LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113023\
Data File : BF136322.D

Acqg On : 30 Nov 2023 19:41
Operator : CG\JU

Sample : 05562-01

Misc :

ALS Vvial : 18 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-BF112723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136322.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.445 565 571 574 rBV 3119150 2967208 26.84% 5.798%
2 6.439 735 740 743 rBV 2854387 2829199 25.59% 5.528%
3 6.804 798 802 805 rBV 962023 713647 6.46%  1.395%
4 7.363 887 897 900 rBV 1810273 1889019 17.09% 3.691%
5 8.080 1014 1019 1022 rBV 1119077 948550 8.58% 1.854%
6 8.675 1117 1120 1123 rBV3 182146 152186 1.38% 0.297%
7 9.163 1198 1203 1206 rBV 3653976 3296493 29.82% 6.442%
8 9.239 1213 1216 1220 rBV 328374 317769 2.87% 0.621%
9 9.563 1266 1271 1273 rBV3 198387 224097 2.03% 0.438%
10 9.586 1273 1275 1278 rVV3 138162 125661 1.14% 0.246%
11  9.774 1304 1307 1311 rVB 559209 404257 3.66% 0.790%
12 9.839 1311 1318 1321 rBV 1017776 908431 8.22% 1.775%
13 10.098 1358 1362 1365 rBV3 128218 143784 1.30% 0.281%
14 10.274 1389 1392 1395 rVB 562009 425572 3.85% 0©.832%
15 10.498 1424 1430 1433 rBV 218214 282217 2.55% ©.551%

16 10.627 1447 1452 1455 rBV 1663443 1394986 12.
17 10.751 1470 1473 1482 rVB 568547 627021 5
18 11.204 1547 1550 1552 rBV 400930 326763 2.96%
19 11.233 1552 1555 1561 rVB 182271 197246 1
20 11.327 1568 1571 1574 rBV 782422 657995 5
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21 11.633 1619 1623 1625 rBV 315061 269042 2.43%
22 11.733 1636 1640 1644 rVB 3305670 2809991 25.42%
23 11.868 1659 1663 1666 rBV2 461879 447010 4.04%
24 11.904 1666 1669 1672 rVB 3457221 3076724 27.83%
25 12.039 1689 1692 1698 rVB 279037 244085 2.21%

OO U
00
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w
B

26 12.439 1754 1760 1761 rBV 8603044 11055128 100.00% 21.603%
27 12.457 1761 1763 1768 rVB2 7588155 6570265 59.43% 12.839%
28 12.533 1773 1776 1780 rVV2 1567675 1532358 13.86% 2.994%
29 12.580 1783 1784 1792 rVB3 243928 269029 2.43% 0.526%
30 12.657 1793 1797 1803 rVB4 170758 195213 1.77% 0.381%

31 12.774 1815 1817 1820 rVW 268776 251936 2.28% ©
32 12.804 1820 1822 1825 rVB 143942 126693 1.15% o
33 12.927 1838 1843 1847 rBV 2807244 2547268 23.04% 4.978%
34 13.168 1880 1884 1888 rBV3 152666 228926 2.07% ©
35 13.304 1903 1907 1910 rBV5 85145 123632 1.12% ©

36 13.463 1931 1934 1937 rBV 139373 116445 1.05% 0.228%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113023\
Data File : BF136322.D

Acqg On : 30 Nov 2023 19:41
Operator : CG\JU

Sample : 05562-01

Misc

ALS Vvial : 18 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-BF112723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.510 1939 1942 1945 rVB 121855 111064 1.00% 0.217%
38 13.980 2017 2022 2025 rBV2 809933 872539 7.89% 1.705%
39 14.010 2025 2027 2029 rVB 161814 123223  1.11% 0.241%
40 14.121 2043 2046 2049 rBvV2 223475 187178 1.69% 0.366%
41 14.468 2102 2105 2107 rBV2 123633 110877 1.00% 0.217%
42 14.745 2149 2152 2155 rBV 113842 111043 1.00% 0.217%
43 15.027 2197 2200 2204 rBV 144160 221996 2.01% 0.434%
44 15.133 2215 2218 2222 rVB3 97879 123771  1.12% 0.242%
45 15.398 2260 2263 2269 rVB 114862 133535 1.21% 0.261%

46 15.468 2270 2275 2278 rBV 400992 483789 4.38% 0.945%

Sum of corrected areas: 51174861

8270-BF112723.M Fri Dec 01 ©01:21:25 2023 Pag 2



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113023\
Data File : BF136322.D

