LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060722\
Data File : BF128721.D

Acqg On : 07 Jun 2022 17:47
Operator : CG\JU

Sample : N3209-09

Misc :

ALS Vvial : 12 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-BF060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128721.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.14e 305 315 319 rBvV2 170596 273253 12.30% 0.384%
2 4.475 363 372 381 rVB3 276857 453385 20.41% 0.637%
3 4.875 433 440 446 rVW 343936 453562 20.42% 0.637%
4 4,957 446 454 456 rVV3 298471 554774 24.98% 0.779%
5 4.981 456 458 463 rvv2 263121 274638 12.37% 0.386%
6 5.034 463 467 471 rVWW 695333 767736 34.57% 1.078%
7 5.098 471 478 481 rVV3 138975 276427 12.45% 0.388%
8 5.234 495 501 504 rBV 644116 709503 31.94% 0.997%
9 5.416 529 532 538 rVv3 255557 490053 22.06% 0.688%
10 5.475 538 542 547 rVV 1974497 1994040 89.78% 2.801%
11 5.592 559 562 567 rVV4 357346 546121 24.59% 0.767%
12 5.640 567 570 573 rWwW 560203 489268 22.03% 0.687%
13 5.681 573 577 579 rW 373776 413248 18.61% ©.580%
14 5.845 599 605 609 rBV4 479690 679138 30.58% 0.954%
15 5.892 609 613 616 rBV 255836 383151 17.25% ©.538%
16 5.981 624 628 632 rVB4 717980 938676 42.26% 1.318%
17 6.075 640 644 650 rVB2 1379257 1673051 75.33%  2.350%
18 6.128 650 653 655 rvB 625901 500775 22.55% 0.703%
19 6.263 670 676 678 rBvV 704328 872214 39.27% 1.225%
20  6.357 688 692 694 rBV3 684432 810150 36.48% 1.138%
21 6.487 709 714 718 rVV 2091826 2173437 97.86% 3.053%
22 6.563 723 727 732 rVW4 590636 1061683 47.80% 1.491%
23 6.598 732 733 736 rVW 347408 324302 14.60%  0.456%
24  6.663 739 744 745 rBV3 244208 368162 16.58% 0.517%
25 6.763 754 761 762 rBV5 235808 356872 16.07% 0.501%
26 6.786 762 765 767 rVV2 280738 367651 16.55% 0.516%
27 6.822 767 771 777 rVB2 708044 1262799 56.86% 1.774%
28 6.881 777 781 784 rVB2 280333 312703 14.08% 0.439%
29 6.916 784 787 789 rBV3 239652 286509 12.90% 0.402%
30 6.939 789 791 793 rW 319708 264979 11.93% 0.372%
31 6.969 793 796 800 rVV 1112998 1095081 49.30% 1.538%
32 7.051 808 810 812 rBV2 282432 263877 11.88% 0.371%
33 7.098 815 818 821 rVB2 471589 547857 24.67% 0.770%
34 7.145 821 826 828 rBV2 227823 300196 13.52% 0.422%
35 7.222 835 839 841 rBV 566479 522845 23.54% 0.734%

36 7.245 841 843 849 rVB3 193236 276611 12.45% ©.389%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060722\
Data File : BF128721.D

Acqg On : 07 Jun 2022 17:47
Operator : CG\JU

Sample : N3209-09

Misc :

ALS Vvial : 12 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-BF060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.363 855 863 865 rBV2 1177887 1572189 70.79%  2.208%
38 7.392 865 868 872 rVVv3 1327210 1532136 68.98% 2.152%
39 7.469 876 881 884 rVB4 636761 952489 42.88% 1.338%
40 7.516 884 889 895 rBV5 304461 749623 33.75% 1.053%
41  7.598 901 903 906 rVv2 445903 473324 21.31% 0.665%
42 7.634 906 909 911 rVB 558071 510996 23.01% 0.718%
43 7.728 918 925 927 rBV2 812794 1160685 52.26% 1.630%
44  7.751 927 929 932 rVB3 614474 572888 25.79% 0.805%
45 7.792 932 936 938 rVB3 278985 394409 17.76%  ©.554%
46 7.851 943 946 956 rVB 1030208 1292650 58.20% 1.816%
47 7.928 956 959 964 rBv4 340053 396702 17.86% ©.557%
48 7.981 964 968 971 rBV2 368040 453403 20.41% 0.637%
49 8.063 976 982 984 rBV3 447164 762432 34.33% 1.071%
50 8.110 984 990 992 rVVv2 920777 1535262 69.12% 2.156%
51 8.133 992 994 996 rvv2 352591 377837 17.01% 0.531%
52 8.169 996 1000 1003 rVB2 1140143 1259045 56.69% 1.768%
53 8.198 1003 1005 1008 rBV2 512729 433277 19.51% 0.609%
54 8.263 1013 1016 1018 rBV3 349712 348862 15.71%  0.490%
55 8.316 1022 1025 1027 rVB2 364364 367381 16.54% 0.516%
56 8.404 1032 1040 1044 rBV6 1042347 1609429 72.46% 2.261%
57 8.457 1046 1049 1052 rVB3 295437 256971 11.57% 0.361%
58 8.492 1052 1055 1058 rVB3 411974 423494 19.07%  ©.595%
59 8.533 1058 1062 1064 rBV 1751955 1539033 69.29% 2.162%
60 8.575 1067 1069 1071 rVB3 376953 313879 14.13% 0.441%
61 8.616 1073 1076 1078 rVB2 480947 365756 16.47% 0.514%
62 8.651 1078 1082 1084 rBV4 310111 386600 17.41% 0.543%
63 8.698 1088 1090 1094 rBV3 344653 459577 20.69%  0.646%
64 8.769 1099 1102 1104 rVV3 290938 333981 15.04% 0.469%
65 8.798 1104 1107 1110 rVB3 564118 571403 25.73% 0.803%
66 8.886 1119 1122 1125 rBV4 253750 388514 17.49% 0.546%
67 8.922 1125 1128 1132 rVB3 585232 651194 29.32% 0.915%
68 8.986 1137 1139 1141 rBV2 333602 340304 15.32% 0.478%
69 9.016 1142 1144 1148 rVB 658665 744935 33.54% 1.046%
70 9.133 1161 1164 1169 rVB 1749983 1420815 63.97% 1.996%
71  9.186 1169 1173 1176 rBV 2330113 1836278 82.68% 2.579%
72 9.275 1183 1188 1192 rBV4 434150 733000 33.00% 1.030%
73 9.380 1204 1206 1210 rVB3 379573 413387 18.61% ©.581%
74  9.457 1215 1219 1222 rVB 664242 718167 32.33% 1.009%
75 9.522 1228 1230 1233 rVW 773245 825669 37.17% 1.160%

