LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
Data File : BF123835.D

Acqg On : 5 May 2021 19:11
Operator : JU/CG

Sample : M2279-06

Misc :

ALS Vvial : 14 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-BF042721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123835.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.998 493 495 503 rVB 65604 86149 1.32% 0.186%
2 5.416 562 566 569 rBV 6890758 6172903 94.55% 13.347%
3 6.434 734 739 742 rBV 6319223 6529001 100.00% 14.117%
4 6.628 768 772 775 rBV3 67907 82989 1.27% 0.179%
5 6.792 796 800 803 rBV 1947858 1490424 22.83%  3.223%
6 7.357 891 896 899 rBV 4776203 4218652 64.61% 9.122%
7 8.075 1013 1018 1021 rBV 2277073 2019053 30.92% 4.366%
8 8.675 1117 1120 1122 rBV 96796 76885 1.18% 0.166%
9 8.792 1138 1140 1143 rVB 113390 82606 1.27% 0.179%
106 8.886 1153 1156 1161 rVB 86609 89321 1.37% 0.193%
11  9.157 1198 1202 1205 rBV 7574481 6036921 92.46% 13.053%
12 9.239 1212 1216 1220 rBV2 139770 147192 2.25% 0.318%
13 9.492 1256 1259 1261 rBv2 89855 77493 1.19% 0.168%
14  9.551 1266 1269 1273 rBV 386401 372400 5.70% 0.805%
15 9.769 1304 1306 1311 rVB 106256 78539 1.20% 0.170%

16 9.833 1311 1317 1320 rBV 2570231 2019870 30.94%
17 10.380 1407 1410 1415 rBV 85184 85420 1.31%
18 10.622 1447 1451 1455 rBV 4079993 3672398 56.25%
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®
R

19 10.745 1468 1472 1480 rVB2 130466 177802 2.72% 3847%
20 11.192 1542 1548 1550 rBV2 87001 101597 1.56% 220%
21 11.322 1566 1570 1572 rBV 2101516 1667345 25.54%  3.605%
22 11.345 1572 1574 1577 rVVW 332256 242810 3.72% 0.525%
23 11.392 1577 1582 1586 rVB3 93390 139861 2.14% 0.302%
24 11.822 1652 1655 1658 rBV 83849 80983 1.24% ©.175%
25 11.857 1658 1661 1665 rBv2 252876 257857 3.95% ©.558%
26 11.933 1671 1674 1676 rBV2 112333 108319 1.66% 0.234%
27 12.374 1746 1749 1751 rBV 79394 79232 1.21% ©0.171%
28 12.404 1751 1754 1761 rVB5 123192 223380 3.42% ©.483%
29 12.533 1773 1776 1779 rBV 363537 302282 4.63% 0.654%
30 12.763 1810 1815 1818 rBV 428925 391106 5.99% 0.846%
31 12.910 1836 1840 1844 rBV 4289988 3892423 59.62%  8.416%
32 13.092 1869 1871 1874 rVB2 96918 75005 1.15% 0.162%
33 13.145 1877 18860 1886 rvv2 130241 167069 2.56% 0.361%
34 13.321 1907 1910 1914 rBV2 67626 73648 1.13% ©.159%
35 13.492 1936 1939 1941 rBV 121016 103139 1.58% ©.223%

36 13.821 1991 1995 2006 rBV2 489488 918772 14.07% 1.987%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
Data File : BF123835.D

Acqg On : 5 May 2021 19:11
Operator : JU/CG

Sample : M2279-06

Misc :

ALS Vvial : 14 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-BF042721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.963 2015 2019 2022 rBV 1358977 1414058 21.66%  3.057%
38 13.992 2022 2024 2027 rVB 151417 116105 1.78% ©.251%
39 14.139 2046 2049 2051 rVB 183524 173757 2.66% 0.376%
40 14.445 2098 2101 2103 rBV 250231 219818 3.37% 0.475%
41 14.745 2149 2152 2155 rBV 206261 205926 3.15%  ©.445%
42 14.821 2163 2165 2169 rVB 124225 97135 1.49% 0.210%
43 14.998 2192 2195 2199 rBV2 124565 193332 2.96% 0.418%
44 15.080 2206 2209 2212 rBV 214406 224105 3.43%  0.485%
45 15.357 2254 2256 2259 rVB 98908 93096 1.43% 0.201%
46 15.421 2263 2267 2270 rBV 807149 962721 14.75%  2.082%

47 15.886 2343 2346 2351 rVB2 164183 208108 3.19% ©.450%

Sum of corrected areas: 46249007
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M2279-06

14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050521\
BF123835.D

5 May 2021 19:11

Ju/CaG

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF123835.D\data.ms

5.416
6.434

7.357

6.792

4.998 6.628

Time-->
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2000000

1000000

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

TIC: BF123835.D\data.ms
9.157

12.910
10.622

9.833
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9.551

9.239 9.492 13&5.

