LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133247.D

Acqg On : 04 May 2023 23:41

Operator : CG\JU

Sample : 02588-04 :
Misc : ZONE-C-0-3-05012023

ALS Vvial : 17 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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133247.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.71e 270 276 281 rVB 121906 177261 4.18% 0.477%
2 4.916 477 481 487 rBV 85207 113015 2.66% 0.304%
3 5.334 548 552 556 rBV 3601636 3698407 87.14% 9.957%
4 5.734 614 620 625 rBV2 37480 64995 1.53% 0.175%
5 5.975 658 661 663 rBV 85980 74944 1.77% 0.202%
6 6.034 668 671 673 rBV 75688 65711 1.55% 0.177%
7 6.163 688 693 696 rBv2 72861 88943 2.10% 0.239%
8 6.257 706 709 717 rBV 202055 236837 5.58% 0.638%
9 6.363 722 727 730 rVV 3833318 3963400 93.38% 10.670%
106 6.398 730 733 735 rVB 66737 60495 1.43% 0.163%
11 6.469 741 745 749 rBv4 58679 98973 2.33% 0.266%
12 6.569 757 762 764 rBV3 92858 102570 2.42% 0.276%
13 6.669 774 779 782 rBV5 34459 57643 1.36% 0.155%
14 6.722 785 788 791 rVV 1341460 1182876 27.87% 3.185%
15 6.745 791 792 796 rVB 168538 108558 2.56% 0.292%
16 6.786 796 799 802 rBV3 77279 82873 1.95% 0.223%
17 6.875 812 814 818 rVB2 83044 76793 1.81% 0.207%
18 6.998 832 835 840 rVB3 106139 131600 3.10% 0.354%
19 7.075 845 848 853 rBV4 53853 66182 1.56% 0.178%
20 7.122 853 856 858 rBV 129626 111963 2.64% 0.301%
21 7.251 874 878 880 rBV 64048 80287 1.89% 0.216%
22 7.292 880 885 887 rVV 2582403 2607579 61.44% 7.020%
23 7.333 889 892 895 rWw 88559 83818 1.97% 0.226%
24 7.375 895 899 903 rVB4 71449 99704 2.35% 0.268%
25 7.504 915 921 922 rBv4 34233 58561 1.38% 0.158%
26 7.533 924 926 930 rvB2 57902 52640 1.24% 0.142%
27 7.651 939 946 951 rVB6 49912 94130 2.22% ©0.253%
28 8.010 1003 1007 1010 rBV 1980316 1547888 36.47% 4.167%
29 9.086 1186 1190 1193 rBV 5230942 4244154 100.00% 11.426%
30 9.757 1301 1304 1308 rBV 2020574 1667704 39.29% 4.490%
31 10.304 1394 1397 1399 rBV 66001 50240 1.18% 135%

32 10.469 1421 1425 1429 rBV 357005 308558  7.27%
33 10.545 1434 1438 1442 rBV 2729210 2533357 59.69%
34 11.239 1552 1556 1558 rBV 1984812 1580002 37.23%
35 11.263 1558 1560 1563 rVV 577401 431395 10.16%
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36 11.316 1563 1569 1572 rVB 116060 126276 2.98%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133247.D

