LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
Data File : BF135461.D

Acqg On : 26 Sep 2023 19:29
Operator : CG\JU

Sample : 04566-10

Misc :

ALS Vvial : 20 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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135461.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.393 214 222 228 rBv4 15397 32592  1.19% 0.122%
2 3.540 239 247 253 rVB 22079 41527 1.52% 0.155%
3 3.745 278 282 285 rBV3 17333 28193 1.03% 0.105%
4 3,781 285 288 293 rVB 33786 48575 1.77% 0.182%
5 4.045 326 333 338 rVB2 26899 44590 1.63% 0.167%
6 4.387 386 391 398 rBv4 20603 36384 1.33% 0.136%
7 4.887 467 476 483 rBV3 39881 85563 3.12% ©.320%
8 4.957 483 488 490 rBv2 21565 28778 1.05% 0.108%
9 5.057 502 505 509 rBvV 25445 30809 1.12% 0.115%
106 5.163 519 523 526 rBV 39364 42587 1.55% 0.159%
11 5.234 532 535 540 rBvV2 110813 128958 4.71% 0.483%
12 5.345 548 554 558 rBv3 87592 162581 5.93% 0.608%
13 5.386 558 561 569 rVV 2894604 2739480 100.00% 10.250%
14 5.522 580 584 589 rBv4 28997 41960 1.53% 0.157%
15 5.604 594 598 600 rBv2 43718 55522 2.03% 0.208%
16 5.675 604 610 613 rVB4 21534 31442 1.15% 0.118%
17 5.757 621 624 625 rBV 32780 28830 1.05% 0.108%
18 5.775 625 627 630 rVB 44948 39368 1.44% 0.147%
19 5.816 630 634 638 rBvV2 31015 43190 1.58% 0.162%
20 5.904 644 649 651 rBV2 68164 82361 3.01% ©0.308%
21 5.922 651 652 655 rVB 61031 36923 1.35% 0.138%
22 6.004 663 666 668 rBvV2 65189 67011 2.45% 0.251%
23 6.057 672 675 677 rBV2 36480 34213 1.25% 0.128%
24  6.186 692 697 699 rBVv3 50188 67714  2.47% 0.253%
25 6.216 699 702 704 rVW 172819 144561 5.28% 0.541%
26 6.245 704 707 710 rVB 75419 86763  3.17% ©.325%
27 6.281 710 713 716 rBvV2 119208 114419 4.18% 0.428%
28 6.310 716 718 721 rVB 62033 50783 1.85% 0.190%
29 6.357 721 726 730 rBV3 72250 108669 3.97% 0.407%
30 6.404 730 734 739 rBV 2566755 2707498 98.83% 10.130%
31 6.528 752 755 760 rVB5 30507 45865 1.67% 0.172%
32 6.581 760 764 767 rBV 119313 129635 4.73% 0.485%
33 6.692 779 783 784 rBV2 41653 43127 1.57% 0.161%
34 6.704 784 785 789 rVWW2 36403 36652 1.34% 0.137%
35 6.757 790 794 800 rVB 992092 963798 35.18% 3.606%
36 6.810 800 803 805 rBV 213323 168535 6.15% 0.631%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
Data File : BF135461.D

Acqg On : 26 Sep 2023 19:29
Operator : CG\JU

Sample : 04566-10

Misc :