76  9.551 1233 1235 1237 rVV2 633416 520760 23.45% 0.731%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060722\
Data File : BF128721.D

Acqg On : 07 Jun 2022 17:47
Operator : CG\JU

Sample : N3209-09

Misc :

ALS Vvial : 12 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-BF060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77  9.592 1237 1242 1244 rVB 1861765 1938578 87.28% 2.723%
78 9.645 1248 1251 1253 rBV 319770 299985 13.51% 0.421%
79 9.727 1263 1265 1269 rBV3 258383 306427 13.80% 0.430%
80 9.775 1269 1273 1275 rBV3 365410 395556 17.81% 0.556%
81 9.839 1281 1284 1286 rBV3 430007 548520 24.70% 0.770%
82 9.863 1286 1288 1291 rVB 714072 670634 30.19% 0.942%
83 9.969 1304 1306 1311 rVB 379604 420726 18.94% 0.591%
84 10.022 1311 1315 1319 rBvV4 229856 480438 21.63% 0.675%
85 10.057 1319 1321 1327 rVV3 472597 660822 29.75% 0.928%
86 10.122 1327 1332 1339 rVB5 554885 1055537 47.52% 1.483%
87 10.186 1340 1343 1345 rBV2 339791 339552 15.29% 0.477%
88 10.233 1349 1351 1355 rVB2 262777 288342 12.98%  0.405%
89 10.275 1355 1358 1360 rBV3 337767 376616 16.96% 0.529%
90 10.351 1369 1371 1377 rVB4 284143 364310 16.40% 0.512%
91 10.522 1394 1400 1403 rBV 1461113 1700629 76.57% 2.389%
92 10.657 1421 1423 1426 rVB 1049919 891956 40.16% 1.253%
93 10.786 1440 1445 1448 rBV 2019326 2221039 100.00% 3.120%
94 11.251 1521 1524 1530 rVB 1337677 1400026 63.03% 1.966%
95 11.357 1539 1542 1544 rBV 733558 663457 29.87% 0.932%
96 11.598 1581 1583 1586 rVB 308672 275614 12.41%  0.387%
97 12.610 1753 1755 1758 rBV 304958 267870 12.06% 0.376%
98 12.945 1808 1812 1815 rBV 1787812 1553790 69.96% 2.182%
99 14.004 1989 1992 1994 rBV 372787 332983 14.99% 0.468%
100 15.480 2239 2243 2246 rBV 322212 404650 18.22% 0.568%

Sum of corrected areas: 71195520
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060722\
Data File : BF128721.D

Acqg On : @07 Jun 2022 17:47
Operator : CG\JU

Sample : N3209-09

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF128721.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060722\
Data File : BF128721.D

Acqg On : @07 Jun 2022 17:47
Operator : CG\JU

Sample : N3209-09

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Bicyclo[3.2.1]octane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
5.981 14.87 ng 938676 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.2.1]octane 110 C8H14 006221-55-2 74
2 7-Methylbicyclo[4.2.0]octane 124 C9H16 1000210-90-2 64
3 Hexenyl tiglate, 4Z- 182 C11H1802 1000383-63-6 59
4 C2H5CH=CHCH=CH2 82 C6H10 000592-48-3 58
5 Hexenyl angelate, 4z- 182 C11H1802 1000383-63-7 53