Acqg On : 04 May 2023 23:41

Operator : CG\JU

Sample : 02588-04 :
Misc : ZONE-C-0-3-05012023

ALS Vvial : 17 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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.469 1590 1595 1598 rBV 58159 62664 1.48% 0.169%
38 11.739 1638 1641 1644 rBV 69956 61311 1.44% 0.165%
39 11.780 1644 1648 1652 rBV2 440549 478224 11.27% 1.287%
40 11.851 1657 1660 1663 rBV 101860 101468 2.39% 0.273%
41 12.451 1758 1762 1765 rBV 670954 619005 14.58% 1.666%
42 12.498 1765 1770 1776 rVB7 36460 62947 1.48% 0.169%
43 12.563 1778 1781 1786 rBV3 68701 76726 1.81% 0.207%
44 12.674 1794 1800 1803 rBV 593666 563102 13.27% 1.516%
45 12.827 1822 1826 1829 rBV 3855731 3256586 76.73% 8.767%
46 13.004 1854 1856 1859 rVB 88694 85993  2.03% 0.232%
47 13.068 1864 1867 1871 rBV2 114288 112504 2.65% 0.303%
48 13.110 1871 1874 1876 rBV 58271 57613 1.36% 0.155%
49 13.310 1905 1908 1917 rVB 133484 145148 3.42% 0.391%
50 13.410 1922 1925 1927 rBV 67322 55625 1.31% 0.150%
51 13.621 1958 1961 1963 rBV2 53178 60908 1.44% 0.164%
52 13.739 1977 1981 1995 rVB2 252387 462691 10.90% 1.246%
53 13.874 1999 2004 2006 rBV2 1265513 1330202 31.34% 3.581%
54 13.898 2006 2008 2011 rVB 272486 209880 4.95% 0.565%
55 14.357 2083 2086 2088 rBV2 162328 144548 3.41% 0.389%
56 14.657 2135 2137 2143 rVB2 83778 82215 1.94% 0.221%
57 14.792 2158 2160 2164 rVB3 59906 57198 1.35% 0.154%
58 14.886 2172 2176 2185 rVB 279057 503017 11.85% 1.354%
59 14.980 2188 2192 2196 rVB2 164735 210113 4.95% 0.566%
60 15.168 2221 2224 2230 rVB 161298 195293 4.60% 0.526%
61 15.227 2231 2234 2240 rVB 207030 215010 5.07% 0.579%
62 15.292 2240 2245 2248 rBV 892870 1057500 24.92% 2.847%
63 15.521 2281 2284 2291 rVB2 146791 202417 4.77% 0.545%
64 15.745 2318 2322 2327 rBV2 143212 211571 4.98% 0.570%
65 16.492 2445 2449 2460 rVB3 110806 208698 4.92% 0.562%
66 16.656 2473 2477 2483 rVB2 73555 123540 2.91% 0.333%

Sum of corrected areas: 37144049
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 04 May 2023 23:41
¢ CG\JU
: 02588-04

17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050423\
BF133247.D

ZONE-C-0-3-05012023

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

0
Time-->

TIC: BF133247.D\data.ms

6.363
5.334

7.292

6.722

3.710 4.916 5.734 5884053 69mE58

A
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Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF133247.D\data.ms
9.086

12.827

10.545

8.010 9.757 11.239

111063 12453267

11. 780
311§46911 1 agg 13396

10.469

10.304 L

0
Time-->

10.00 10.50 11 00 11 50 12 00 12 50 13 00
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5000000

4000000

3000000

2000000

1000000

TIC: BF133247.D\data.ms
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15.292
13.

898 14 g7
ST 14357 aatig R8T 155215 145 16.496.656

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133247.D

Acqg On : 04 May 2023 23:41

Operator : CG\JU

Sample : 02588-04 :
Misc ZONE-C-0-3-05012023

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Cyclohexane, 1,1,2,3-tetram... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.257 4.00 ng 236837 1,4-Dichlorobenzene-d4 6.722

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20 006783-92-2 93
2 4-Octene, 2,6-dimethyl-, [S-(E)]- 140 C1eH20 062960-76-3 68
3 3-Octene, 2,6-dimethyl- 140 C1eH20 006874-28-8 50
4 2-Octene, 2,6-dimethyl- 140 C1eH20 004057-42-5 49
5 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 46
Abundance Scan 709 (6.257 min): BF133247.D\data.ms (-706) (-) m/z 69.05 100.00%
69.0
41.0
5000 1251
 NNARNEEEE LR
h 97.2 6.00 6.20 6.40 6.60
0! el 2000 7 55 05 73.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20749: Cyclohexane, 1,1,2,3-tetramethyl-
69.0
41.0
5000 L L I L LI LN B
125.0 6.00 6.20 6.40 6.60
‘ ‘ m/z 41.05 62.95%
97.0
O\‘\‘H\|‘\\‘i““\‘w\\”‘”!‘\\‘i“\\‘\\‘\‘\Hluu‘\u\‘uu‘\u\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20751: 4-Octene, 2,6-dimethyl-, [S-(E)]-
55.0
e ERaEER L e
6.00 6.20 6.40 6.60
5000 m/z 70.05 61.32%
83.0
29.0 ‘ ‘ 111.0 140.0
T O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20692: 3-Octene, 2,6-dimethyl- R AREEEREERLEESS R
55.0 6.00 6.20 6.40 6.60
m/z 56.05 52.56%
5000 29.0
83.0
‘ | ‘ H 1110 1400
O S AVIALA A )
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133247.D

Acqg On : 04 May 2023 23:41

Operator : CG\JU

Sample : 02588-04

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

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

ZONE-C-0-3-05012023

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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, 1,1-dimethyl-2...

