LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122103.D

Acqg On : 23 Oct 2020 17:19
Operator : JU/CG

Sample : L4436-07

Misc :

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122103.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.946 483 486 501 rBV 17570 31810 1.29% 0.161%
2 5.346 551 554 578 rBV 1894040 2251363 91.22% 11.361%
3 6.375 726 729 754 rBV 2198980 2290088 92.79% 11.557%
4 6.581 762 764 782 rBV 23117 63722 2.58% 0.322%
5 6.722 785 788 798 rVB 667157 568793 23.05% 2.870%

6 7.293 881 885 909 rBV 1565663 1592256 64.51% 8.035%
7 8.010 1003 1007 1021 rBV 721867 712058 28.85% 3.593%
8 9.081 1185 1189 1200 rBV 2748171 2468133 100.00% 12.455%
9 9.481 1254 1257 1263 rBV 345130 290318 11.76%  1.465%

9

10 .757 1300 1304 1308 rBV 785010 716750 29.04%  3.617%
11 10.551 1436 1439 1455 rBV 1150720 1106006 44.81% 5.581%
12 11.245 1554 1557 1560 rBV 693363 633005 25.65%  3.194%
13 11.269 1560 1561 1565 rVB 123148 87947 3.56% 0.444%
14 11.780 1645 1648 1651 rBv2 39929 47079 1.91% 0.238%
15 12.463 1761 1764 1769 rBV ~ 275988 239777 9.71% 1.210%

16 12.563 1778 1781 1788 rBV 80994 103640 4.20% ©.523%
17 12.692 1797 1803 1807 rBV 223324 231600 9.38% 1.169%
18 12.833 1822 1827 1830 rBV 2150074 2018635 81.79% 10.187%

19 13.057 1862 1865 1868 rBV 46636 46548 1.89% 0.235%
20 13.304 1903 1907 1911 rBV2 58388 60362 2.45%  ©.305%
21 13.398 1919 1923 1925 rBV2 26897 29792 1.21% ©.150%
22 13.539 1944 1947 1954 rVB 31225 34103 1.38% 0.172%
23 13.751 1975 1983 1997 rVB7 179894 438996 17.79%  2.215%
24 13.857 1998 2001 2002 rBV 38821 34830 1.41% 0.176%
25 13.892 2002 2007 2010 rVV2 741065 840058 34.04%  4.239%
26 13.916 2010 2011 2019 rVB 135274 104558 4.24%  0.528%
27 14.039 2029 2032 2035 rBV 32054 39720 1.61% ©.200%
28 14.345 2081 2084 2087 rVB 67452 57714  2.34% 0.291%
29 14.386 2087 2091 2101 rBV6 60408 158698 6.43% 0.801%
30 14.504 2108 2111 2116 rVB 188459 156187 6.33% ©.788%
31 14.639 2132 2134 2137 rVB 38919 35039 1.42% ©.177%
32 14.780 2154 2158 2163 rVB2 153216 170236 6.90% 0.859%
33 14.916 2178 2181 2184 rBV 129719 169478 6.87% 0.855%
34 14.963 2187 2189 2192 rVB 103379 92208 3.74%  ©.465%
35 15.027 2195 2200 2209 rBv4 105856 277880 11.26% 1.402%
36 15.210 2227 2231 2234 rBV 76865 84833 3.44% 0.428%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122103.D

Acqg On : 23 Oct 2020 17:19
Operator : JU/CG

Sample : L4436-07

Misc :

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\SVOASRV\HPCHEM1\BNA_ F\METHODS\8270-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.268 2238 2241 2245 rVB 98756 109497 4.44% 0.553%
38 15.327 2246 2251 2259 rBV 608196 752367 30.48% 3.797%
39 15.510 2278 2282 2287 rBV2 76557 98020 3.97% 0.495%
40 15.727 2314 2319 2323 rBV 111302 166758 6.76% 0.842%
41 16.192 2395 2398 2403 rVB2 38370 54949 2.23% 0.277%
42 16.462 2442 2444 2453 rVB4 49860 77975 3.16% 0.393%
43 16.745 2487 2492 2500 rVB2 108133 196633 7.97% 0.992%
44 17.174 2562 2565 2572 rVB 37334 75430 3.06% 0.381%
Sum of corrected areas: 19815849
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122103.D