Acqg On : 30 Nov 2023 19:41
Operator : CG\JU

Sample : 05562-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF136322.D\data.ms
8000000
7000000
6000000
5000000
4000000
3000000 S5 6.439

2000000 7.363

1000000 6.804

o

Time--> 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 TIC: BF136322.D\data.ms

12.439
8000000 12}457

7000000
6000000
5000000
4000000 9.163

11.733:904

3000000 12.927

2000000 .533

8.080
1000000
, SEBYIHM  13.16883(
0 S B e T T T T T T — —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF136322.D\data.ms

8000000
7000000
6000000
5000000
4000000
3000000

2000000

13.980

su630 1404021 14.46814.745150213315398°C
O T ‘ T
Time--> 13.50

1000000

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113023\
Data File : BF136322.D

Acqg On : 30 Nov 2023 19:41
Operator : CG\JU

Sample : 05562-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Tridecane Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
8.675 3.21 ng 152186  Naphthalene-d8 8.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Dodecane 170 C12H26 000112-40-3 72
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 64
4 Hexadecane 226 C16H34 000544-76-3 58
5 Undecane 156 C11H24 001120-21-4 58
Abundance Scan 1120 (8.675 min): BF136322.D\data.ms (-1117) (-) m/z 57.10 100.00%
57.1
5000
85.1
e AR AR
145.1 8.40 8.60 8.80 9.00
112.1
0brerr el b e B myz 43.05  74.98%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59029: Tridecane
57.0
5000 UL L B I B AL LR
85.0 8.40 8.60 8.80 9.00
29.0 m/z 71.05  51.33%
‘\ “ L 113.0 1410 184.0
O\\\‘\\\\“}\\\“\\‘}\“\‘\\\“‘\\“\‘\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
A RRARRSwEEE AR
8.40 8.60 8.80 9.00
5000 m/z 41.05 36.98%
85.0
29.0
112.0 1419 1700
Y A TN eI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59088: Decane, 2,3,5-trimethyl- A RAR S A R
57.0 8.40 8.60 8.80 9.00
m/z 85.10 32.73%
5000 85.0
20.0 141.0
Obrr e e A 1180 1690
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113023\
Data File : BF136322.D

Acqg On : 30 Nov 2023 19:41
Operator : CG\JU

Sample : 05562-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.239 7.00 ng 317769  Acenaphthene-d10 9.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 9-methylheptadecane 254 C18H38 026741-18-4 90
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 87
4 Tetradecane 198 C14H30 000629-59-4 87
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 86
Abundance Scan 1216 (9.239 min): BF136322.D\data.ms (-1213) (-) m/z 57.10 100.00%
57.1
5000
85.1
R e o
9.00 9.20 9.40 9.60
113.1
N wHu Ag gM311402 17311982 Lo 43,10 72.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107218: Hexadecane
57.0
5000 L B I LA LA BN B U
9.00 9.20 9.40 9.60
290 85.0 m/z 71.10  58.24%
0 | ““ L ‘ 113.0 141.0 169.0 197.0 226.0
H\‘\H\‘H\\‘H\\‘\H\’\H\‘\\H‘H\\‘H\\‘\H\‘\H\‘\\H‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
R RRRERaELEE S
85.0 9.00 9.20 9.40 9.60
5000 m/z 41.10 36.26%
140.0
29.0
111.0
0 168.0 196.0 239.C
T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74019: Tridecane, 6-methyl- S ERRRE S
57.0 9.00 9.20 9.40 9.60
m/z 85.10 35.43%
5000
85.0
29.0 126.0
0 H‘_L“m‘m“\ume‘m“w,w_‘wm_15‘!-‘9”1‘??’:9‘_m_mw et e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.00 9.20 9.40 9.60

8270-BF112723.M Fri Dec 01 01:21:28 2023 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113023\
Data File : BF136322.D

Acqg On : 30 Nov 2023 19:41
Operator : CG\JU

Sample : 05562-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 3 3-Ethyl-2,6,10-trimethylund... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.563 4.93 ng 224097  Acenaphthene-di10 9.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Ethyl-2,6,10-trimethylundecane 226 Cl16H34 1000432-25-9 72
2 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 72
3 Tridecane 184 C13H28 000629-50-5 70
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 62
5 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 58

Abundance Scan 1271 (9.563 min): BF136322.D\data.ms (-1266) (-) m/z 57.05 100.00%