8.68580286

0
Time-->
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7000000

6000000

5000000

4000000

3000000
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1000000

e e e e e
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TIC: BF123835.D\data.ms

—
13.00

15.886

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
Data File : BF123835.D

Acqg On : 5 May 2021 19:11
Operator : JU/CG

Sample : M2279-06

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Tridecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.745 2.13 ng 177802  Phenanthrene-die 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 81
2 Tetradecane 198 C14H30 000629-59-4 68
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 68
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 64
5 Eicosane 282 C20H42 000112-95-8 64

Abundance Scan 1472 (10.745 min): BF123835.D\data.ms (-1468) (1 m/z 57.00 100.00%
57.0

. WM
—— —
99.01 0169-1 o141 231 10.50 11.00
|
ol s L1340, [y 2a1 8810 4310 75.86%
miz--> 50 100 150 200 250 300
Abundance #48831: Tridecane
57.0
5000 —r —
10.50 11.00
m/z 71.05 54.70%
O \“‘\ H‘“\ ‘1‘ 99.0 \%4\]-.‘0\ \]-8\4\0‘ L L ‘ T L T ‘ T L T
miz--> 50 100 150 200 250 300
Abundance #59882: Tetradecane
57.0
1 —
10.50 11.00
5000 m/Z 85.10 38.00%
LS s
O o e S
miz--> 50 100 150 200 250 300
Abundance #140552: Dodecane, 1-iodo- —— —
57.0 10.50 11.00
m/z 41.10 34.11%
h W
99.0 155.0
o““‘;“‘w‘w“‘“mw‘m‘197"9‘”_”‘_”‘ — —
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
Data File : BF123835.D

Acqg On : 5 May 2021 19:11
Operator : JU/CG

Sample : M2279-06

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.857 3.09 ng 257857  Phenanthrene-die 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
2 Pentadecanoic acid 242 C15H3002 001002-84-2 53
3 Tetradecanoic acid 228 C14H2802 000544-63-8 49
4 Dodecanoic acid 200 C12H2402 000143-07-7 49
5 Tridecanoic acid 214 C13H2602 000638-53-9 49

Abundance Scan 1661 (11.857 min): BF123835.D\data.ms (-1658) (1  m/z 43.05 100.00%

43.0 73.0
5000
— —
‘ 11.50 12.00
O‘H‘Hmh m/z 72.95 95.65%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 S
11.50 12.00
m/z 59.95 93.80%
0 \H‘\h‘\ \‘i‘}‘u”!” T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #95854: Pentadecanoic acid
43.0 73.0
gty d oo
11.50 12.00
5000 ITI/Z 57.10 88.62%
O‘H_mﬂ“m$
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84452: Tetradecanoic acid “ T
73.0 11.50 12.00
43.0 m/z 55.00 69.53%
5000 129.0
185.0
228.0
o‘u_dHWm“y — —
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
Data File : BF123835.D