Abundance Scan 628 (5.981 min): BF128721.D\data.ms (-624) (-) m/z 67.10 100.00%

61
82.1
- i AM&/\JM\/‘
54|0 96.1 T R s aa T
oy “ 1091 1241 5.60 5.80 6.00 6.20 6.40
e B LA L m/z 82.10  83.39%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6699: Bicyclo[3.2.1]octane
67.0
82.0
5000
54.0 1100 5.60 5.80 6.00 6.20 6.40
m/z 81.10 65.67%
‘ ‘ 95.0
O\\‘\\H‘\\H‘HH“\‘\‘}\‘\\‘1\“\H\"\‘H\’\\‘H‘\\H“HH‘H\\‘\H
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R REa T A
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5000 41.0 /
27.0
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T T T T e e e
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Abundance #56596: Hexenyl tiglate, 4Z- B e AR REEaa
67.0 5.60 5.80 6.00 6.20 6.40
82.0 m/z 41.10 47.52%
5000
41.0 54,0
! M\ | \ 10\1'0
O e e e e e R e A Raana e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060722\
Data File : BF128721.D

Acqg On : @07 Jun 2022 17:47
Operator : CG\JU

Sample : N3209-09

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 unknown6.075 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.075 26.50 ng 1673050 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene, 2,5,5-trimethyl- 126 C9H18 062185-56-2 43
2 Cyclohexane, propyl- 126 C9H18 001678-92-8 41
3 Octane, 2,6-dimethyl- 142 C1leH22 002051-30-1 38
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 38
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 35
Abundance Scan 644 (6.075 min): BF128721.D\data.ms (-640) (-) m/z 55.10 100.00%
55.1
83.1
5000
39 AVWACS AR Akl
‘ | by 1261 5.80 6.00 6.20 6.40
ol My PRES L1421 s 57,10 81.02%
m/z--> 20 40 60 80 100 120 140
Abundance #13228: 1-Hexene, 2,5,5-trimethyl-
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5000 UL L L L I LA L B B
41.0 5.80 6.00 6.20 6.40
111.0 m/z 41.10 70.51%
O\\\‘2\54¢\\“‘\\\‘!“\‘\‘\\8‘3\‘0\\\“\\\\]‘.2\‘6\'0\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance
55.0 83.0
PR
5.80 6.00 6.20 6.40
5000 m/z 83.10 69.09%
27.0 126.0
98.0
o A
miz--> 20 40 60 80 100 120 140
Abundance #22091: Octane, 2,6-dimethyl-
57.0 5.80 6.00 6.20 6.40
m/z 43.10 52.98%
5000
41.0
113.0
85.0
ol1s0 | o 4o L w20
m/z--> 20 40 60 80 100 120 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060722\
Data File : BF128721.D

Acqg On : @07 Jun 2022 17:47

Operator : CG\JU

Sample : N3209-09

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Cyclohexane, 1-methyl-3-pro... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
6.563 16.81ng 1061680  1,4-Dichlorobenzene-d4  6.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, l-methyl-3-propyl- 14 CleHe 004291-80-9 90

2 Cyclohexane,
3 Cyclohexane,
4 Cyclohexane,

1-methyl-2-propyl-

140 CleH20

1-methyl-4-(1-methy... 140 C10H20
1-methyl-4-(1-methy... 140 C10H20

5 Ethanone, 1-(1-methylcyclohexyl)- 140 C9H160

004291-79-6 87
001678-82-6 87
006069-98-3 83
002890-62-2 80

Abundance Scan 727 (6.563 min): BF128721.D\data.ms (-723) (-) m/z 55.10 100.00%
55.1 97.0
5000
S ARNEERRE T
‘ 79,0 ‘ 140.2 6.20 6.40 6.60 6.80
ol 380l u7e0 I mse T 0 9705 oe.8a%
m/z--> 20 40 60 80 100 120 140
Abundance #20739: Cyclohexane, 1-methyl-3-propyl-
=
58.0 97.0
5000 M\\\\‘\\\\‘\\\\’\\\\‘\
6.20 6.40 6.60 6.80
m/z 41.10 32.43%
29.0 ‘ 140.0
O\\\‘\‘\‘\\"“\\\!‘\‘{“\7?.9\\\!“\\\\‘\\\\‘\\\\\
m/z--> 20 60 80 100 120 140
Abundance
55.0 97.0
e A RARAREA T o
6.20 6.40 6.60 6.80
5000 ITI/Z 43.05 23.93%
29.0
0 77.0 140.0
e e
m/iz--> 20 40 60 80 100 120 140
Abundance #20787: Cyclohexane, lrneﬁwl4(1rneﬂwkﬂhW) trans- T T T T
55.0 6.20 6.40 6.60 6.80
m/z 69.10 20.91%
5000
270 ‘ 140.0
0b— A i “,“ el “:“‘7‘9‘@” Lt SVAL A
m/z--> 60 80 100 120 140 6.20 6.40 6.60 6.80

8270-BF060222.M Wed Jun 08 16:08:11 2022

Page:

7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060722\
Data File : BF128721.D