57.0
- m
‘ ‘99.0 1320 31741 9.50 |
ol L A p‘e - m/z 71.10  83.96%
miz-> 50 100 150 200 250
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
5000 el :
9.50
113.0 m/z 43.10 69.44%
27\'0‘\ H Ll \‘ 18302160
O\\‘\‘\“\\‘\”\,\\‘\\“\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance
57.0
T \
9.50
5000 m/z 55.10 39.65%
91.0
o 27.0 133.0 1750 217.0 252.0 288.C
e
miz--> 50 100 150 200 250
Abundance #59026: Tridecane T
57.0 9.50
m/z 85.05 38.20%
5000
27.0 99.0
. 184.
A e T i
m/z--> 50 100 150 200 250 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113023\
Data File : BF136322.D

Acqg On : 30 Nov 2023 19:41
Operator : CG\JU

Sample : 05562-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Decane, 2,3,5-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.774 8.90 ng 404257  Acenaphthene-d10 9.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 80
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
4 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 78
5 Octadecane 254 C18H38 000593-45-3 78

Abundance Scan 1307 (9.774 min): BF136322.D\data.ms (-1304) (-) m/z 57.10 100.00%

57.1
5000 85.1

2
9.50 10.00
113.1
“w‘HAM‘N‘HWW1‘Hﬂuﬁw‘u%f§%}99%‘H‘ﬁ4afu" m/z 43.10  66.85%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0

5000 —— I
9.50 10.00
85.0

m/z 71.10  55.82%

I J 113.0 141.0 169.0 197.0 226.0
H\‘\H\‘\\H‘HH‘\H\‘\\H‘HH‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0

I
9.50 10.00

o

o

5000 m/z 85.10 38.15%
85.0
29.0
0**w**H\H*w**H\H*w%%ﬁfw%ﬁ%g*w*}?fpw*w*w**
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59088: Decane, 2,3,5-trimethyl- P -
57.0 9.50 10.00

m/z 41.10 32.03%

5000 85.0
20.0 141.0
T 1130 | 169.0

S —— —

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113023\
Data File : BF136322.D

Acqg On : 30 Nov 2023 19:41
Operator : CG\JU

Sample : 05562-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Sulfurous acid, butyl tetra... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

10.098 3.17 ng 143784  Acenaphthene-di10 9.839
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 86
2 Octacosane 394 C28H58 000630-02-4 83
3 Tetratetracontane 619 C44H90 007098-22-8 80
4 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 80
5 Hexacosane 366 C26H54 000630-01-3 80

Abundance Scan 1362 (10.098 min): BF136322.D\data.ms (-1358) (- m/z 57.10 100.00%
7.1

5
5000

T
10.00 10.50

145.1
ob Al w2 43.10  76.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241461: Sulfurous acid, butyl tetradecyl ester
57.0
5000 T —
10.00 10.50

m/z 71.10 59.70%

MJ 2701070
‘\\‘\\‘\‘\\\‘\\\‘\“HH"HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0

T
10.00 10.50

o

5000 m/z 85.05 47 .83%
0 127.0197.0 281.0 3940
[T P [ T P T T T [T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane S —
57.0 10.00 10.50

m/z 41.10 41.60%

5000
27.0
J 197.0267.0337.0407.0 491.0562.0

0‘HJW‘HuﬂM%p\m,u‘wH‘W‘H‘_‘HM‘H‘H‘W‘H‘_H‘_“ — —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113023\
Data File : BF136322.D

Acqg On : 30 Nov 2023 19:41
Operator : CG\JU

Sample : 05562-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Pentadecane, 7-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.275 9.37 ng 425572  Acenaphthene-d10 9.839
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Nonadecane 268 C19H40 000629-92-5 86

Abundance Scan 1392 (10.274 min): BF136322.D\data.ms (-1389) (- m/z 57.10 100.00%

57.1
5000 85.1

o
113.1 10.00 10.50

| 1441 172.1 226.2 ,
"H‘m“e”!‘_‘”:‘plm“_‘:M"u‘w‘wal‘?ﬂ‘l‘w?w‘ m/z 43.10  67.20%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107218: Hexadecane
57.0

o

5000 T —
10.00 10.50
290 850 m/z 71.10  56.48%
0 “ ‘ l ‘ ,113.0 141.0 169.0 197.0 226.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
T -
10.00 10.50
5000 m/z 85.10 37.85%
85.0
290 1120 1400
0 "~ 168.0  211.0
SRR R R e e N o e a  E  RRARR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123959: Heptadecane T T
57.0 10.00 10.50

m/z 41.10 32.82%

5000 65.0
29,
‘ L 1301410 16901060 240

obrdrel b A LA 2001060 200

T T
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\BF113023\
Data File : BF136322.D