ALS Vvial : 20 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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 6.869 810 813 815 rw 57693 57503 2.10% 0.215%
38 6.898 815 818 821 rvv3 40399 56736 2.07% 0.212%
39 6.928 821 823 826 rVB 126363 110280 4.03% 0.413%
40 6.998 833 835 837 rBV 126634 104176  3.80%  ©.390%
41 7.022 837 839 843 rVB2 63179 70821 2.59% 0.265%
42 7.069 843 847 850 rBvV 223321 230761 8.42% 0.863%
43 7.092 850 851 856 rVB2 63191 33564 1.23% 0.126%
44 7.145 856 860 863 rBV 131653 130792 4.77% 0.489%
45 7.216 869 872 875 rBV 44692 33013 1.21% 0.124%
46 7.286 878 884 886 rBV 359153 315556 11.52%  1.181%
47 7.316 886 889 893 rVV 1771410 1746292 63.75% 6.534%
48 7.392 897 902 906 rVB5 63425 81962 2.99% 0.307%
49 7.433 906 909 912 rBV2 63435 61734 2.25% 0.231%
50 7.522 921 924 927 rVV 176527 142459 5.20% 0.533%
51 7.551 927 929 932 rVB2 72843 64394  2.35% 0.241%
52 7.633 938 943 945 rBV4 38440 47334 1.73% 0.177%
53 7.704 953 955 960 rVB2 94678 102982 3.76%  0.385%
54 7.769 960 966 970 rVvv3 197998 235649 8.60% 0.882%
55 7.804 970 972 975 rW 53570 49814 1.82% 0.186%
56 7.851 977 980 982 rVW2 57690 57624 2.10% 0.216%
57 7.904 986 989 992 rBV2 48616 49920 1.82% 0.187%
58 7.975 997 1001 1002 rBV3 25789 28137 1.03% 0.105%
59 8.033 1005 1011 1013 rVvV 1257739 1159316 42.32% 4.338%
60 8.051 1013 1014 1017 rVV 168661 147359 5.38% 0.551%
61 8.080 1017 1019 1023 rVWV2 69279 90982 3.32% 0.340%
62 8.122 1023 1026 1030 rVB2 41834 36800 1.34% 0.138%
63 8.310 1056 1058 1064 rVB6 35870 55956 2.04% 0.209%
64 8.416 1073 1076 1079 rVB2 49598 46563 1.70% 0.174%
65 8.457 1079 1083 1084 rVV 34000 36531 1.33% 0.137%
66 8.492 1087 1089 1092 rVB2 29465 32082 1.17% 0.120%
67 8.622 1108 1111 1114 rBV2 31773 33446  1.22% 0.125%
68 8.745 1130 1132 1136 rBV 74044 66566  2.43%  0.249%
69 8.845 1146 1149 1153 rVB 56046 52284 1.91% 0.196%
70 9.110 1190 1194 1197 rBV 2802531 2281788 83.29% 8.538%
71 9.192 1204 1208 1210 rBV3 27583 29243 1.07% 0.109%
72 9.445 1248 1251 1253 rBV2 30858 30802 1.12% 0.115%
73 9.651 1283 1286 1290 rBV 42832 39706 1.45% 0.149%
74 9.786 1306 1309 1313 rVB 1066910 895810 32.70%  3.352%
75 10.580 1441 1444 1455 rBV 1462316 1385138 50.56% 5.183%
76 10.710 1462 1466 1470 rBV3 36753 51350 1.87% 0.192%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
Data File : BF135461.D

Acqg On : 26 Sep 2023 19:29
Operator : CG\JU

Sample : 04566-10

Misc

ALS Vvial : 20 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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 11.280 1560 1563 1566 rBV 1124397 973089 35.52% 3.641%
78 11.304 1566 1567 1570 rVV 147054 101911 3.72% 0.381%
79 11.357 1574 1576 1579 rVB 39135 33176 1.21% 0.124%
80 11.821 1652 1655 1659 rBV2 560449 533166 19.46%  1.995%
81 12.504 1768 1771 1774 rBV 369309 301637 11.01% 1.129%
82 12.610 1786 1789 1796 rBV2 242314 255989 9.34%  0.958%
83 12.733 1807 1810 1812 rVB 298083 210279 7.68% 0.787%
84 12.880 1831 1835 1838 rBV 2305453 2104957 76.84% 7.876%
85 12.992 1852 1854 1856 rBV 93055 66465 2.43%  0.249%
86 13.268 1898 1901 1908 rBV 393212 517855 18.90%  1.938%
87 13.368 1916 1918 1923 rVB 216820 245038 8.94% 0.917%
88 13.939 2011 2015 2018 rBV2 797850 925689 33.79%  3.464%
89 15.415 2262 2266 2275 rVB 497777 699370 25.53% 2.617%
90 15.874 2340 2344 2353 rBV 587474 894930 32.67% 3.349%

Sum of corrected areas: 26726232

8270-BF091123.M Wed Sep 27 13:41:54 2023 Pag 3



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 26 Sep 2023 19:29
¢ CG\JU
. 04566-10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
BF135461.D

: 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BF135461.D\data.ms
5.386

6.404

7.316

6.757

33MWEABML 4.045 4387 ABRBIEIE TS 550

Time-->

— Dol - SN
L L L L L L L L L L L L L L L L L B L L B D L I B IO

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF135461.D\data.ms
9.110 12.880

10.580
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9.786

0
Time-->
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— — — — —
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2500000