Acqg On : 5 May 2021 19:11
Operator : JU/CG

Sample : M2279-06

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 unknownl2.404 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.404 2.68 ng 223380  Phenanthrene-die 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Naphthalenepropanol, .alpha.-e... 290 C20H340 000596-85-0 38
2 1H-Pyrrole, 1-pentyl- 137 CSH15N 000699-22-9 25
3 1H-Benzocycloheptene, 2,4a,5,6,7... 204 C1l5H24 003853-83-6 25
4 2(1H)-Pyridinone, 1-propyl- 137 C8H11NO 019006-63-4 25
5 2,3-5,6-Bis(1,5-octanediyl)-2,5-... 300 C18H30B202 1000159-33-1 22
Abundance Scan 1754 (12.404 min): BF123835.D\data.ms (-1751) (-] 95.05 100.00%
95.0
' 206.1
5000
257.1
. ““ ‘ 328. 1250
o' 4 W‘MM et 81.05  88.30%
miz-> 50 100 150 200 250 300
Abundance #136496: 1-Naphthalenepropanol, .alpha.-ethenyldecahy
137.0
95.0
257.0
5000
43.0 1250
1770 m/z 41.85 76.39%
ol \M M Ll feoro
miz--> 50 100 150 200 250 300
Abundance #16805: 1H-Pyrrole, 1-pentyl-
81.0
——
12.50
5000 137.0 m/z 206.10  69.62%
41.0
miz--> 100 150 200 250 300
Abundance #64508: 1H—Benzocycl0heptene, 2,4a,5,6,7,8,9,9a-octahy 2o : ‘j\’\f‘\v","w’“ﬂ{
93.0 12.50
m/z 55.00 65.74%
41.0
5000 1610 204.0
o ol L
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
Data File : BF123835.D

Acqg On : 5 May 2021 19:11
Operator : JU/CG

Sample : M2279-06

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Heptadecane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.145 2.36 ng 167069 Chrysene-d12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 94
2 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 86
3 Eicosane, 2-methyl- 296 C21H44 001560-84-5 80
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 80
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 80
Abundance Scan 1880 (13.145 min): BF123835.D\data.ms (-1877) (- 57.00 100.00%
57.0
2000 MM
99.0 13.00 13.50
205.1
0l W‘MNMM W‘u%S%?uwu‘ wh?%ﬁ% “39%0‘ 43.00 56.49%
m/z--> 0 50 100 150 200 250 300
Abundance #105894: Heptadecane, 2-methyl-
43.0
5000
1300 1350
85.0 71.05 52.36%
0 L Hh ||| 1270 1600 2110 2540
‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 0 50 100 150 200 250 300
Abundance #134594: Octadecane, 1-chloro-
57.0
13 00 13 50
5000 85.05 34.63%
91.0
o150 | || 11,1339 1750 217025202880
= “‘ P
m/z--> 0 50 100 150 200 250 300
Abundance #141430: Eicosane, 2-methyl-
57.0 1300 1350
41.00 27.07%
o MMM
99.0 253.0
o0 LLLLil pomso e
m/z--> O 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@50521\
Data File : BF123835.D

Acqg On : 5 May 2021 19:11
Operator : JU/CG

Sample : M2279-06

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Oxalic acid, isobutyl tetra... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.821 12.99 ng 918772 Chrysene-d12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 91
2 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 90
3 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 90
4 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 83
5 Oxalic acid, hexadecyl propyl ester 356 C21H4004 1000309-26-9 83

Abundance Scan 1995 (13.821 min): BF123835.D\data.ms (-1991) (- m/z 57.00 100.00%
57.0

2000 jNMKAf%NWﬁ\wwwwﬂwmw
— —
111.1
13.50 14.00
0 m“m“‘\ 14,691 2300 3054 . n/; 4305 77.00%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #178452: Oxalic acid, isobutyl tetradecyl ester
57.0
5000 “ ——
13.50 14.00
m/z 55.00 51.13%
111 0 241.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #156673: Ethanol, 2-(octadecyloxy)-
57.0
— —
13.50 14.00
5000 ITI/Z 71.05 44.42%
111.0
“ | “ | } 169.0 224.0 283.0
0 w\p‘u‘\‘iv“ e WA A m a
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #235928: Octacosyl trifluoroacetate — T
57.0 13.50 14.00
m/z 85.05 33.59%
5000
111.0
oLyl 36707220 2180 asao ssrouss:
“w“‘w“‘w“‘w T e e — ———
m/z--> 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
Data File : BF123835.D

Acqg On : 5 May 2021 19:11
Operator : JU/CG

Sample : M2279-06

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.139 2.46 ng 173757 Chrysene-d12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 83
2 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 80
3 Octane, 3,5-dimethyl- 142 C1OH22 015869-93-9 64
4 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 64
5 Undecane, 2,7-dimethyl- 184 C13H28 017301-24-5 64

Abundance Scan 2049 (14.139 min): BF123835.D\data.ms (-2046) (- m/z 57.00 100.00%