Acqg On : 30 Nov 2023 19:41
Operator : CG\JU

Sample : 05562-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 2-Bromo dodecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.498 6.21 ng 282217  Acenaphthene-di10 9.839
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 80
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 74
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
4 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 70
5 Docosane 310 C22H46 000629-97-0 64
Abundance Scan 1430 (10.498 min): BF136322.D\data.ms (-1424) (- m/z 57.10 100.00%
57.1
o M
‘ ‘99 10.50
: 1691 :
ob— m“a | 181D [rm2020 2391 m/z 71.05 42.79%
miz--> 50 100 15 200 250
Abundance #59029: Tridecane
57.0
5000 T
10.50
m/z 43.10 39.30%
T \ T \ ‘ \ \ \ \ ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T
miz--> 50 100 150 200 250
Abundance
57.0
—
10.50
5000 m/z 85.10 23.41%
99.0 169.0
0 26.0 135.0 248.0
e T T T
m/iz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- =
57.0 10.50
m/z 41.10 22.37%
B M
0 L‘ L1 ‘\ | 1410 1830 2300 296
—— ““ N s T e
m/z--> 100 150 200 250 10.50

8270-BF112723.M Fri Dec 01 01:21:32 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113023\
Data File : BF136322.D

Acqg On : 30 Nov 2023 19:41
Operator : CG\JU

Sample : 05562-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 4
R.T. EstConc Area Relative to ISTD R.T.
10.751 19.06 ng 627021  Phenanthrene-di10 11.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Tridecane 184 C13H28 000629-50-5 95
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octadecane 254 C18H38 000593-45-3 90

Abundance Scan 1473 (10.751 min): BF136322.D\data.ms (-1470) (- m/z 57.10 100.00%

57.1
5000

1
9.1 10.50 11.00
169.1
ol b b i b 2P0 2408 3297 nyz 43.10 63.68%
m/z--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane
57.0
5000 s =

10.50 11.00
m/z 71.05 57.12%

Jso | P0wmoims0 200
m/z--> 50 100 150 200 250 300 350
Abundance
57.0

T
10.50 11.00

5000 m/z 85.10 39.45%
oL5.0 99.0 141.0184.0
L B e B e I B A S e o
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T —
57.0 10.50 11.00

m/z 41.10 30.35%

B AMWVJL%KWJ\M¢/mMAMﬁA
| ‘ I F ‘141 0183.0225.0267.0 323.0 380.(

omw_ e e e A e S — —
miz--> 50 100 150 200 250 300 350 10.50 11.00

8270-BF112723.M Fri Dec 01 01:21:33 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113023\
Data File : BF136322.D

Acqg On : 30 Nov 2023 19:41
Operator : CG\JU

Sample : 05562-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.204 9.93 ng 326763  Phenanthrene-d10 11.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetradecane 198 C14H30 000629-59-4 91
5 Nonadecane 268 C19H40 000629-92-5 90

Abundance Scan 1550 (11.204 min): BF136322.D\data.ms (-1547) (- m/z 57.10 100.00%

57.1
5000

shbile
‘ 9.2 11.00 11.50
J

Adiy 19522002 2543 4/, 43.10 62.96%

m/z--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane
57.0

5000 — Sk
11.00 11.50

m/z 71.10 60.91%

9.0
JL ‘L HA J%4%91830 254.0
\‘\‘\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance
57.0

T
11.00 11.50

o

o

5000 m/z 85.10 43.77%
126.0
0 169.0 239.0
R T B L L A A T e
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T —
57.0 11.00 11.50

m/z 41.10 29.72%

B N&VAmnmmwwﬂKA,AMMVAKM
J‘ F ‘1410183022502670 323.0 380.(

o‘w““l‘ R L — —
miz--> 50 100 150 200 250 300 350 11.00 11.50

8270-BF112723.M Fri Dec 01 01:21:34 2023 Page: 12



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113023\
BF136322.D

: 30 Nov 2023 19:41
¢ CG\JU
. 05562-01

: 18 Sample Multiplier: 1

hod
le

ry

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 10 Tetradecane, 1l-iodo- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.233 6.00 ng 197246  Phenanthrene-di10 11.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86

2 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 86
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86
4 5,5-Dibutylnonane 240 C17H36 006008-17-9 86