2000000

1500000

1000000

500000

TIC: BF135461.D\data.ms

13.939

15415 15874

Time-->

‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
Data File : BF135461.D

Acqg On : 26 Sep 2023 19:29
Operator : CG\JU

Sample : 04566-10

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Ethylbenzene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.234 2.68 ng 128958 1,4-Dichlorobenzene-d4 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylbenzene 106 C8H10 000100-41-4 94
2 o-Xylene 106 C8H1e0 000095-47-6 83
3 p-Xylene 106 C8H10 000106-42-3 80
4 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 64
5 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 64
Abundance Scan 535 (5.234 min): BF135461.D\data.ms (-532) (-) m/z 91.05 100.00%
91.0
5000
106.1
e AREmEER TS
51.0 65.0 78.1 5.00 5.20 5.40 5.60
0L b et Ul myz 106,05 33.08%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #5732: Ethylbenzene
5000 L B I L I LA R
106.0 5.00 5.20 5.40 5.60
510 m/z 50.95 11.04%
27.0 "~ 65.0 78.0
O \\\]1.9\\:"-&‘.\0\‘\H‘\‘H\\“HH“H\‘\‘\H‘H\H“H\\“l\\\‘\‘\‘\‘\‘HH
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #5727: 0-Xylene
91.0
S T
5.00 5.20 5.40 5.60
5000 106.0 m/z 65.00 9.36%
39.0 77.0
63.0
0 m"m‘u"“2‘6‘"‘?"‘1“‘””}‘l‘m‘;““"M‘U“m‘lm‘“m‘wuu
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #5718: p-Xylene “H“‘H‘ATH“‘H“‘
91.0 5.00 5.20 5.40 5.60
m/z 77.00 8.41%
106.0
5000
OLrrrprrrrrrrrrrerrdrrrelber S0l
m/z--> 0 10 20 30 40 50 60 70 80 90 100110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
Data File : BF135461.D

Acqg On : 26 Sep 2023 19:29
Operator : CG\JU

Sample : 04566-10

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Benzene, propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.216 3.00 ng 144561 1,4-Dichlorobenzene-d4 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 94
2 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
3 Propanenitrile, 3-[(phenylmethyl... 160 C10H12N2 000706-03-6 64
4 1,2-Ethanediamine, N,N'-bis(phen... 240 C16H20N2 000140-28-3 64
5 1-(Benzylamino)propan-2-ol 165 C10H15NO 1000486-84-7 64
Abundance Scan 702 (6.216 min): BF135461.D\data.ms (-699) (-) m/z 91.05 100.00%
91.0
5000
120'1 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
390 900 5.80 6.00 6.20 6.40 6.60
0“‘_“W‘Jm‘“‘ﬁpulww‘mp‘H“H“_“w“u“u‘ m/z 120.10 24.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10702: Benzene, propyl-
91.0 M

5.80 6.00 6.20 6.40 6.60
120.0 m/z 65.00 11.88%

S
1 | n
\\\‘\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #88775: N-Benzyl-2-phenethylamine
91.0

5.80 6.00 6.20 6.40 6.60

o

5000 120.0 m/z 92.05 10.78%
65.0
T Mo R NP SR——— )
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36036: Propanenitrile, 3-[(phenylmethyl)amino]-
91.0 5.80 6.00 6.20 6.40 6.60

m/z 78.00 6.04%

5000
120.0
65.0
42.0 | | 160.0
N | B S

m/z--> 20 40 60 80 100 120 140 160 180 200 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
Data File : BF135461.D

Acqg On : 26 Sep 2023 19:29

Operator : CG\JU

Sample : 04566-10

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.

6.281 2.37 ng 114419 1,4-Dichlorobenzene-d4 6.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 56
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 45
3 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 30
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 25
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 25

Abundance Scan 713 (6.281 min): BF135461.D\data.ms (-710) (-) m/z 105.10 100.00%
105.
411 69.1
5000
120.1
‘ | ‘ BF-l ‘ 1401 6.00 6.20 6.40 6.60
) S—— ] Sl MM‘ " L ‘ s~ m/z 69.18  66.75%
miz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 6.00 6.20 6.40 6.60
m/z 41.10 62.23%
39.0 77.0
0 T \‘\ T \“‘\ \“1‘5\?“9\‘\ T \““ T \‘1 T ‘H‘\ \‘\“‘\ L
m/z--> 20 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
T T T
6.00 6.20 6.40 6.60
5000 m/z 57.05 60.89%
120.0
77.0
39.0
oL 80, i1 A9l
miz--> 20 80 100 120 140
Abundance #13242: Cyclohexane, 1,2,3-trimethyl- RARRaRAREEE R
55.0 70.0 6.00 6.20 6.40 6.60
m/z 55.00 56.06%
5000 97.0
126.0
29.0 ‘ ‘
0y H m‘u“ “1‘; ‘ “‘!w ‘ “‘ L T
m/z--> 20 40 60 80 100 120 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
Data File : BF135461.D

