LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101223\
Data File : BF135732.D

Acqg On : 12 Oct 2023 13:51
Operator : CG\JU

Sample : 04689-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135732.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.352 212 215 224 rVB4 8642 14747 2.08% 0.267%
2 3.505 235 241 248 rBV3 7888 18029 2.54% 0.326%
3 3.710 272 276 282 rBV3 10680 19432 2.73% 0.351%
4 4,016 322 328 333 rBV2 18767 28605 4.03% 0.517%
5 4.857 465 471 476 rBV2 9378 13131 1.85% 0.237%
6 4.910 476 480 485 rBV 19695 25409 3.58% 0.459%
7 4.957 485 488 493 rBV 17402 23547  3.31% 0.426%
8 5.340 548 553 558 rVB4 6750 10746 1.51% 0.194%
9 5.387 558 561 563 rBvV 12654 12736 1.79% 0.230%
106 5.410 563 565 570 rVv3 11317 18909 2.66%  0.342%
11 5.457 576 573 576 rVB2 13618 15189 2.14% 0.275%
12 5.599 593 597 6600 rVB3 9302 9728 1.37% 0.176%
13 5.793 627 630 637 rVB2 9571 13086 1.84% 0.237%
14 5.975 659 661 664 rBv2 10565 10835 1.52% 0.196%
15 6.163 689 693 697 rBv3 7886 9816 1.38% 0.177%
16 6.222 697 703 706 rBV 63522 65361 9.20% 1.182%
17 6.328 716 721 722 rBV3 7065 8268 1.16% 0.150%
18 6.346 722 724 731 rVB3 17546 18715 2.63% 0.338%
19 6.422 731 737 742 rBV3 20278 37848 5.33% 0.684%
20 6.499 748 750 752 rBV3 8596 8418 1.18% 0.152%
21 6.663 775 778 781 rBV2 8861 8470 1.19% 0.153%
22 6.740 788 791 798 rBV 567728 538997 75.85% 9.746%
23 6.810 801 803 806 rVB 17834 14610 2.06% 0.264%
24 6.851 806 810 816 rBvV2 46325 49910 7.02% 0.902%
25 6.981 829 832 833 rBV2 20662 17282 2.43% 0.313%
26 6.998 833 835 843 rVB 46440 52453 7.38% 0.948%
27 7.069 843 847 851 rBvV2 37845 38595 5.43% 0.698%
28 7.163 859 863 864 rBV 19640 17835 2.51% 0.323%
29 7.175 864 865 868 rvB 12432 9957 1.40% 0.180%
30 7.234 871 875 878 rBV5 6799 12221 1.72% 0.221%
31 7.269 878 881 884 rvB2 16536 14438 2.03% 0.261%
32 7.304 884 887 897 rBV 192420 248449 34.96% 4.493%
33 7.481 915 917 919 rBv2 12314 10580 1.49% 0.191%
34 7.698 950 954 959 rBV3 14182 19076 2.68%  0.345%
35 7.751 959 963 966 rVW4 24666 27221 3.83% 0.492%
36 7.787 966 969 974 rvVB2 9969 10455 1.47% 0.189%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101223\
Data File : BF135732.D

Acqg On : 12 Oct 2023 13:51
Operator : CG\JU

Sample : 04689-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.993 1000 1004 1005 rBvV3 6624 8244 1.16% 0.149%
38 8.016 1005 1008 1014 rBV 809458 710631 100.00% 12.850%
39 8.451 1077 1082 1084 rBV5 11164 14642 2.06% 0.265%
40 9.092 1188 1191 1200 rBV 471139 432011 60.79% 7.812%
41 9.775 1303 1307 1321 rVB 804610 689166 96.98% 12.462%
42 10.157 1369 1372 1377 rBV 34552 37290 5.25% 0.674%
43 10.198 1377 1379 1383 rVB2 16170 15752 2.22% 0.285%
44 10.581 1442 1444 1448 rBV3 9472 10651 1.50% ©0.193%
45 10.681 1459 1461 1470 rVB5 7233 11886 1.67% ©0.215%
46 11.269 1558 1561 1568 rBV 687298 639045 89.93% 11.555%
47 11.663 1626 1628 1633 rvVB2 8042 9930 1.40% 0.180%
48 11.804 1649 1652 1662 rBvV3 64877 86664 12.20% 1.567%
49 12.598 1785 1787 1790 rBV3 9168 12733 1.79% 0.230%
50 12.686 1799 1802 1805 rVB3 11440 10638 1.50% ©0.192%
51 12.863 1828 1832 1841 rVB 271122 232650 32.74% 4.207%
52 13.363 1913 1917 1920 rBV 6139 8233 1.16% 0.149%
53 13.392 1920 1922 1926 rVWv2 48693 41293 5.81% 0.747%
54 13.433 1926 1929 1936 rvvs 8024 11693 1.65% 0.211%
55 13.875 1996 2004 2005 rBV5 32451 66424  9.35% 1.201%
56 13.933 2011 2014 2026 rVB 484108 492533 69.31% 8.906%
57 14.398 2091 2093 2095 rBvV2 10114 7830 1.10% 0.142%
58 14.557 2117 2120 2123 rBV4 11778 12648 1.78% ©.229%
59 14.698 2139 2144 2147 rBV6 14528 17553 2.47% 0.317%
60 14.769 2153 2156 2162 rBV2 28306 27589 3.88% 0.499%
61 15.033 2198 2201 2204 rVB4 13654 14867 2.09% 0.269%
62 15.410 2260 2265 2275 rVB 289963 416739 58.64% 7.536%
63 15.839 2335 2338 2343 rVB6 11742 17792 2.50% 0.322%
Sum of corrected areas: 5530231
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