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
6.998 2.23 ng 131600 1,4-Dichlorobenzene-d4 6.722
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dimethyl-2-propyl- 154 C11H22 081983-71-3 90
2 1-Ethyl-2,2,6-trimethylcyclohexane 154 C11H22 071186-27-1 90
3 Cyclopentane, hexyl- 154 C11H22 004457-00-5 62
4 1-Heptanol, 4-methyl- 130 C8H180 000817-91-4 47
5 1-Dodecanol 186 C12H260 000112-53-8 43

Abundance Scan 835 (6.998 min): BF133247.D\data.ms (-832) (-) m/z 69.10 100.00%
69.1
41.1
5000
97.1 154.2 R RS SRR
| | ‘ 125.2 6.60 6.80 7.00 7.20 7.40
0b el L L gz ss.ee 85.77%
miz--> 20 40 60 80 100 120 140 160
Abundance #31475: Cyclohexane, 1,1-dimethyl-2-propyl-
69.0
41.0
5000 I B LB B
6.60 6.80 7.00 7.20 7.40
m/z 56.05 70.57%
97.0 139.0
Ok \\”“\\\‘\h‘\\i\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #31467: 1-Ethyl-2,2,6-trimethylcyclohexane
69.0
L A RRAREaREEERE
410 6.60 6.80 7.00 7.20 7.40
5000 m/z 41.10 62.74%
154.0
97.0
L] || 1250 |
AR - S et
m/z--> 20 40 60 80 100 120 140 160
Abundance #31432: Cyclopentane, hexyl- R RS
41.0 69.0 6.60 6.80 7.00 7.20 7.40
m/z 84.10 52.45%
5000
91.0 154.0
L e
O S ‘Wm“H‘lw“m_m_m SN
m/z--> 20 40 60 80 100 120 140 160 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133247.D

Acqg On : 04 May 2023 23:41

Operator : CG\JU

Sample : 02588-04 :
Misc : ZONE-C-0-3-05012023

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Benzophenone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.469 3.70 ng 308558  Acenaphthene-d10 9.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 72
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
4 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 49
5 1-Propanone, 2-bromo-1-phenyl- 212 CSH9Bro 002114-00-3 47
Abundance Scan 1425 (10.469 min): BF133247.D\data.ms (-1421) (-} | m/z 105.00 100.00%
105.0
5000 182.1
51.0 A
‘ 10.50
ob el L2900 ) 8020 sz 77.10 63.10%
miz-> 50 100 150 200 250 300
Abundance #56925: Benzophenone
105.0
182.0
5000 URUN
10.50
510 m/z 182.05  49.28%
O T \‘\ ‘\ } T \“‘\ T “\ T \1759.9\ \H\ ‘ T T T T ‘ T T T T ‘ T
miz-> 50 100 150 200 250 300
Abundance #56777: Azobenzene
717.0
b
182.0 10.50
5000 m/z 51.05 25.80%
ol 390 les.o L
— 1
miz--> 50 100 150 200 250 300
Abundance #32010: Acetophenone, 2-chloro- =
105.0 10.50
m/z 181.10 8.83%
5000
51.0
< EC SO I . — ) j\ﬁm
m/z--> 50 100 150 200 250 300 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133247.D

Acqg On : 04 May 2023 23:41

Operator : CG\JU

Sample : 02588-04 :
Misc : ZONE-C-0-3-05012023

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.780 6.05 ng 478224  Phenanthrene-d10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 92
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1648 (11.780 min): BF133247.D\data.ms (-1644) (- m/z 72.95 100.00%
43.1 73.0
5000 129.0 k\
213.2 g e
| H‘ 1.2 ‘ 256.3 11.50 12.00
0 Ww““‘mw‘W ““m”m“m e ‘H“‘H‘H_“Mwwww‘w m/z 43.10  99.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R T
11.50 12.00
167.01g5 02130  256.0 m/z 60.00 89.06%
0,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0 — m
11.50 12.00
5000 129.0 m/z 57.10 71.76%
185.0
|
o???”ﬂ‘ﬁ”ﬂﬂﬂk%uw MH_Hmmﬂ_‘m_uwwu_uw‘
m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #92069: Tridecanoic acid T T
73.0 11.50 12.00
43.0 m/z 55.05 69.49%
5000 129.0
171.0
‘ 214.0
o? — i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133247.D