Acqg On : 26 Sep 2023 19:29
Operator : CG\JU

Sample : 04566-10

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 4 Mesitylene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.581 2.69 ng 129635 1,4-Dichlorobenzene-d4 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 93
Abundance Scan 764 (6.581 min): BF135461.D\data.ms (-760) (-) m/z 105.05 100.00%
105.1
5000 120.1
39.0 630 10 911 6.20 6.40 6.60 6.80 7.00
Obrrerrrrrrreebre ot et Ml o mjz 120.10  45.82%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
5000 120.0
6.20 6.40 6.60 6.80 7.00
770 m/z 77.00 11.99%
51.0 91.0
0 \\‘H\\‘\2\\7\.(‘)\\\\“HHH}‘HM\‘\‘H‘H\‘U‘H\\“H\\‘\‘}1\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
R A REa
120.0 6.20 6.40 6.60 6.80 7.00
5000 m/z 119.10 10.61%
39.0 77.0 91.0
N T R PO O MUSOY RO IO
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 6.20 6.40 6.60 6.80 7.00
m/z 79.00 9.11%
5000 120.0
28.0 77.0 91.0
51.0 :
0 ‘“1“%"9‘HJ!‘H‘“‘m";;u"‘M"H“l“H‘n“uW‘kuu“mw e P
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
Data File : BF135461.D

Acqg On : 26 Sep 2023 19:29
Operator : CG\JU

Sample : 04566-10

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.810 3.50 ng 168535 1,4-Dichlorobenzene-d4 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 93
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 803 (6.810 min): BF135461.D\data.ms (-800) (-) m/z 105.10 100.00%
105.1

=

5000 120.1
390 570 770 6.40 6.60 6.80 7.00 7.20
Ol Wl 1890 s 106 65 46.50%
miz--> 20 40 60 80 100 120 140
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0
5000 6.40 6.60 6.80 7.00 7.20
120.0 : . : : :

m/z 77.05 12.11%

77.0
0 \1\5\-0‘ T \3\9“.0\ \‘\5\9‘.(‘)\‘\ T \m‘ T \‘\ T ’H‘\ \‘\““\ L
miz--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
R ARREmARREE
6.40 6.60 6.80 7.00 7.20
5000 m/z 79.05 8.99%
120.0
77.0
39.0
oL 80, L w320 W
miz--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl- R e A o
105.0 6.40 6.60 6.80 7.00 7.20
m/z 106.00 8.65%
5000
120.0
77.0
olts0 . 0220 i bl
m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00 7.20

8270-BF091123.M Wed Sep 27 13:42:08 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
Data File : BF135461.D

Acqg On : 26 Sep 2023 19:29
Operator : CG\JU

Sample : 04566-10

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 6 Indane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
6.928 2.29 ng 110280 1,4-Dichlorobenzene-d4 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 90
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 81
3 (Z)-1-Phenylpropene 118 C9H10 000766-90-5 76
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 72
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 64
Abundance Scan 823 (6.928 min): BF135461.D\data.ms (-821) (-) m/z 117.10 100.00%
117.1
5000
390 580 91"0 L” s 6.60 6.80 7.00 7.20
O by L 1489 s 18 05 55.27%
miz-> 20 40 60 80 100 120 140
Abundance #10179: Indane
11v.0
5000 H‘H\/\\A‘HH‘\/\PH‘\/\U\\\’
6.60 6.80 7.00 7.20
39.0 58.0 91.0 ‘ m/Z 115.10 29.82%
13.0
O\\\\‘\“\\\“‘\\“1\““i‘\\\“‘\\“\\“\\\M‘\\\\‘\\\\ 1
miz-> 20 40 60 80 100 120 140
Abundance #10197: Benzene, cyclopropyl-
117.0
6.60 6.80 7.00 7.20
m/z 91.00 15.64%
5000 91.0
51.0
) — ‘2‘7‘{?“‘ ‘ “‘1 JMM 74“8 N |
m/iz--> 20 40 60 80 100 120 140
Abundance #10185: (Z)-1-Phenylpropen R R
117.0 6.60 6.80 7.00 7.20
m/z 39.00 10.84%
5000
91.0
51.0
[ ‘2‘7‘(9““ : “‘: “““:“7‘4‘@8 ol A S
m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20