Acqg On : @07 Jun 2022 17:47
Operator : CG\JU

Sample : N3209-09

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 Cyclohexane, (2-methylpropyl)- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
6.969 17.34 ng 1095080 1,4-Dichlorobenzene-d4 6.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 80
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 74
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 64
4 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 59
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 59
Abundance Scan 796 (6.969 min): BF128721.D\data.ms (-793) (-) m/z 55.10 100.00%
55.1
83.1
5000
e RARER
‘ ‘ 1111 140.2 6.60 6.80 7.00 7.20
M. - S| b m/z 83.10 85.49%
miz--> 20 40 60 80 100 120 140 160
Abundance #20733: Cyclohexane, (2-methylpropyl)-
55.0
83.0
5000 L L B R B LA LN R I
6.60 6.80 7.00 7.20
270 m/z 41.10 61.62%
LAl
O\\\‘\i\\‘i‘\\\"\“\\“1\\1“\\\\‘\\\\}\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance
83.0
R EamEaREEE SR
55.0 6.60 6.80 7.00 7.20
5000 m/z 82.10 51.65%
29.0 140.0
0 111.0
e e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #31429: Cyclohexane, pentyl- AT e
83.0 6.60 6.80 7.00 7.20
m/z 57.10 44.21%
55.0
5000
29.0 154.0
ol W ate T WA
m/z--> 20 40 60 80 100 120 140 160 6.60 6.80 7.00 7.20

8270-BF060222.M Wed Jun 08 16:08:11 2022 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060722\
Data File : BF128721.D

Acqg On : @07 Jun 2022 17:47
Operator : CG\JU

Sample : N3209-09

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Cyclohexane, pentyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.728 15.12 ng 1160690 Naphthalene-d8 8.110

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 91
2 Cyclohexane, (1-methylethyl)- 126 C9H18 PPP696-29-7 87
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 78
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 78
5 Cyclopentane, 1-ethyl-1-methyl- 112 C8H16 016747-50-5 68
Abundance Scan 925 (7.728 min): BF128721.D\data.ms (-918) (-) m/z 83.10 100.00%
53.1 83.1
5000
R REE T
J 1111 154.2 7.40 7.60 7.80 8.00
b 3P L 2830 L myz ss.1e 98.22%
m/z--> 20 40 60 80 100 120 140 160
Abundance #31429: Cyclohexane, pentyl-
83.0
55.0
5000 UL L B R I B B |
7.40 7.60 7.80 8.00
m/z 82.05 61.55%
29.0 154.0
O\\\‘\‘\‘\\““\\\“‘\“\‘}M\\“1\\\“]\-1\-]\"\0‘\\\\‘\\\‘\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
83.0
55.0 \\‘\\\\‘\\\\‘\\\\‘\\\\’
7.40 7.60 7.80 8.00
5000 m/z 41.10 44.49%
27.0 126.0
o R
m/z--> 20 40 60 80 100 120 140 160
Abundance #20675: Cyclohexane, butyl- R RRRREE
83.0 7.40 7.60 7.80 8.00
m/z 67.10  21.29%
55.0
5000
29.0 140.0
ol b e Y
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00

8270-BF060222.M Wed Jun 08 16:08:12 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060722\
Data File : BF128721.D

Acqg On : @07 Jun 2022 17:47

Operator : CG\JU

Sample : N3209-09

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
7.851 16.84 ng 1292650 Naphthalene-d8 8.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 93
2 Benzene, 1,2,3,4-tetramethyl- 134 C1oH14 000488-23-3 93
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 90
4 p-Cymene 134 C1eH14 000099-87-6 90
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 90
Abundance Scan 946 (7.851 min): BF128721.D\data.ms (-943) (-) m/z 119.10 100.00%
119.1
5000 n
91.1
39.1 571 ‘ 7.60 7.80 8.00 8.20
Oy et i “} 1451 1682 s 134,05 35.86%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
7.60 7.80 8.00 8.20
91.0 m/z 91.10 19.44%
39.0 65.0
O \]_\5\(‘)\‘\\\“‘\\‘\\‘\\\\“‘\\\\‘\\\Ul\\\“\‘\\\\‘\\\\
miz--> 20 60 80 100 120 140 160
Abundance
119.0
R EREmAREEEEE
7.60 7.80 8.00 8.20
5000 m/z 117.10 18.01%
91.0
150 390 650
O IR e e e  Eaana
m/z--> 20 40 60 80 100 120 140 160
Abundance #17104: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 7.60 7.80 8.00 8.20
m/z 115.05 10.94%
5000
91.0
39.0 65.0 ‘
m/z--> 20 60 80 100 120 140 160 7.60 7.80 8.00 8.20

8270-BF060222.M Wed Jun 08 16:08:13 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060722\
Data File : BF128721.D

Acqg On : @07 Jun 2022 17:47

Operator : CG\JU

Sample : N3209-09

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Cyclohexane, propyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
8.404  20.97 ng 1609430 Naphthalene-d8 8.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 CSH18 001678-92-8 80
2 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 80
3 Cyclohexane, hexyl- 168 C12H24 004292-75-5 72
4 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 72