57.0
5000
113.1 ‘14‘00‘ ‘14‘50‘
ol b [y, 169120622052 2088 330 . 4309 sa.s2y
miz--> 50 100 150 200 250 300
Abundance #141425: Heneicosane
57.0
5000 — e
14.00 14.50
m/z 71.05 51.22%
‘ 99.0 /
otsQ L LUy 3401830 2250 2060
miz--> 50 100 150 200 250 300
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57.0
—r —
14.00 14.50
5000 ITI/Z 85.10 44.07%
1130 1550
NIRRT DR Y
miz--> 50 100 150 200 250 300
Abundance #19182: Octane, 3,5-dimethyl- — —
57.0 14.00 14.50
m/z 41.05 22.69%
o A\J\/\yM\\W
01‘51Q“M‘M““‘““‘1‘4‘2‘0‘HWHH‘HH‘HH e e
m/z--> 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
Data File : BF123835.D

Acqg On : 5 May 2021 19:11
Operator : JU/CG

Sample : M2279-06

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.445 3.11 ng 219818 Chrysene-d12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Octadecane 254 C18H38 000593-45-3 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Tetracosane 338 (C24H50 000646-31-1 83
5 Tricosane, 2-methyl- 338 C24H50 001928-30-9 83

Abundance Scan 2101 (14.445 min): BF123835.D\data.ms (-2098) (-  m/z 57.05 100.00%

57.0 ' '
5000
14.50
169 2 240 1
ol ‘H W L b b it A32LL L 013 nyz 43,10 54.92%
miz--> 50 100 150 200 250 300 350 400
Abundance #94345: Heptadecane
57.0
5000 LN
14.50
m/z 71.00 52.75%
O\“‘\‘\“‘ “\”‘\J‘;"\“\“\\"].\6\9\0\‘\\2\49‘()\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #105886: Octadecane
57.0
——
14.50
5000 ITI/Z 85.05 39.15%
| ‘ || 130 1690 2540
oLk “‘“““““ﬂ“uu‘w“‘M“““““““‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane —
57.0 14.50
m/z 55.00  19.05%
. MMWM
0 \‘ I ‘ || 130 160.0 2050 2820
I LA e e S AR B Ao S ——
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
Data File : BF123835.D

Acqg On : 5 May 2021 19:11
Operator : JU/CG

Sample : M2279-06

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Octadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.745 4.28 ng 205926 Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 87
3 Hexadecane 226 C1l6H34 000544-76-3 86
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 83
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 80
Abundance Scan 2152 (14.745 min): BF123835.D\data.ms (-2149) (. m/z 57.00 100.00%
57.0
1450 1500
1410 21312561 : :
o L Tao 21128 0000ass0mmmz 00 o0 g ey
mlz--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane
57.0
5000 — —
14.50 15.00
m/z 71.10 58.82%
O \\“\ ‘\“\U‘\“‘\““ \“‘\11\4.\1‘0\]_\8\3\(‘)\\\2\5‘4\9\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #38349: Decane, 3,8-dimethyl-
57.0
—— —
14.50 15.00
5000 m/z 85.10 42.39%
‘ 9.0 141.0
miz--> 50 100 150 200 250 300 350
Abundance #83027: Hexadecane 7 —
57.0 14.50 15.00
m/z 55.00 23.74%
5000
gL [T amomsons0 R
m/z--> 0 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
Data File : BF123835.D

Acqg On : 5 May 2021 19:11
Operator : JU/CG

Sample : M2279-06

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Squalene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

14.821 2.02 ng 97135 Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 83
2 Supraene 410 C30H50 007683-64-9 80
3 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 80
4 1-(Phenylthio)-3,7,11-trimethyl-... 314 C21H30S 028413-57-2 74
5 1-Bromo-3,7-dimethyl-2,6-octadiene 216 C10H17Br 035719-26-7 64

Abundance Scan 2165 (14.821 min): BF123835.D\data.ms (-2163) (- m/z 69.00 100.00%

69.0
5000
— ——
137.1 14.50 15.00
191.2 : :
ob b bbb S7UT 29813041 3661 " g1 09 s4.64%
mlz--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 — ——
14.50 15.00
m/z 41.00 26.82%
O T \‘ ““\‘ hh \h“ H\ \H \‘H\ “ T \1\9\1‘0\ T 1T ‘2T7\3\0\‘ T \3\4.\1‘()\ T \4.‘1(\)\(
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
— ——
14.50 15.00
5000 ITI/Z 68.05 13.94%
137.0
o279 by gy, 1910 2730 3410 410
B e AL S e e
miz--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15, — ——
69.0 14.50 15.00
m/z 95.00 13.32%
11.0
0 ‘ ‘ H\MH \H‘ | \“1 02\05 0 273. 03150 384.0
““‘ A A L B A A SO BT — ——
mlz--> 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\BF@50521\
Data File : BF123835.D