5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 83

Abundance Scan 1555 (11.233 min): BF136322.D\data.ms (-1552) (- m/z 57.10 100.00%
57.1

5000 85.1

127.2 11.00 11.50

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #228591: Tetradecane, 1-iodo-
57.0

o

5000 T —
85.0 11.00 11.50
m/z 43.10 45.47%
29.0 113.0 197.0
0 00 1550 L
0‘\‘\H“HH‘Hw\“\‘H\‘\H\‘\H\“HH‘HH‘H\\‘\H\‘\\H‘\\H‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
I Ay
85.0 11.00 11.50
5000 ' ITI/Z 85.10 41.63%
113.0
. 29.0 1550 18309119 2530
R AR Ao e e RERE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #261137: Hexadecane, 1-iodo- T T
57.0 11.00 11.50
m/z 41.10 22.78%
- | LJJ
29.0
X B N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50

8270-BF112723.M Fri Dec 01 01:21:35 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113023\
Data File : BF136322.D

Acqg On : 30 Nov 2023 19:41
Operator : CG\JU

Sample : 05562-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Tridecane, 1-iodo- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.633 8.18 ng 269042  Phenanthrene-di10 11.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 1623 (11.633 min): BF136322.D\data.ms (-1619) (- m/z 57.10 100.00%

57.1
5000

I
‘ ‘ 9.0 11.50 12.00
!

411
Jal 341l 20412461 4/, 7110 66.51%

m/z--> 50 100 150 200 250 300 350
Abundance #211086: Tridecane, 1-iodo-
57.0

5000 . St
11.50 12.00

m/z 43.10 57.84%

9.0 410183.0
= [ X
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
e

o

o

11.50 12.00
5000 m/z 85.05 42.72%
99.0
0 141.0183.0225.0267.0 323.0 380.(
R L e B e R
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane — —
57.0 11.50 12.00

m/z 41.10 27.38%

5000
| ‘\ ‘ | & u\ d 141.0 183.0 225.0 268.0

oL A e : ‘
miz--> 50 100 150 200 250 300 350 11.50 12.00

8270-BF112723.M Fri Dec 01 01:21:35 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113023\
Data File : BF136322.D

Acqg On : 30 Nov 2023 19:41
Operator : CG\JU

Sample : 05562-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.733 85.41 ng 2809990  Phenanthrene-d10 11.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 95
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 80
Abundance Scan 1640 (11.733 min): BF136322.D\data.ms (-1636) (- m/z 74.00 100.00%
74.0
5000
43.1
143.0 Calen o)
M\ H ‘1011 185.2 22‘72 270.3 11.50 12.00
O‘MH‘_H‘_ﬂumhﬁ_H‘_L‘_H‘MA‘MHMMH‘_H‘_H‘_HW m/z 87.00 71.25%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 e ——
43.0 1150 12.00
143.0 ITI z 30.96%
0 ‘u “ ‘\‘ ol \\1150 17\10199 022\70 2790
\‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance
74.0
1150 1200
5000{ 43.0 m/z 27.73%
0 111.0 1430 185.0 227.0 270.0
Rama Eaa s R ARAARARRaRREaE eu L
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #143572: Pentadecanoic acid, methyl ester
74.0 1150 1200
m/z 24.13%
5000
43.0
43.0
ol 150 710 2130 2500
m/z--> 20 40 60 80 100120140160 180200220 240260 1150 1200

8270-BF112723.M Fri Dec 01 01:21:36 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113023\
Data File : BF136322.D

Acqg On : 30 Nov 2023 19:41
Operator : CG\JU

Sample : 05562-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.039 7.42 ng 244085  Phenanthrene-di10 11.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 1692 (12.039 min): BF136322.D\data.ms (-1689) (- m/z 57.10 100.00%
57.1
— T [
h 99.1 1411 1971 12.00
ol g 24TL 197122712581 m/z 71.10  65.30%
miz-> 50 100 150 200 250
Abundance #176384: Eicosane
57.0
5000 — :
12.00
99.0 m/z 43.10 61.44%
27,0 h ] “ }410 1830 2250 282«
O T T T \ ‘ T ‘ ‘ ‘ \‘ T T 4 T \ \ T - T T T T ‘ T T \‘ T
miz-> 50 100 150 200 250
Abundance
57.0
T [
12.00
5000 m/z 85.10 44 ,54%
99.0
o 210 1410 183.0 268.0
; o T T
miz--> 50 100 150 200 250
Abundance #123960: Heptadecane T
57.0 12.00
m/z 41.10 30.15%
5000
99.0
0 270 “ s u‘ 1410 1830  240.0
il “‘ 7 L
m/z--> 50 100 150 200 250 12.00