Acqg On : 04 May 2023 23:41

Operator : CG\JU

Sample : 02588-04 :
Misc ZONE-C-0-3-05012023

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 9-Octadecenamide, (Z)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.310 2.18 ng 145148  Chrysene-di12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 97
2 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 74
3 Hexadecanamide 255 C16H33NO 000629-54-9 72
4 Octadecanamide 283 C18H37NO 000124-26-5 64
5 Nonanamide 157 C9H19NO 001120-07-6 59

Abundance Scan 1908 (13.310 min): BF133247.D\data.ms (-1905) (- m/z 59.00 100.00%
59.0

—

5000
98.0 13‘06 ‘13‘50‘
: 189.1 . .
- g B30 T 2821 2813 32400 05 62.84%
miz--> 50 100 150 200 250 300
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 ‘ T T ‘ T _\j\\'\\
13.00 13.50
m/z 55.10 34.01%
98.0
018 “‘L“‘{M‘“ \”MH ‘}‘M \‘%\4:(1).‘9\ :\1-8\4\0‘ T \2\38\? \2\8\‘1.\0‘ T
miz--> 50 100 150 200 250 300
Abundance #46324: Heptanamide, 4-ethyl-5-methyl-
59.0
— ——
13.00 13.50
5000 m/Z 41.10 28.82%

o
—
1@
it=}
- B
[
N
o

_171.0
e
m/z--> 50 100 150 200 250 300
Abundance #142060: Hexadecanamide

“ T
59.0 13.00 13.50

m/z 43.10 23.63%

5000

128.0
| Iy 930 7 1700 2120 2550

(O R e e L R e R — : :
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\BF@50423\
Data File : BF133247.D

Acqg On : 04 May 2023 23:41

Operator : CG\JU

Sample : 02588-04 :
Misc : ZONE-C-0-3-05012023

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 7 Z-12-Pentacosene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.739 6.96 ng 462691  Chrysene-d12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
Z-12-Pentacosene 350 C25H50 1000131-09-4 93
Tetratriacontyl pentafluoropropi... 641 C37H69F502 1000351-81-5 91
3 1-Dodecanol, 2-octyl- 298 (C20H420 005333-42-6 91
4 Dotriacontyl heptafluorobutyrate 662 C36H65F702 1000351-84-2 91
5 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 91
Abundance Scan 1981 (13.739 min): BF133247.D\data.ms (-1977) (- m/z 57.05 100.00%
57.0
20 m
—— —
[ ‘HZ 196.2 267.0334.2 13:59 1490
om_MJHW‘wHwa”wwwWw_m_m m/z 43.10 78.13%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #259983: Z-12-Pentacosene
43.0
5000 —r —
1.0 13.50 14.00
350.0 m/z 71.10 57.65%
oMl 20200 ]
TTT ‘\H\‘HH‘H\\‘\\H‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347933: Tetratriacontyl pentafluoropropionate
57.0
—— —
13.50 14.00
5000 m/z 55.10 49,99%
5.0
ob L1y 195026403340 405.04760 622
HH‘HH"H_‘H_‘H“H“H_‘H_H‘“H‘_H‘_H‘_H‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #197438: 1-Dodecanol, 2-octyl- T 7
57.0 13.50 14.00
m/z 83.10 41.76%
5000
125 0
oML 3980 2800 e S —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133247.D

Acqg On : 04 May 2023 23:41

Operator : CG\JU

Sample : 02588-04 :
Misc ZONE-C-0-3-05012023

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Heptadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.357 2.17 ng 144548  Chrysene-di12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Hexatriacontane 507 C36H74 000630-06-8 81
3 Heneicosane 296 C21H44 000629-94-7 76
4 Hexacosane 366 C26H54 000630-01-3 76
5 Octacosane 394 (C28H58 000630-02-4 76
Abundance Scan 2086 (14.357 min): BF133247.D\data.ms (-2083) (- m/z 57.10 100.00%
57.1
240.2 T T
3.1 14.00 14.50
169.2 302.1
0 HH‘Mmhwm ‘\“‘3973“ m/z 43.18  69.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #123959: Heptadecane
57.0
5000 — e
14.00 14.50
m/z 71.10 66.73%
‘ | 1301600 2400
O \\“1‘\‘\\\“\1‘\‘1\“\\“\\\\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055: Hexatriacontane
57.0
— ——
14.00 14.50
5000 m/z 85.10 45.,23%
13.0
0 | } | ‘]11 || 169.0225.0281.0337.0393.0449.0 506.(
A e e S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane “ T
57.0 14.00 14.50
m/z 41.05 22.34%
oL sz moo I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133247.D