8270-BF091123.M Wed Sep 27 13:42:09 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
Data File : BF135461.D

Acqg On : 26 Sep 2023 19:29

Operator : CG\JU

Sample : 04566-10

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.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 7 Benzene, 1,3-diethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
6.998 2.16 ng 104176 1,4-Dichlorobenzene-d4 6.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 97
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 94
3 Benzene, 1-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 91
4 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 87
5 o-Cymene 134 C1oH14 000527-84-4 81

Abundance Scan 835 (6.998 min): BF135461.D\data.ms (-833) (-) m/z 105.05 100.00%
105.1
5000 134.0
390 570 77"0 ‘ 6.60 6.80 7.00 7.20 7.40
Ol el L1540 00 10 03.45%
miz--> 20 40 60 80 100 120 140
Abundance #17028: Benzene, 1,3-diethyl-
119.0
5000
6.60 6.80 7.00 7.20 7.40
91.0 m/z 134.60  43.91%
39.0 65.0 ‘
0 \1\5\.0‘ T ‘\‘\ \“‘\ \“i‘\ “\‘\ T \‘M‘ 1T ‘H‘\ \‘\‘l T \l\ ‘\6.‘0\ T
miz--> 20 40 60 80 100 120 140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
6.60 6.80 7.00 7.20 7.40
5000 ITI/Z 91.00 25.56%
91.0
41.0 65.0
v A Y
miz-> 20 40 60 80 100 120 140
Abundance #17081: Benzene, 1-ethyl-3,5-dimethyl- REENS RS Sy S
119.0 6.60 6.80 7.00 7.20 7.40
m/z 77.00 15.06%
5000
39.0 91.0 l
65.0
0“"‘M"M‘Wh‘ﬂu‘$\‘J‘WWM‘Ul‘4H§R“‘ e aauR AL
m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20 7.40

8270-BF091123.M Wed Sep 27 13:42:11 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
Data File : BF135461.D

Acqg On : 26 Sep 2023 19:29
Operator : CG\JU

Sample : 04566-10

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Benzene, 1,4-diethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.069 4.79 ng 230761 1,4-Dichlorobenzene-d4 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 97
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 95
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 91
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
5 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 90
Abundance Scan 847 (7.069 min): BF135461.D\data.ms (-843) (-) m/z 119.05 100.00%
119.1
5000
39.0 65.0 ‘ ‘ 6.80 7.00 7.20 7.40
Obrrperreretboretieep el M i myz 105,05 78.60%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17027: Benzene, 1,4-diethyl-
119.0
5000 134.0
6.80 7.00 7.20 7.40
91.0 m/z 91.05 58.07%
4.0 650 A
0H‘\\\‘\‘\H‘\“H\\“‘\\Hi‘\‘\\\‘\‘\‘\\‘H\H‘HH’HH‘\‘H\‘H‘H‘HH‘H‘H’\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17033: Benzene, 1,3-diethyl-
119.0
T T T
6.80 7.00 7.20 7.40
5000 1340 m/Z 134.05 54.6700
91.0
27.0 51.0 ‘
0\\‘\\\\‘\HMu\1“‘\\u}‘1‘\\1‘M\‘?\6\‘19\uH,\\\\‘M\‘u‘\‘\l\m‘u‘u,m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0 6.80 7.00 7.20 7.40
m/z 92.10 18.45%
5000
134.0
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40

8270-BF091123.M Wed Sep 27 13:42:12 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
Data File : BF135461.D

Acqg On : 26 Sep 2023 19:29
Operator : CG\JU

Sample : 04566-10

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Benzene, 1-methyl-2-propyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.145 2.71 ng 130792 1,4-Dichlorobenzene-d4 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 93
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 93
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 76
4 Benzene, 1l-methyl-3-propyl- 134 C10H14 001074-43-7 76
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 70
Abundance Scan 860 (7.145 min): BF135461.D\data.ms (-856) (-) m/z 105.05 100.00%
105.1
5000
134.0
39.0 77.0 6.80 7.00 7.20 7.40
2 Ol M g ] | 152.0
T oL L e N g m/z 134.00  22.00%
m/z--> 20 40 60 80 100 120 140
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
5000
6.80 7.00 7.20 7.40
134.0 m/z 77.80 11.61%
77.0
oL 150 . 390 570, it
\\\‘\\\\‘\\\\‘\\\\‘\\1\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
N ARRmamsELEEE S SR
6.80 7.00 7.20 7.40
5000 m/z 79.05 11.18%
134.0
77.0
0 2?0 I 5]\.0 Ll A | \\‘ " I
e B L e L e T e
miz--> 20 40 60 80 100 120 140
Abundance #17045: Benzene, (1-methylpropyl)- T
105.0 6.80 7.00 7.20 7.40
m/z 106.10  10.05%
5000
134.0
270 510 770
ol e e L
m/z--> 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40