8270-BF112723.M Fri Dec 01 01:21:37 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113023\
Data File : BF136322.D

Acqg On : 30 Nov 2023 19:41

Operator : CG\JU

Sample : 05562-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 14 9,12-Octadecadienoic acid, Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.439 336.02 ng 11055100  Phenanthrene-d1e 11.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
0,13-0ctadecadienoic acid, meth... 294 C19H3402 056554-62-2 98
ethyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 98

uih wNnPE
=k O LV

Abundance Scan 1760 (12 439 min): BF136322.D\data.ms (-1754) (- m/z 67.05 100.00%
67.
5000 ﬂtwA
001 I
26312942 12.50
0 37b’ n l873-2202‘ L ??ﬂ‘ m/z 81.05 84.27%
miz--> 50 150 200 250
Abundance #191900.&l2()dadecamenok:adeﬂeﬂwIeﬁer
67.0
5000 T T
12.50
29.0 09.0 m/z 55.10  60.17%
294.C
ol 1L I il uh ‘\\H‘Hu‘ m o 2230 26307
miz--> 50 100 150 200 250
Abundance
67.0
s
12.50
5000 ITI/Z 95.10 57.46%
109.0
o 149.0 262.0 294.(
———
miz--> 50 100 150 200 250
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0 12.50
m/z 41.05 45.19%
5000
09.0 294.C
oLl 1909 agrozz00 263077 L)
miz--> 50 100 150 200 250 12.50

8270-BF112723.M Fri Dec 01 01:21:38 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113023\
Data File : BF136322.D

Acqg On : 30 Nov 2023 19:41
Operator : CG\JU

Sample : 05562-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.457 199.71 ng 6570270  Phenanthrene-d10 11.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
3 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 97
5 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 96
Abundance Scan 1763 (12.457 min): BF136322.D\data.ms (-1761) (- m/z 55.10 100.00%
5[:
- ﬂL‘
264.1 T 7
‘ ‘ 38.1 1802 222.2 ‘ 1250
oL U‘ “ Mu M‘m mHHmh i “ PN S ““ ‘2‘96"3 m/z 69.10 71.79%
m/z--> 5 150 2 0 250 300
Abundance #l94440.9()dadecenon:amd( )-, methyl ester
55.0
5000 ]
12.50
‘ 230 1800 2220 2640 m/z 74.10 66.81%
02‘5“ “ “‘ \\‘H‘\‘\h‘\”‘\\”“‘\ oy 1 e i“ .‘ — ‘\‘. ‘2‘9‘6"0
m/z--> 50 150 200 250 300
Abundance
55.0
-
12.50
5000 87.0 m/z 41.10 63.89%
264.0
. 1230 1800 222.0 296.0
e e B
m/iz--> 50 100 150 200 250 300
Abundance #194422: 16-Octadecenoic acid, methyl ester S
55.0 12.50
m/z 83.10 59.21%
5000 87.0
264.0
23.0  180.0 222.0 ‘
ok H“ “ u‘ H“ H‘M “ ol \H\‘u TS - ;L . “‘ ‘2‘96‘0 e
m/z--> 100 150 200 250 300 12.50

8270-BF112723.M Fri Dec 01 01:21:39 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113023\
Data File : BF136322.D

Acqg On : 30 Nov 2023 19:41
Operator : CG\JU

Sample : 05562-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Octadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.657 4.47 ng 195213  Chrysene-di12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 58
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 50
Abundance Scan 1797 (12.657 min): BF136322.D\data.ms (-1793) (- 43.10 100.00%
43.1,73.0
- T L
185.1 241.2
‘ ‘ ‘ ‘ 284.¢ 12:50 13.00
0L i ‘M‘\ I ‘\Hh\“‘ﬂ‘\‘\h\‘\u“ POV U Y D AT 57.10  95.78%

m/z--> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
129.0

5000
12.50 13.00
284.C g
1850 o410 m/z 72.95  95.55%

[o) \“ “‘\“H‘H \ H“Hw M“M‘ ‘ \‘ ‘ “‘ \‘ - \‘ “\ r—
m/z--> 50 100 150 200 250
Abundance
43.0 73.0

1250 1300
5000 129.0 60.00 89.97%
199.0 2420
0 167.0
L e A e e e T A S
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid

60.0 1250 1300

m/z 55.10 80.48%

5000 129.0
97.0 171 0 2130 256.0
0 ‘M ‘H‘H U!‘ i ‘\ H‘H\ ‘H‘\ i ‘ | “ L ‘\

—
miz--> 50 100 150 200 250 12.50 13.00

8270-BF112723.M Fri Dec 01 01:21:40 2023 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113023\
Data File : BF136322.D

Acqg On : 30 Nov 2023 19:41
Operator : CG\JU

Sample : 05562-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.168 5.25 ng 228926  Chrysene-di2 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Nonadecane 268 C19H40 000629-92-5 87
3 Octadecane 254 C18H38 000593-45-3 74
4 Octacosane 394 (C28H58 000630-02-4 74
5 Pentacosane 352 C25H52 000629-99-2 74

Abundance Scan 1884 (13.168 min): BF136322.D\data.ms (-1880) (- m/z 57.10 100.00%
5

1.1
5000

99.1 1

216.1
v w‘w\wk LI 1832 . BTTAB6. . 7165 57.80%

‘\‘
m/z--> 50 100 150 200 250 300
Abundance #194587: Heneicosane

57.0

5000

T
13.00 13.50

o

T
13.00 13.50
m/z 43.10 55.83%

99.0
141.0
olag L L M2 1890 zm0 2900,
m/z--> 50 100 150 200 250 300
Abundance
57.0

T
13.00 13.50

5000 ITI/Z 85.10 47 .97%
99.0 ot 268.0
0 15.0 0 1830 225.0
T A e B N R e e A
m/z--> 50 100 150 200 250 300
Abundance #141057: Octadecane T —
57.0 13.00 13.50
m/z 55.00  28.58%
o WMUWJ\MW
99.0
by ) 220 90202500
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\BF113023\
Data File : BF136322.D

Acqg On : 30 Nov 2023 19:41
Operator : CG\JU

Sample : 05562-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Arachidic acid, butyl ester Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.121 4.29 ng 187178  Chrysene-di12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Arachidic acid, butyl ester 368 C24H4802 026718-91-2 91
2 Eicosanoic acid, isobutyl ester 368 C24H4802 1000451-98-5 55
3 Tetracosanoic acid, isobutyl ester 424 C28H5602 1010405-17-3 43
4 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 35

5 trans-4-Aminocyclohexanecarboxyl... 215 C10H21NO2Si 1000384-24-5 27

Abundance Scan 2046 (14.121 min): BF136322.D\data.ms (-2043) (- m/z 56.10 100.00%
56.1
- \,J\L
1289
e -
” 185.1230.0 ‘ 14.00 14.50
ol il ‘M “"m NI o m“‘ L ‘?(‘3?12‘ - m/z 57.18  74.14%
miz--> 50 100 150 200 250 300 350 400
Abundance #277546: Arachidic acid, butyl ester
56.0
5000 — e
14.00 14.50
‘ 129.0 313.0 2660 m/z 43.10 48.46%
185.0
O \\“\‘\“HH\“‘\“““\H“\‘\\‘\\\\‘\\2\4.\]-‘0\\\\“\‘\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
P o
14.00 14.50
5000 m/z 55.10  41.06%
129.0 313.0
0 185.0 241.0 368.0
e A et
m/z--> 50 100 150 200 250 300 350 400
Abundance #315357: Tetracosanoic acid, isobutyl ester —— T
57.0 14.00 14.50
m/z 41.10 35.80%
‘ \m %0 1850 369.0 124
ol Ly 180 aee0 %P0 a2 I
m/z--> 50 100 150 200 250 300 350 400 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113023\
Data File : BF136322.D