Acqg On : 04 May 2023 23:41

Operator : CG\JU

Sample : 02588-04 :
Misc : ZONE-C-0-3-05012023

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.980 3.97 ng 210113  Perylene-di2 15.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Pentacosane 352 (C25H52 000629-99-2 89
3 Heneicosane 296 C21H44 000629-94-7 81
4 Hexacosane, 1l-iodo- 492 C26H53I 1000406-32-1 74
5 Octadecane 254 C18H38 000593-45-3 74
Abundance Scan 2192 (14.980 min): BF133247.D\data.ms (-2188) (- m/z 57.10 100.00%
57.1
000 Jb‘h
252.2
9.1 —
15.00
- “‘ 1 1 “L [Pfaes1 ) 81323862 710 73.55%
miz--> 50 100 150 200 250 300 350
Abundance #246482: Tetracosane
57.0
5000 T
15.00
9.0 m/z 43.10 64.13%
[ \“‘ il \“‘\“‘ \h\“\ { “‘\“\ \“\“ T [ \.\ T \‘\ T
miz--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
——
15.00
5000 m/z 85.10 57.39%
9.0
oL L1l 1] 141018302250 2950 3520
T R RS AL B B T
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane 7
57.0 15.00
m/z 252.15 31.22%
5000
‘ 9.0
41.0
ols0 | |11 14030250 2060 U
m/z--> 50 100 150 200 250 300 350 15.00

8270-BF042123.M Fri May 05 14:41:47 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133247.D

Acqg On : 04 May 2023 23:41

Operator : CG\JU

Sample : 02588-04 :
Misc ZONE-C-0-3-05012023

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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@ Benzo[j]fluoranthene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.168 3.69 ng 195293  Perylene-di2 15.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[j]fluoranthene 252 C20H12 000205-82-3 98
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 98
3 Benzo[e]pyrene 252 C20H12 000192-97-2 98
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
5 Perylene 252 C20H12 000198-55-0 93
Abundance Scan 2224 (15.168 min): BF133247.D\data.ms (-2221) (-} | m/z 252.10 100.00%
252.1
w M
e —
55.0 12f1 177.1 365.3 414.. 1500 1550
b2 L L R 31823093 4140 g 256,10 27.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138561: Benzo[jlfluoranthene
252.0
5000 s .
15.00 15.50
126.0 m/z 253.10 20.53%
0 39.0 84.0 | \H 200.0,
\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138562: Benzol[b]fluoranthene
252.0
— 5 Fe=
15.00 15.50
5000 m/z 126.10 14 .84%
126.0
039.0 830 ‘\\ 2000, |
— e
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene 1 .
252.0 15.00 15.50
m/z 125.10 13.72%
5000
125.0
0,390 83.0 | 2000 | ‘ ‘ ‘
e e e R I e B B —— ——
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133247.D

Acqg On : 04 May 2023 23:41

Operator : CG\JU

Sample : 02588-04 :
Misc : ZONE-C-0-3-05012023

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Octadecanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.521 3.83 ng 202417  Perylene-di2 15.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
3 1,16-Hexadecanediol 258 C16H3402 007735-42-4 68
4 Oxirane, heptadecyl- 282 C19H380 067860-04-2 68
5 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 64
Abundance Scan 2284 (15.521 min): BF133247.D\data.ms (-2281) (-} ' m/z 57.10 100.00%
57.1
5000
FQ.l ‘15\50‘ \
0 u‘“ “\W\MM w2, ZT01319.33632 416, 43 1 62.10%
miz--> 50 100 150 200 250 300 350 400
Abundance #158567: Octadecanal
43.0
6.0
5000 —— :
15.50
m/z 82.05 74.63%
“ 250.0
O\\h\“‘\u‘ h‘h“]w““‘\‘\}\“‘\\H\\‘\\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #158580: Oxirane, hexadecyl-
82.0
T \
15.50
5000 m/z 55.05 59.93%
T
oL ‘\“ \“\MH“\ “ L \\ H\u \\u\ h H \‘\‘u ‘\‘2:5?‘0‘ .
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #146033: 1,16-Hexadecanediol —— ‘
55.0 15.50
m/z 71.10 49.24%
5000
i
ol Ll tee0 2220 o
m/z--> 50 100 150 200 250 300 350 400 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133247.D