8270-BF091123.M Wed Sep 27 13:42:13 2023 Page: 13



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\

BF135461.D

: 26 Sep 2023 19:29
¢ CG\JU
. 04566-10

: 20 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Benzene, 1,2,3,4-tetramethyl-

7.522 2.46 ng

EstConc Area

142459

Concentration Rank 13

Relative to ISTD R.T.

Naphthalene-d8

000488-23-3 91
000874-41-9 90
000527-84-4 90
001758-88-9 90
000934-80-5 90

m/z 119.10 100.00%

3

7.20 7.40 7.60 7.80

m/z 134.00  45.41%

=

7.20 7.40 7.60 7.80

m/z 91.00 18.57%

3

7.20 7.40 7.60 7.80

m/z 135.05 16.06%

-

7.20 7.40 7.60 7.80

m/z 120.05 9.00%

3

Hit# of 5 Tentative ID MW MolForm
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C1loH14
3 o-Cymene 134 C10H14
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14
Abundance Scan 924 (7.522 min): BF135461.D\data.ms (-921) (-)
119.1
5000
91.0 135.1
39.0 65.0
ol 0L Ll aste
m/z--> 20 40 60 80 100 120 140
Abundance #17063: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
91.0
39.0 650 | 135.0
O T \‘\ T \“‘\ \‘1‘\ “1“\ T \‘”’ T ‘h\“\ \‘M T \‘\ (R
m/z--> 20 40 60 80 100 120 140
Abundance #17088: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000
39.0 91.0
65.0
0 \\\‘\\\\MV\N‘\ﬁﬁ\\ﬁy\\t\‘wﬁ\‘ﬁl\}\ﬁ?\\\\
m/iz--> 20 40 60 80 100 120 140
Abundance #16998: 0-Cymene
119.0
5000
91.0
olaso B2 090 L S0
m/z--> 20 40 60 80 100 120 140

7.20 7.40 7.60 7.80

8270-BF091123.M Wed Sep 27 13:42:15 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
Data File : BF135461.D

Acqg On : 26 Sep 2023 19:29
Operator : CG\JU

Sample : 04566-10

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 11 2,4-Dimethylstyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.769 4.07 ng 235649  Naphthalene-d8 8.033

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 95
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 92
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 91
4 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 87
Abundance Scan 966 (7.769 min): BF135461.D\data.ms (-960) (-) m/z 117.05 100.00%
11y.1
5000
91.0 134.1
5.0 ‘ ‘ ‘ 7.40 7.60 7.80 8.00
obr et 5 e Ml gz 119,10 48.93%
m/z--> 20 40 60 80 100 120 140
Abundance #16113: 2,4-Dimethylstyrene
117.0
5000
91.0 7.40 7.60 7.80 8.00
390 o m/z 132.00  42.37%
w0 YL |
O \\‘\‘\‘\\\‘i‘\\‘” “‘ H“\\}\“‘}‘\\\“‘\‘U‘\“\‘\\\\
miz-> 20 40 80 100 120 140
Abundance #16151.1H4ndene,23—mhydnr54nemyh
117.0
7.40 7.60 7.80 8.00
5000 m/z 115.00 34.26%
39.0 1.
25 |0
0 ““‘V“q“‘w‘yﬁ“ﬂ““‘ SRS A S
m/iz--> 20 40 60 80 100 120 140
Abundance #16137: 1-Methyl-2-phenylcyclopropane
117.0 7.40 7.60 7.80 8.00
m/z 91.05 22.68%
5000
91.0
51. 133.0
ol 20 “f TR L a
m/z--> 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00

8270-BF091123.M Wed Sep 27 13:42:16 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
Data File : BF135461.D

Acqg On : 26 Sep 2023 19:29
Operator : CG\JU

Sample : 04566-10

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.821 10.96 ng 533166  Phenanthrene-d10 11.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 97
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 1655 (11 821 min): BF135461.D\data.ms (-1652) (- m/z 73.00 100.00%

3.1

5000
129.0
2132 = ===
| . 157.1185.1 256.1 11.50 12.00
e m/z 43.10  98.50%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510:n-Hexadecanok:add