5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 72

Abundance Scan 1040 (8.404 min): BF128721.D\data.ms (-1032) (-)| | m/z 83.10 100.00%
55.1 83.1
5000
RS Aamme B
1451 168.2 8.00 8.20 8.40 8.60 8.80
107.1 \ 192.1
0 il ek 2921 sz 55,10 97.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13202: Cyclohexane, propyl-
83.0
55.0
5000 I L AL B
8.00 8.20 8.40 8.60 8.80
m/z 82.10 65.15%
27.0 126.0
O \\\‘\U\\“H\\\“!“\‘}“\\“1\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
83.0
55.0 AR AR
8.00 8.20 8.40 8.60 8.80
5000 m/z 41.10 60.75%
29.0
0 105.0125.0 168.0
e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43497: Cyclohexane, hexyl- R RAREARARE
83.0 8.00 8.20 8.40 8.60 8.80
m/z 57.10 46.64%
) 1 ﬁJL/MﬂAANMANﬂWAVVJkM
. 168.0
S R =B 1 M QP V2 VAT, WS
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60 8.80

8270-BF060222.M Wed Jun 08 16:08:14 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060722\
Data File : BF128721.D

Acqg On : @07 Jun 2022 17:47
Operator : CG\JU

Sample : N3209-09

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Octane, 2,6-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.533  20.05 ng 1539030 Naphthalene-d8 8.110

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 78
2 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 72
3 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 72
4 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 72
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72

Abundance Scan 1062 (8.533 min): BF128721.D\data.ms (-1058) ()| m/z 57.10 100.00%

57.1
- m
A RRARSEEEE L,
‘ 85.1 113.1 8.20 8.40 8.60 8.80
bl Ll 15821832 s 7110 69.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 L B L B B
8.20 8.40 8.60 8.80
290 oo 1130 m/z 43.10 60.03%
O \\\‘\‘\‘\\"‘\\\ ‘\\H}\‘\‘\\\‘\\1‘\‘\\;ﬁz\\o\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
e AN REaERREE
8.20 8.40 8.60 8.80
5000 m/z 41.10 37.12%
29.0
85.0
0 113.0 142.0
T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #312401: Sulfurous acid, 2-ethylhexyl hexadecy! ester AR EEERREE
57.0 8.20 8.40 8.60 8.80
m/z 55.10 20.34%
5000
850 113.0
0 20 i, ‘\‘ 141.0 169.0 225.0
H‘_H‘W‘HM‘H‘HH‘H‘WH‘W‘HW‘H‘MH‘_H‘_“ T AREmaE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.20 8.40 8.60 8.80

8270-BF060222.M Wed Jun 08 16:08:15 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060722\
Data File : BF128721.D

Acqg On : @07 Jun 2022 17:47
Operator : CG\JU

Sample : N3209-09

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Heptylcyclohexane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
9.016 22.22 ng 744935  Acenaphthene-di10 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptylcyclohexane 182 C13H26 005617-41-4 86
2 Cyclohexane, octyl- 196 C14H28 001795-15-9 78
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 78
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 72
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 72
Abundance Scan 1144 (9.016 min): BF128721.D\data.ms (-1142) (-) m/z 83.10 100.00%
551 831
5000
s A RRE
“ 1111 1472 1822 8.60 8.80 9.00 9.20 9.40
0 H“‘H‘M\H ‘Nh‘ﬂm‘N,HM‘_nw‘_M]‘_“‘ﬂ“w‘ m/z 55.10 84.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56964: Heptylcyclohexane
3.0
55.0
5000 B B ELRLELL B I
8.60 8.80 9.00 9.20 9.40
m/z 82.10 66.99%
Al 111.0 182.0
O\\\‘\\\\‘i‘\\\“\“\U‘\\“‘!‘\\wh’\\‘\\‘\\\\‘\\\\‘\\\\“\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
83.0
A REEEa R aEE TR
55.0 8.60 8.80 9.00 9.20 9.40
5000 m/z 41.10 40.66%
29.0
0 112.0 139.0 168.0 196.0
e T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31430: Cyclohexane, pentyl- R R ARARRRERSE
55.0 83.0 8.60 8.80 9.00 9.20 9.40
m/z 67.10 25.24%
29.0 154.0
0 H‘_H‘“;“HJ‘H\”W‘!‘“‘,1‘1}1?‘Mwwww_ S
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20 9.40

8270-BF060222.M Wed Jun 08 16:08:16 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060722\
Data File : BF128721.D

Acqg On : @07 Jun 2022 17:47
Operator : CG\JU

Sample : N3209-09

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Dodecane, 2,7,10-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.133 42.37 ng 1420820  Acenaphthene-d10 9.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 80
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 80
4 Nonane, 3,7-dimethyl- 156 C1l1H24 017302-32-8 74
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 58
Abundance Scan 1164 (9.133 min): BF128721.D\data.ms (-1161) (-) m/z 57.10 100.00%
57.1
5000
85.1
R
1131 1501 8.80 9.00 9.20 9.40
Ob el il g LT ABTATORT 1833 2122 0 71 10 70.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 L B L B B
8.80 9.00 9.20 9.40
29.0 85.0 m/z 43.10 55.71%
0 T ‘ \H‘\ T \‘!“ T \‘M T “}‘\ T \“ \1\1-}‘3\.‘0\“\ \1\4‘]_\.\0\ T ‘ TT \178‘?.\(\)\ ‘ TTTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
R AR mamaEEE
8.80 9.00 9.20 9.40
5000 m/z 41.10 38.08%
29.0 85.0
o 1130 1550 183.0206.0
T T e e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90208: Dodecane, 2,6,11-trimethyl- AR EEERREE
57.0 8.80 9.00 9.20 9.40
m/z 85.10 30.08%
5000
85.0
29.0
o"‘M“m“"“lu‘“H"w“‘n““l‘lﬁ?m‘lfﬁlﬁp‘“1‘6‘9'9_‘197"9”“
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