Acqg On : 04 May 2023 23:41

Operator : CG\JU

Sample : 02588-04 :
Misc ZONE-C-0-3-05012023

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.745 4.00 ng 211571  Perylene-di2 15.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Octacosane 394 (C28H58 000630-02-4 93
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Heptacosane 380 C27H56 000593-49-7 89

Abundance Scan 2322 (15.745 min): BF133247.D\data.ms (-2318) (-} | m/z 57.10 100.00%

57.1
5000

—
1550 1600
266.1 .
ol u‘u Li “ L ‘ . 2102 ~03082355.0400. .y 71,10 64.94%

m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0

5000 T T ‘
15.50 16.00

m/z 43.10 58.30%

lwswd\ “‘ “‘ \h‘\ h" \“‘ \]T\‘l%‘(‘)\lwgw:;\(‘)zwzwsw (\)‘ T \2\9\6’ (\)\ L L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0

—
15.50 16.00
5000 m/z 85.10  47.42%

ol L iy H L 141 0183 0225.0 281.0 337.0 394.0
N e
miz--> 50 100 150 200 250 300 350 400

Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- —— —
57.0 15.50 16.00

m/z 55.10  23.03%

w WAJLM
T

o

oLt L \ ““““1&1‘91‘?3‘?‘ 2390 2060

7 T
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\

Data File : BF133247.D

Acqg On : 04 May 2023 23:41

Operator : CG\JU

Sample : 02588-04 :
Misc ZONE-C-0-3-05012023

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 13 Oxirane, hexadecyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.492 3.95 ng 208698 Perylene-di2 15.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 93
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 55
3 Z-2-Octadecen-1-o0l 268 C18H360 1000131-11-0 49
4 Hexacosanal 380 C26H520 026627-85-0 38
5 Cyclopentane, (4-octyldodecyl)- 350 C25H50 005638-09-5 35

Abundance Scan 2449 (16.492 min): BF133247.D\data.ms (-2445) (-} | m/z 57.10 100.00%
57.1
5000
278.1
} 11.1 —r
16.50
0 “ “ \M ‘“\ “dh“l\h\\ ‘\m‘ " M ‘ 231 ﬁ?.\; ;“‘H‘ i ‘\?ﬁ\s “2“ “‘1:""8 ‘5‘ | m/z 82.10 67.03%
miz--> 50 100 150 200 250 300 350 400
Abundance #158580: Oxirane, hexadecyl-
82.0
5000 1
16.50
29, ‘ m/z 43.10 60.94%
oL ‘\"‘ “ H\\ h “I\ ‘\N‘h‘ oty ‘J“l‘l(‘)“‘Z(‘S?‘q R
m/z--> 100 150 200 250 300 350 400
Abundance #176357: Oxirane, heptadecyl-
82.0
——
16.50
5000 29 m/z 83.10 49.62%
38.0
ol AALLLERD 1000 zee0
m/z--> 50 100 150 200 250 300 350 400
Abundance #158577: Z-2-Octadecen-1-ol T
57.0 16.50
m/z 55.10 49.11%
5000
10.0 250.0
Ly, a0e0
ol by 28D, e
m/z--> 50 100 150 200 250 300 350 400 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133247.D

Acqg On i 04 May 2023 23:41

Operator : CG\JU

Sample : 02588-04 :
Misc : ZONE-C-0-3-05012023

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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|
Cyclohexane, 1,... 6.257 4.0 ng 236837 1 6.722 1182880 20.0
Cyclohexane, 1,... 6.998 2.2 ng 131600 1 6.722 1182880 20.0
Benzophenone 10.469 3.7 ng 308558 3 9.757 1667700 20.0
n-Hexadecanoic ... 11.780 6.0 ng 478224 4 11.239 1580000 20.0
9-Octadecenamid... 13.310 2.2 ng 145148 5 13.874 1330200 20.0
Z-12-Pentacosene 13.739 7.0 ng 462691 5 13.874 1330200 20.0
Heptadecane 14.357 2.2 ng 144548 5 13.874 1330200 20.0
Tetracosane 14.980 4.0 ng 210113 6 15.292 1057500 20.0
Benzo[j]fluoran... 15.168 3.7 ng 195293 6 15.292 1057500 20.0
Octadecanal 15.521 3.8 ng 202417 6 15.292 1057500 20.0
Heneicosane 15.745 4.0 ng 211571 6 15.292 1057500 20.0
Oxirane, hexade... 16.492 4.0 ng 208698 6 15.292 1057500 20.0
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