5000 129.0 T T
11.50 12.00
. 157.01g5 02130  256.0 m/z 60.00 95.59%
0:

m/z--> 20 40 60 80 100120140160180200220240260280

?:::::=::_;

o

%

Abundance #92069: Tridecanoic acid
73.0
- P
430 11.50 12.00
5000 129.0 ITI/Z 57.10 81.27%
171.0
‘ 214.0
oo AL
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126202: Pentadecanoic acid — —
43.0 73.0 11.50 12.00
m/z 55.10 73.48%
5000
129.0 242.0
199.0
LA | e
o el Al L b A
m/z--> 20 40 60 80 100120140160180200220 240260280 11.50 12.00

8270-BF091123.M Wed Sep 27 13:42:17 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
Data File : BF135461.D

Acqg On : 26 Sep 2023 19:29
Operator : CG\JU

Sample : 04566-10

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.610 5.26 ng 255989  Phenanthrene-di10 11.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Pentadecanoic acid 242 C15H3002 001002-84-2 76
Abundance Scan 1789 (12.610 min): BF135461.D\data.ms (-1786) (| m/z 43.10 100.00%
431
5000 WJ\\AM
129.0
—— —
H‘ ‘ 185.1 2412 2643 12.50 13.00
(IR ‘ ] ‘” i e “‘ ot ‘ b e M/Z 60.00  80.66%
m/z--> 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
50001 28, 284.0 o =
1850 241.0 12.50 13.00
m/z 57.10 80.21%
0 ‘JL NNMMM‘MMjHHM\HMJ‘M\\M‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0
—— —
12.50 13.00
m/z 73.00 74.55%
5000 284.0 /
3.0 1290
1850 2410
0l \‘ﬂ‘\ uhH M\ uf ‘\‘\‘ \“‘ \‘ ‘\‘\‘ “ - “‘ IR ‘3‘7‘2"
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid e S
'J
43.0 256.0 12.50 13.00
m/z 55.10 66.23%
5000
129.0
3.0 42130
0 ‘HJ“ ‘\\M“h‘hhu\u‘w ‘\\“‘ ““‘u\ “\‘H“HH‘HH‘H‘ —— ——
m/z--> 5 100 150 200 250 300 350 12.50 13.00

8270-BF091123.M Wed Sep 27 13:42:18 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
Data File : BF135461.D

Acqg On : 26 Sep 2023 19:29
Operator : CG\JU

Sample : 04566-10

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Acridin-9-amine, 1,2,3,4-te... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.268 11.19 ng 517855 Chrysene-d12 13.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acridin-9-amine, 1,2,3,4-tetrahy... 226 C15H18N2 1000300-57-6 58
2 1,3-Diamino-5,6-dihydro-9-methyl... 226 C13H14N4 037436-39-8 49
3 9H-Pyrido[3,4-b]indole, 7-methox... 226 C14H14N20 143502-37-8 46
4 Benzenamine, N-[(4-nitrophenyl)m... 226 C13H10N202 000785-80-8 46
5 N-(4-Methyl-2-pyrimidinyl)-1,3-b... 226 C12H10N40 669745-30-6 43

Abundance Scan 1901 (13.268 min): BF135461.D\data.ms (-1898) (- m/z 226.10 100.00%

226.1
5000 165.1 ‘A

51.0 115.1 13.00 13.50

" ‘\ Ll gy ¢ \\ Iy “u \\L Mu u‘ \“d SRR ‘297‘-:!- ‘3"4‘2-‘: m/z 165.10 38.74%

m/z--> 50 100 150 200 250 300
Abundance #107128: Acridin-9-amine, 1,2,3,4-tetrahydro-5,7-dimethy
226.0

5000 — e
13.00 13.50

m/z 225.10  37.23%

39.0 77.0
: \‘M‘u‘\‘\\‘u‘\uu\ ‘\ ‘14 o i‘ A ﬂ \H —
miz-> 50 100 150 200 250 300
Abundance #106611: 1,3-Diamino-5,6-dihydro-9-methylnaphthro[2,1-
226.0

\
13.00 13.50
5000 m/z 227.10 15.55%

43.0
770 115.0 169.0
ik A ‘\‘\‘ ‘HL‘ i i MH} ‘\h\‘u‘ [ e
miz--> 50 100 150 200 250 300