8270-BF060222.M Wed Jun 08 16:08:17 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060722\
Data File : BF128721.D

Acqg On : @07 Jun 2022 17:47

Operator : CG\JU

Sample : N3209-09

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 11 Undecane, 3,5-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
9.275 21.86 ng 733000  Acenaphthene-di10 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 64
2 Hexadecane 226 C16H34 000544-76-3 58
3 Nonane 128 C9H20 000111-84-2 52
4 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 52
5 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 52
Abundance Scan 1188 (9.275 min): BF128721.D\data.ms (-1183) (-) m/z 57.10 100.00%
57.1
o m
85.1
e  ERAmaaa e
‘ ‘ 119 169.2193.2 9.00 9.20 9.40 9.60
[ S I M‘H‘”lux”‘w‘ml“ﬁf“‘l‘_Mwwww m/z 43.10 63.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59062: Undecane, 3,5-dimethyl-
57.0
5000 UL L B I B AL LR
9.00 9.20 9.40 9.60
m/z 41.10 39.44%
29.0 85.0
0 l ‘ | | 112.0 155.0 184.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
A AR RE
9.00 9.20 9.40 9.60
5000 m/z 71.10 38.95%
85.0
29.0
0 113.0 141.0 169.0 197.0 226.0
T e e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14522: Nonane  ERABEEaE LS
43.0 9.00 9.20 9.40 9.60
m/z 55.10 36.40%
5000
85.0
Lo e
o‘_m"H‘_m‘mWm‘H‘Wm_uwuwuwm T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60

8270-BF060222.M Wed Jun 08 16:08:18 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060722\
Data File : BF128721.D

Acqg On : @07 Jun 2022 17:47
Operator : CG\JU

Sample : N3209-09

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Naphthalene, 2,7-dimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
9.457 21.42 ng 718167  Acenaphthene-di10 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 95
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 94
Abundance Scan 1219 (9.457 min): BF128721.D\data.ms (-1215) (-) m/z 156.10 100.00%
156.1
5000
9.20 9.40 9.60 9.80
0. 183.2207.2 m/z 141.05  75.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33144: Naphthalene, 2,7-dimethyl-
156.0
5000 TT T [ T T[T T T[T T [ TTT
9.20 9.40 9.60 9.80
m/z 155.10 35.45%
510 /70 128.0
210 >7 1020,
O \\\‘\‘\\\“\\“\\“H\\\“‘\“\\‘\\“\.\\‘\‘\‘\‘\\‘i‘\\‘w‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
156.0
el e
9.20 9.40 9.60 9.80
5000 m/z 57.10 30.12%
115.0
270 510 10
B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33137: Naphthalene, 1,6-dimethyl- A RARE
156.0 9.20 9.40 9.60 9.80
m/z 115.10 18.22%
B WWMJ\%
77.0 115.0
1.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80

8270-BF060222.M Wed Jun 08 16:08:18 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060722\
Data File : BF128721.D

Acqg On : @07 Jun 2022 17:47
Operator : CG\JU

Sample : N3209-09

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Naphthalene, 2,3-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.522 24.62 ng 825669  Acenaphthene-di10 9.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 97
Abundance Scan 1230 (9.522 min): BF128721.D\data.ms (-1228) (-) m/z 156.10 100.00%
156.1
5000
115.1
510 77.1 ‘ 9.50
) TR A OOV OO ! A M\ 8822102 /7 141,05 88.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0
5000 L :
9.50
115.0 ITI/Z 155.10 31.19%
51.0 76.0
O\\\\‘2\7‘\-\0\“\\“\\“H\\“U"\\‘\\’\\\L‘\“!‘\\“‘\\‘U‘“\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156.0
T \
9.50
5000 m/z 115.10 21.50%
,70 510 760 1180
Ol pedredpertber el e el A e e ey
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33156: Naphthalene, 1,7-dimethyl- ——
156.0 9.50
m/z 128.00  16.31%
5000
115.0
NI S TS e ' -
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060722\
Data File : BF128721.D

Acqg On : @07 Jun 2022 17:47
Operator : CG\JU

Sample : N3209-09

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 Naphthalene, 1,6-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.551 15.53 ng 520760  Acenaphthene-d10 9.869

Hit# of 5 Tentative ID MW MolForm CASH# 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, 2,6-dimethyl- 156 C12H12 000581-42-0 96
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 95

Abundance Scan 1235 (9.551 min): BF128721.D\data.ms (-1233) () | m/z 156.10 100.00%
156.1

5000

=

511 77.0 i 9.50
0 1952 2242 /7 141.05  77.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33146: Naphthalene, 2,7-dimethyl- \Mjb\m
156.0
5000 T