: 12 Oct 2023 13:51
¢ CG\JU
. 04689-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101223\
BF135732.D

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101223\
Data File : BF135732.D

Acqg On : 12 Oct 2023 13:51
Operator : CG\JU

Sample : 04689-01

Misc

ALS vial : 9 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 Octane, 2,2,6-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.222 2.43 ng 65361 1,4-Dichlorobenzene-d4 6.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 78
2 Octane, 2,5,6-trimethyl- 156 C11H24 062016-14-2 78
3 Tetradecane, 2,2-dimethyl- 226 C1l6H34 059222-86-5 78
4 2,2,7,7-Tetramethyloctane 170 C12H26 001071-31-4 72
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 64
Abundance Scan 703 (6.222 min): BF135732.D\data.ms (-697) (-) m/z 57.05 100.00%
57.0
5000
‘ 85.1 5.80 6.00 6.20 6.40 6.60
Ob el AL m/z 56.00  36.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33102: Octane, 2,2,6-trimethyl-
57.0
5000
5.80 6.00 6.20 6.40 6.60
m/z 43.05 31.03%
29.0 85.0
O\‘\‘\‘\\“H\\\H‘\\“\\‘\‘\\\“‘]\_]\_]\-.\9\\\]-\4.‘]-\.\()\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33099: Octane, 2,5,6-trimethyl-
57.0
R e
5.80 6.00 6.20 6.40 6.60
5000 m/z 41.05 25.10%
29.0 85.0
ol b L 2270 1860
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #107240: Tetradecane, 2,2-dimethyl- e e
57.0 5.80 6.00 6.20 6.40 6.60
m/z 71.00 16.21%
5000
0 2?\'0 H L1 %50 1130 1410 1680 211.0
A e e e e e
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\BF101223\
Data File : BF135732.D

Acqg On : 12 Oct 2023 13:51
Operator : CG\JU

Sample : 04689-01

Misc

ALS vial : 9 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 Tridecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.804 2.71 ng 86664  Phenanthrene-d10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Nonanoic acid 158 C9H1802 000112-05-0 60
Abundance Scan 1652 (11.804 min): BF135732.D\data.ms (-1649) (| m/z 43.85 100.00%
43.0
73.0
5000
129.1
— —
‘ 1do. 157.1185.02132 e 4 11.50 12.00
[ — m/z 60.00  89.81%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
1
43.0 730
5000 129.0 — . MMM f
11.50 12. 00
171.0 m/z 73.00  83.99%
pnly e
OJ\-\\I:_)\.R‘}HM }‘HH\“ \H\‘\‘H!\\ﬁ\)‘“‘\\‘w‘\‘\‘\\“\\}\“\\H‘\‘\H‘\H‘\‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
— T ey ey
11.50 12.00
5000 129.0 m/Z 55.00 72.51%
157.01850 213.0 256.0
0 ww“:‘”
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126202: Pentadecanoic acid — —
43.0 73.0 11.50 12.00
m/z 57.10 70.30%
5000
129.0 242.0
199.0
|
O ool bl L L o e
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101223\
Data File : BF135732.D

Acqg On : 12 Oct 2023 13:51

Operator : CG\JU

Sample : 04689-01

Misc

ALS vial : 9 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 1-Octadecanol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.874 2.70 ng 66424  Chrysene-di12 13.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 87
2 Acetic acid n-octadecyl ester 312 C20H4002 000822-23-1 87
3 n-Tetracosanol-1 354 C24H500 000506-51-4 87
4 n-Nonadecanol-1 284 C19H400 001454-84-8 80

5 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39C1303 1000314-56-3 74

Abundance Scan 2004 (13.874 min): BF135732.D\data.ms (-1996) (- m/z 57.10 100.00%
57.1
97.0
5000
39.0 13%6 1456
M% MML&\MM\ I ZQKO 2811 . . 9
0L— i o A B A e m/z 83.05 84.66%
m/z--> 50 100 150 200 250 300
Abundance #161350: 1-Octadecano
43.0 83.0
5000 “ ——
13.50 14.00
25.0 m/z 55.00 81.02%
LT ae0 2200
0 \‘\““\ T \H’ ‘\‘\“\‘H ‘“\“\ 7T [T “\ L
m/z--> 50 100 150 200 250 300
Abundance #214932: Acetic acid n-octadecyl ester
43.0
— ——
97.0 13.50 14.00 ;
5000 ITI/Z 43.00 80.62%
39.0
ol | M L1810 | 2520 2970 MM
m/z--> 50 100 150 200 250 300
Abundance #264238: n-Tetracosanol-1 “ T
43.0 13.50 14.00
m/z 69.05 61.25%
- | W
oLl || 1259 1660 2100 2520 2940 335
el B e S S T — ——
m/z--> 50 100 150 200 250 300 13.50 14.00

8270-BF091123.M Fri Oct 13 11:20:05 2023

Page: 6



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101223\
Data File : BF135732.D

Acqg On : 12 Oct 2023 13:51
Operator : CG\JU

Sample : 04689-01

Misc

ALS vial : 9 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|
Octane, 2,2,6-t... 6.222 2.4 ng 65361 1 6.740 538997 20.0
Tridecanoic acid 11.804 2.7 ng 86664 4 11.269 639045 20.0
1-Octadecanol 13.874 2.7 ng 66424 5 13.933 492533 20.0
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