Abundance #106853: 9H-Pyrido[3,4-b]indole, 7-methoxy-1,9-dimethy e —
226.0 13.00 13.50

m/z 194.10  15.35%

5000
183.0
0l41.0 750 11301490dJ

o

o

o

m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
Data File : BF135461.D

Acqg On : 26 Sep 2023 19:29
Operator : CG\JU

Sample : 04566-10

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 15 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.368 5.29 ng 245038  Chrysene-di12 13.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 87
2 Nonanamide 157 C9H19NO 001120-07-6 68
3 Dodecanamide 199 C12H25NO 001120-16-7 68
4 Hexadecanamide 255 C16H33NO 000629-54-9 59
5 Octanamide 143 C8H17NO 000629-01-6 59
Abundance Scan 1918 (13.368 min): BF135461.D\data.ms (-1916) (- m/z 59.00 100.00%
59.0
5000 AWVKmewwN
H 126.1 13.00 13.50
ol dl gl 1971237.1975.1812.2350.2 T 25 o5 54.38%
miz--> 50 100 150 200 250 300 350
Abundance #174773: 9-Octadecenamide, (Z)-
59.0
5000
1300 1350
m/z 55.10 34.20%
4.0 281.0
0189 | Iy i1#01540 10802380 717
miz--> 50 100 150 200 250 300 350
Abundance #34432: Nonanamide
59.0
— ——
13.00 13.50
5000 m/z 41.10 26.28%
o180 i 8070
m/z--> 50 100 150 200 250 300 350
Abundance #74753: Dodecanamide — T
59.0 13.00 13.50
m/z 43.10 22.88%
5000
gsal il mowoo
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
Data File : BF135461.D

Acqg On : 26 Sep 2023 19:29
Operator : CG\JU

Sample : 04566-10

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Eicosane, 10-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.874  25.59 ng 894930  Perylene-di2 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 94
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 92
3 Heptacosane 380 C27H56 000593-49-7 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Octacosane 394 (C28H58 000630-02-4 91
Abundance Scan 2344 (15.874 min): BF135461.D\data.ms (-2340) (- m/z 57.10 100.00%
57.1
5000 MA‘AJ§M\w/\Mﬁ~$MJ
— ——
H ]T 1601 15.50 16.00
oL L[ 169:1210.1267.0 3211 4132462. 1/, 7110 58.66%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194595: Eicosane, 10-methyl-
57.0
5000 — S
15.50 16.00
m/z 43.10 56.74%
oLl qu 0 2110 2810
\\\‘\\f!‘ \\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #262017: Heptadecane, 9-octyl-
57.0
— ——
15.50 16.00
5000 m/z 85.10 43.93%
13.0 239.0
o AL 1000 #2000 9550
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #287977: Heptacosane “ T
57.0 15.50 16.00
m/z 55.10 20.83%
||| 31180 4600
ol iili 271600 2250 800  3s00
m/z--> 50 100 150 200 250 300 350 400 450 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
Data File : BF135461.D

Acqg On : 26 Sep 2023 19:29
Operator : CG\JU

Sample : 04566-10

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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|
Ethylbenzene 5.234 2.7 ng 128958 1 6.757 963798 20.0
Benzene, propyl- 6.216 3.0 ng 144561 1 6.757 963798 20.0
Benzene, 1-ethy... 6.281 2.4 ng 114419 1 6.757 963798 20.0
Mesitylene 6.581 2.7 ng 129635 1 6.757 963798 20.0
Benzene, 1-ethy... 6.810 3.5 ng 168535 1 6.757 963798 20.0
Indane 6.928 2.3 ng 110280 1 6.757 963798 20.0
Benzene, 1,3-di... 6.998 2.2 ng 104176 1 6.757 963798 20.0
Benzene, 1,4-di... 7.069 4.8 ng 230761 1 6.757 963798 20.0
Benzene, 1-meth... 7.145 2.7 ng 130792 1 6.757 963798 20.0
Benzene, 1,2,3,... 7.522 2.5 ng 142459 2 8.033 1159320 20.0
2,4-Dimethylsty... 7.769 4.1 ng 235649 2 8.033 1159320 20.0
n-Hexadecanoic ... 11.821 11.0 ng 533166 4 11.280 973089 20.0
Octadecanoic acid 12.610 5.3 ng 255989 4 11.280 973089 20.0
Acridin-9-amine... 13.268 11.2 ng 517855 5 13.945 925689 20.0
9-Octadecenamid... 13.368 5.3 ng 245038 5 13.945 0925689 20.0
Eicosane, 10-me... 15.874 25.6 ng 894930 6 15.415 699370 20.0
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