T
9.50
m/z 155.10  34.40%

0 5170 | 77\‘\0 11‘\50M L H\‘
\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
156.0
T
9.50
5000 m/z 115.10 17.21%
77.0 115.0
27,0 510
YRk MBS MY MERISOSN S | | NN
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33153: Naphthalene, 2,6-dimethyl- e ‘
156.0 9.50

m/z 128.05 16.20%

5000
770 1150
AR i I E—

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

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060722\
Data File : BF128721.D

Acqg On : @07 Jun 2022 17:47

Operator : CG\JU

Sample : N3209-09

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 15 Tridecane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
9.592 57.81 ng 1938580  Acenaphthene-d10 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 86
2 Nonadecane 268 C19H40 000629-92-5 64
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 64
4 Hexadecane 226 C16H34 000544-76-3 62
5 Dodecane 170 C12H26 000112-40-3 58
Abundance Scan 1242 (9.592 min): BF128721.D\data.ms (-1237) (-) m/z 57.10 100.00%
57.1
w0 MWA
99.1 9.50 |
1411 183.2 -
ol H!‘ Mg 752,1882 2262 n/; a3.10 85.27%
miz-> 50 100 150 200 250 300
Abundance #59026: Tridecane
57.0
5000 — :
9.50
m/z 71.10 79.64%
99.0
OL\S.\d‘\ ‘\“H“\ ‘!‘ \“‘\ ““ Tt \%4\1.‘0\ :\L8\‘4\0| L B B
miz--> 50 100 150 200 250 300
Abundance
57.0
T I
9.50
5000 m/z 55.10 60.95%
99.0
0 141.0 183.0 268.0
— e
miz--> 50 100 150 200 250 300
Abundance #228592: Tetradecane, 1-iodo- T ‘
57.0 9.50
m/z 41.10 51.91%
- W\\/\/WW
99.0 155.0
I I W Y o
m/z--> 50 100 150 200 250 300 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060722\
Data File : BF128721.D

Acqg On : @07 Jun 2022 17:47
Operator : CG\JU

Sample : N3209-09

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 Dodecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.057 19.71 ng 660822  Acenaphthene-di10 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 89
2 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 64
3 Undecane 156 C1l1H24 001120-21-4 62
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 49
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 49
Abundance Scan 1321 (10.057 min): BF128721.D\data.ms (-1319) (- m/z 57.10 100.00%
57.1
o o 1ot W
RN \
113.1 10.00
190.1
[ —— w“‘ b LIy e L1908 2224 s g 6w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45481: Dodecane
57.0
5000 ——
85.0 10.00
29.0 m/z 71.10 52.98%
113.0 170.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
RN \
10.00
5000 85.0 m/z 85.10 43.80%
113.0 155.0
o 183.0 295.0
T R e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33080: Undecane T
57.0 10.00
m/z 41.10 40.01%
5000
85.0
29.0
‘ Ll 1130 156.0
0“ww‘wmw\uhw$uﬂ‘w‘_m‘wH‘_‘HM‘HW‘H‘HH‘H —r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060722\
Data File : BF128721.D

Acqg On : @07 Jun 2022 17:47
Operator : CG\JU

Sample : N3209-09

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 unknownl©.122 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.122 31.48 ng 1055540  Acenaphthene-d10 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 49
2 Hexadecane 226 C1l6H34 000544-76-3 46
3 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 46
4 Decane, 1-iodo- 268 C10H21I 002050-77-3 43
5 Tridecane, 3-ethyl- 212 C15H32 013286-73-2 38
Abundance Scan 1332 (10.122 min): BF128721.D\data.ms (-1327) (|  m/z 57.10 100.00%
57.1
o T MMJL
‘ 10,00 10,50
1272  167.1 1973 : :
Y [ A :“‘,meuw 22 msz 43,10 85.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74004: Tetradecane
57.0
5000 — ——
85.0 10.00 10.50
29.0 m/z 55.10 67.05%
113. .
Ot T \‘\‘\ T \H“ T \“1 T “1‘\ T \“" T ﬁ ‘()\“\]\-\4%'\0\‘\]‘-\6%.9 \]\-\9\8‘\(\)\ ERREREREl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
—— —
10.00 10.50
5000 85.0 m/z 71.10 65.09%
29.0
0 113.0 141.0 169.0 197.0 226.0
A R aRARRANGEEEEZE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59074: Undecane, 2,4-dimethyl- —— —
43.0 10.00 10.50
m/z 41.10 59.06%
85.0
5000
0 280 169.0 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060722\
Data File : BF128721.D

Acqg On : @07 Jun 2022 17:47
Operator : CG\JU

Sample : N3209-09

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 Heptacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.522 50.72 ng 1700630  Acenaphthene-d10 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Hexadecane 226 C16H34 000544-76-3 80
3 Tridecane 184 C13H28 000629-50-5 72
4 Octacosane 394 C28H58 000630-02-4 72
5 Heneicosane 296 C21H44 000629-94-7 72
Abundance Scan 1400 (10.522 min): BF128721.D\data.ms (-1394) (- m/z 57.10 100.00%
57.1
o MJ&M
‘ F 1050 |
169.2 :
0 ““J““Uuw“ - mkm_??’?‘zwH_m_m m/z 43.10 48.68%
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 —— :
10.50
m/z 71.10 44.82%
ol i ‘\ ‘1‘410183022502670 323.0 380.
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
R \
10.50
5000 m/z 41.10 26.96%
99.0
oA A
m/z--> 50 100 150 200 250 300 350
Abundance #59026: Tridecane T
57.0 10.50
m/z 85.10 24.37%
h AﬂmwﬂﬂwmﬂﬂﬁNVAVbﬁA
usa L] 20 o
m/z--> 50 100 150 200 250 300 350 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060722\
Data File : BF128721.D