Acqg On : 30 Nov 2023 19:41
Operator : CG\JU

Sample : 05562-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Docosanoic acid, isobutyl e... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.745 4.59 ng 111043  Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosanoic acid, isobutyl ester 396 C26H5202 1000405-17-1 93
2 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 64
3 Docosanoic acid, butyl ester 396 C26H5202 026718-96-7 43
4 Tetracosanoic acid, isobutyl ester 424 C28H5602 1010405-17-3 37
5 1-Pentadecene, 2-methyl- 224 C16H32 029833-69-0 35
Abundance Scan 2152 (14.745 min): BF136322.D\data.ms (-2149) (-} ' m/z 56.10 100.00%
56.1
129.1 341.4
' m | ‘ ‘ 1852 2411 2971 396.4 14.50 1500
0Ll HHH‘“‘J \‘l\HM\ il u\‘w‘\‘w“““‘m‘h‘ ‘L‘“\“‘ H“ m/z 57.10 70.25%
miz--> 50 100 150 200 250 300 350 400
Abundance #299818: Docosanoic acid, isobutyl ester
57.0
5000
14 50 15 00
m/z 43.10 49.65%
‘ ‘ 341.0
OL\S.\q \‘ h hH \M‘\‘h“‘ \‘H\ ‘\ T ‘ \]\-8\5\‘0\ \2\4.\1‘()\ \\29\7‘ \()\ T “ ‘ T \:\39\6‘.(\:
m/z--> 50 100 150 200 250 300 350 400
Abundance
56.0
—— —
14.50 15.00
5000 285.0 ITI/Z 55.10 35.15%
129.0 340.0
185.0 241.0
ol el e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #299805: Docosanoic acid, butyl ester 7 —
56.0 14.50 15.00
m/z 41.10 34.41%
5000
129.0
341.0
CLad L 150 2410 zer0T | 996C
0Ll hMwmw_m_m_m‘m:_m_ e e
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113023\
Data File : BF136322.D

Acqg On : 30 Nov 2023 19:41
Operator : CG\JU

Sample : 05562-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Hexacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.133 5.12 ng 123771  Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 89
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 80
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 80
4 Tetracosane 338 C24H50 000646-31-1 64
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 50
Abundance Scan 2218 (15.133 min): BF136322.D\data.ms (-2215) (- m/z 57.10 100.00%
57.1
252.1
5000
1250 15.00 15.50
168.1 : :
ob AL LLLLL 3RS L 202 seaamas 000
miz--> 50 100 150 200 250 300 350 400
Abundance #275536: Hexacosane
57.0
5000 — e
15.00 15.50
9.0 366.0 m/z 71.10 61.72%
‘ ‘ ‘ ‘ 1550 2110 267.0300.0
0 \‘\ \" T “\h‘\h‘ \“\“‘\ \ ‘ \“\ \“\“ \‘ \‘\ ‘\ "\‘\ \‘ \“ ‘\ \ T ‘ \‘\ T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance
252.0
—— —
15.00 15.50
5000 m/z 43.10 54.93%
126.0
0 83.0 200.0
B o o e e o
m/z--> 50 100 150 200 250 300 350 400
Abundance #138563: Benzo[Kk]fluoranthene T —
252.0 15.00 15.50
m/z 85.10 46.85%
5000
126.0
ol 740 | \“ 2000, |
A e e —— —
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113023\
Data File : BF136322.D

Acqg On : 30 Nov 2023 19:41
Operator : CG\JU

Sample : 05562-01

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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|
Tridecane 8.675 3.2 ng 152186 2 8.080 948550 20.0
Hexadecane 9.239 7.0 ng 317769 3 9.839 908431 20.0
3-Ethyl-2,6,10-... 9.563 4.9 ng 224097 3 9.839 908431 20.0
Decane, 2,3,5-t... 9.774 8.9 ng 404257 3 9.839 908431 20.0
Sulfurous acid,... 10.098 3.2 ng 143784 3 9.839 908431 20.0
Pentadecane, 7-... 10.275 9.4 ng 425572 3 9.839 908431 20.0
2-Bromo dodecane 10.498 6.2 ng 282217 3 9.839 908431 20.0
Heptadecane 10.751 19.1 ng 627021 4 11.327 657995 20.0
Octadecane 11.204 9.9 ng 326763 4 11.327 657995 20.0
Tetradecane, 1-... 11.233 6.0 ng 197246 4 11.327 657995 20.0
Tridecane, 1-iodo- 11.633 8.2 ng 269042 4 11.327 657995 20.0
Hexadecanoic ac... 11.733 85.4 ng 2809990 4 11.327 657995 20.0
Eicosane 12.039 7.4 ng 244085 4 11.327 657995 20.0
9,12-Octadecadi... 12.439 336.0 ng 11055100 4 11.327 657995 20.0
9-Octadecenoic ... 12.457 199.7 ng 6570270 4 11.327 657995 20.0
Octadecanoic acid 12.657 4.5 ng 195213 5 13.980 872539 20.0
Heneicosane 13.168 5.3 ng 228926 5 13.980 872539 20.0
Arachidic acid,... 14.121 4.3 ng 187178 5 13.980 872539 20.0
Docosanoic acid... 14.745 4.6 ng 111043 6 15.468 483789 20.0
Hexacosane 15.133 5.1 ng 123771 6 15.468 483789 20.0
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