3-trifluoromethylbenzoi...
4 2,4,5,5,8a-Pentamethyl-6,7,8,8a-...
5 2-Fluoro-3-trifluoromethylbenzoi...

Abundance Scan 2480 (16.674 min): BF123668.D\data.ms (-2477) (-

398 C29H50

. 402 C18H8C12F402

402 C18H8C12F402
206 C14H220
402 C18H8C12F402

036728-72-0 83

1000343-74-7 50
1000330-80-8 50
1000195-40-9 50
1000331-62-8 50

m/z 191.15 100.00%

191.2
95.1
5000
41, 1 T
16.50 17.00
140 280.1 3432 397.4
0 e m/z 95.10 56.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #211535: 28-Nor-17.beta.(H)-hopane
191.0
5000 — e
109.0 16.50 17.00
398.0 m/z 81.0  54.61%
L mo s
0 T ‘Hr“‘\‘\‘\ ‘}‘ \“\H‘\ ‘m\‘\ T \“ 1 T T “\ T \L\“ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #212785: 6-Fluoro-2-trifluoromethylbenzoic acid,2,4-dichl
191.0
e e
16.50 17.00
5000 ITI/Z 69.10 49.,49%
0. 630 1130 | 402.0
I T T B R T
miz--> 50 100 150 200 250 300 350 400
Abundance #212789: 6-Fluoro-3-trifluoromethylbenzoic acid, 2,4-dich — —
191.0 16.50 17.00
m/z 55.00 32.85%
5000
o630 1130 | 4020
e B e B e — e
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00

8270-BF041521.M Thu Apr 22 15:00:47 2021
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123668.D

Acqg On : 21 Apr 2021 15:39
Operator : JU/CG

Sample : M1998-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.051 25.5 ng 2147280 1 6.851 1687040 20.0
4-Decene, 2,2-d... 6.681 8.1 ng 686046 1 6.851 1687040 20.0
3-Heptene, 2,2,... 6.763 9.8 ng 830657 1 6.851 1687040 20.0
Heptane, 3,5-di... 6.910 6.0 ng 503507 1 6.851 1687040 20.0
2-Piperidinone 8.022 5.6 ng 723686 2 8.134 2570180 20.0
Undecane, 2,6-d... 8.198 6.5 ng 837390 2 8.134 2570180 20.0
Octane, 2,6-dim... 8.563 10.1 ng 1294910 2 8.134 2570180 20.0
5H-1-Pyrindine 8.775 6.7 ng 859268 2 8.134 2570180 20.0
unknown9.01 9.016 7.3 ng 797524 3 9.892 2178280 20.0
Dodecane, 2,6,1... 9.163 13.4 ng 1463420 3 9.892 2178280 20.0
1-Octanol, 2-bu... 9.298 12.4 ng 1346170 3 9.892 2178280 20.0
Tetratetracontane 9.622 28.6 ng 3117850 3 9.892 2178280 20.0
unknown9.76 9.763 6.6 ng 720472 3 9.892 2178280 20.0
unknown9.81 9.810 7.1 ng 774145 3 9.892 2178280 20.0
Naphthalene, 1,... 10.092 7.9 ng 860919 3 9.892 2178280 20.0
Undecane, 2,10-... 10.151 10.7 ng 1160810 3 9.892 2178280 20.0
Pentadecane, 2,... 10.551 20.6 ng 2240210 3 9.892 2178280 20.0
Tridecane, 5-pr... 10.816 46.7 ng 4562260 4 11.386 1953960 20.0
Tridecane, 1-iodo- 11.286 24.9 ng 2436200 4 11.386 1953960 20.0
28-Nor-17.beta.... 16.674 14.8 ng 815687 6 15.515 1099670 20.0
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