Acqg On : @07 Jun 2022 17:47

Operator : CG\JU

Sample : N3209-09

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 Pentadecane, 2,6,10,14-tetr... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

16.786 66.95 ng 2221040  Phenanthrene-dle 11.357

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 95
2 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 83

3 Tridecane, 5-propyl- 226 C16H34 055045-11-9 80
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
5 Tridecane 184 C13H28 000629-50-5 72
Abundance Scan 1445 (10.786 min): BF128721.D\data.ms (-1440) (|  m/z 57.10 100.00%
57.1
. \AM
—— —
‘ ‘ 1131 183.2 10.50 11.00
b d b | 111880507 2442 3208 ;7119 68.63%
miz--> 50 100 150 200 250 300
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 o s
10.50 11.00
113.0 ITI/Z 43.10 57.66%
LT, e
O\\“\ ‘\“‘\H‘\“\“‘ \‘\“\ \“‘\\\“\‘\\\2\5‘3\.0\\\’\\\\
miz--> 50 100 150 200 250 300
Abundance
57.0
—— —
10.50 11.00
5000 m/z 41.10 28.72%
113.0 169.0
014.0 211.0 267.0
——— e e T e e
m/iz--> 50 100 150 200 250 300
Abundance #107223: Tridecane, 5-propyl- T —
57.0 10.50 11.00
m/z 85.10 26.42%
B M
112.0
o A T 18300960 el
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060722\
Data File : BF128721.D

Acqg On : @07 Jun 2022 17:47
Operator : CG\JU

Sample : N3209-09

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 20 Heptadecane, 2,6,10,15-tetr... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.251 42.20 ng 1400030 Phenanthrene-d10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 90
3 Tridecane, 4-methyl- 198 C14H30 026730-12-1 87
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 86
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86

Abundance Scan 1524 (11.251 min): BF128721.D\data.ms (-1521) (- m/z 57.10 100.00%

57.1
5000

7
11.00 11.50

99.1
412 1832
ol b b | ME2 1832 2202 2673 7 71,10 66.78%

m/z--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

5000 T
11.00 11.50
m/z 43.10 53.61%
1

99.0
0 . 1410 1830 2390 296
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
mi/z--> 50 100 150 200 250
Abundance
57.0

—
11.00 11.50

5000 m/z 85.10 38.45%
99.0
i 155.0
0 21,0 198.0
A A e T I L A R e e

m/z--> 50 100 150 200 250
Abundance #74008: Tridecane, 4-methyl- T —

43.0 11.00 11.50

m/z 41.10  29.93%

5000
85.0
il
|

1
ol Ll 11250777 1080

— —
miz--> 50 100 150 200 250 11.00 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060722\
Data File : BF128721.D

Acqg On : 07 Jun 2022 17:47
Operator : CG\JU

Sample : N3209-09

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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|
Bicyclo[3.2.1]o... 5.981 14.9 ng 938676 1 6.822 1262800 20.0
unknown6.075 6.075 26.5 ng 1673050 1  6.822 1262800 20.0
Cyclohexane, 1-... 6.563 16.8 ng 1061680 1 6.822 1262800 20.0
Cyclohexane, (2... 6.969 17.3 ng 1095080 1 6.822 1262800 20.0
Cyclohexane, pe... 7.728 15.1 ng 1160690 2 8.110 1535260 20.0
Benzene, 1,2,4,... 7.851 16.8 ng 1292650 2 8.110 1535260 20.0
Cyclohexane, pr... 8.404 21.0 ng 1609430 2 8.110 1535260 20.0
Octane, 2,6-dim... 8.533 20.1 ng 1539030 2  8.110 1535260 20.0
Heptylcyclohexane 9.016 22.2 ng 744935 3 9.869 670634 20.0
Dodecane, 2,7,1... 9.133 42.4 ng 1420820 3  9.869 670634 20.0
Undecane, 3,5-d... 9.275 21.9 ng 733000 3 9.869 670634 20.0
Naphthalene, 2,... 9.457 21.4 ng 718167 3 9.869 670634 20.0
Naphthalene, 2,... 9.522 24.6 ng 825669 3 9.869 670634 20.0
Naphthalene, 1,... 9.551 15.5 ng 520760 3 9.869 670634 20.0
Tridecane 9.592 57.8 ng 1938580 3 9.869 670634 20.0
Dodecane 10.057 19.7 ng 660822 3 9.869 670634 20.0
unknown10.122 10.122 31.5 ng 1055540 3 9.869 670634 20.0
Heptacosane 10.522 50.7 ng 1700630 3 9.869 670634 20.0
Pentadecane, 2,... 10.786 67.0 ng 2221040 4 11.357 663457 20.0
Heptadecane, 2,. 11.251 42.2 ng 1400030 4 11.357 663457 20.0
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