Acqg On : 5 May 2021 19:11
Operator : JU/CG

Sample : M2279-06

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Nonadecane, 1-bromo- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.080 4.66 ng 224105 Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 1-bromo- 346 C19H39Br 004434-66-6 83
2 Heneicosane 296 C21H44 000629-94-7 83
3 Heptacosane 380 C27H56 000593-49-7 83
4 Eicosane 282 C20H42 000112-95-8 80
5 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 80

Abundance Scan 2209 (15.080 min): BF123835.D\data.ms (-2206) (- m/z 57.10 100.00%

57.1
5000
R \
‘ ‘ 412 a001  28s. 1326.8 1599
o bl [ J22, 2091 28313268 386. .. 4305 62.03%
m/z--> 0 100 150 200 250 300 350
Abundance #181211: Nonadecane, 1-bromo-
57.0
5000 —— :
15.00
137.0 m/z 71.18 54.45%
0 [, “‘\‘ \‘ | ‘H‘H 183.0225.0267.0  346.0
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57.0
R \
15.00
5000 ITI/Z 85.00 31.63%
9.0
Pt b e P A
m/z--> 0 50 100 150 200 250 300 350
Abundance #202662: Heptacosane T
57.0 15.00
m/z 55.00 18.73%
5000 WWM
9.0
ol \ | ||, 141.0183.0225.0267.0 323.0 380.0
“““ R S S —
m/z--> 0 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
Data File : BF123835.D

Acqg On : 5 May 2021 19:11
Operator : JU/CG

Sample : M2279-06

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Pentacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.886 4.32 ng 208108 Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 90
2 Heptacosane 380 C27H56 000593-49-7 83
3 Nonadecane 268 C19H40 000629-92-5 72
4 9-methylheptadecane 254 C18H38 026741-18-4 72
5 Eicosane 282 C20H42 000112-95-8 70

Abundance Scan 2346 (15.886 min): BF123835.D\data.ms (-2343) (- m/z 57.05 100.00%
57.0

5000 WAMmMWWxJ\ﬁWMNMAﬂj
1550  16.00
13.1 1691 2271 296.1 : :
0 “ H"H Ligeai Seln 2900 3TL2 0 myz 43.00  48.77%
mlz--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57.0
5000 I -
15.50 16.00
m/z 71.10 46.83%
0 | L ‘ “\ ‘h h‘ 1 | \6\9 9 L 2\25 0 281.0 352.0
\\\\‘ \\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57.0
— —
15.50 16.00
5000 m/z 85.10 44.52%
ol L‘ 117 1600 2250 2810 337.03800
el A e e
miz--> 50 100 150 200 250 300 350 400
Abundance #117637: Nonadecane “ —
57.0 15.50 16.00
m/z 55.00 22.88%
5000 WJ\M”WMJ
13.0
oL LI 00 meo
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
Data File : BF123835.D

Acqg On : 5 May 2021 19:11
Operator : JU/CG

Sample 1 M2279-06

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Tridecane 10.745 2.1 ng 177862 4 11.322 1667350 20.0
n-Hexadecanoic ... 11.857 3.1 ng 257857 4 11.322 1667350 20.0
unknownl2.404 12.404 2.7 ng 223380 4 11.322 1667350 20.0
Heptadecane, 2-... 13.145 2.4 ng 167069 5 13.968 1414060 20.0
Oxalic acid, is... 13.821 13.0 ng 918772 5 13.968 1414060 20.0
Heneicosane 14.139 2.5 ng 173757 5 13.968 1414060 20.0
Heptadecane 14.445 3.1 ng 219818 5 13.968 1414060 20.0
Octadecane 14.745 4.3 ng 205926 6 15.421 962721 20.0
Squalene 14.821 2.0 ng 97135 6 15.421 962721 20.0
Nonadecane, 1-b... 15.080 4.7 ng 224105 6 15.421 962721 20.0
Pentacosane 15.886 4.3 ng 208108 6 15.421 962721 20.0
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