Acqg On : 23 Oct 2020 17:19
Operator : JU/CG

Sample . L4436-07

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF122103.D\data.ms

2500000
6.375

2000000 5.346

7.293

1500000

1000000
6.722
500000

4.946 6.581

0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: BF122103.D\data.ms

9.081

2500000
12.833
2000000

1500000

10.551

1000000

8.010 9.157 11.245

9.481 12.4632 g9
L L 11/269 11,780 ﬂz.se 13.05713.3(

0 T T — ‘ T - —— — e A e
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: BF122103.D\data.ms

500000

2500000

2000000

1500000

1000000

13.892 15.327

500000

16.19216.462 1645 17.174

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122103.D

Acqg On : 23 Oct 2020 17:19
Operator : JU/CG

Sample . L4436-07

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.581 2.24 ng 63722 1,4-Dichlorobenzene-d4 6.722

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 78
2 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 39
3 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 39
4 Acetic acid, hydroxy-, ethyl ester 104 C4H803 000623-50-7 38
5 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 38
Abundance Scan 764 (6.581 min): BF122103.D\data.ms (-762) (-) m/z 45.10 100.00%
45.1
5000
720 \‘\\\\‘\\\\’\\\\‘\\\A\‘\\
“ | ‘ | 104.0 6.20 6.40 6.60 6.80 7.000
- i——tr—t+r—t———— m/z 59.00 29.56%
miz--> 20 40 60 80 100 120 140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 U L L B
6.20 6.40 6.60 6.80 7.00
2910 72.0 m/z 72.00 17.45%
Q4 “ \H‘\ T “h\‘\ T }‘\ T M‘\ ‘8\8\.(\)\1‘0‘}4.\0\ T \1:\35\‘0\ T
miz-> 20 40 60 80 100 120 140
Abundance #8863: 2-Propanol, 1-(1-methylethoxy)-
45.0
T AT
6.20 6.40 6.60 6.80 7.00
5000 m/z 73.00 12.62%
21 73.0
1 Y-
O bl el
miz--> 20 40 60 80 100 120 140
Abundance #44468: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- R e R
45.0 6.20 6.40 6.60 6.80 7.00
m/z 42.95 12.30%
5000
72.0
29,0 89.0
o A L 1190 1480
et e e T
m/z--> 20 40 60 80 100 120 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122103.D

Acqg On : 23 Oct 2020 17:19

Operator Ju/caG

Sample L4436-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Octadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12563 3.27ng 103640  Phenanthrene-dio 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octadecanoic acid 284 C18H3E02 000057-11-4 99

2 Dodecanoic acid 200 C12H2402 000143-07-7 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 53

Abundance Scan 1781 (12.563 min): BF122103.D\data.ms (-1778) (-]

m/z 43.05 100.00%

43.0 73.0
5000
129.0 202.1
241.2 1 T
171-31 ‘ 284.. 12.50
0b— H‘, w‘“‘w‘l b wyz 73.00 88.51%
miz--> 50 100 150 200 250
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0 T \
12.50
‘ 185.0 2410 284 m/z 57.10 80.58%
ob—— }‘H’ h“ \‘H‘w““\‘h“w \M “H} m“ ‘ L “ “\‘ \‘ \“ L “\ ‘\‘ , “‘\‘
m/z--> 50 100 150 200 250
Abundance #61120: Dodecanoic acid
60.0
T \
12.50
m/z 60.00 78.19%
5000 129.0 /
29.0
e e
oL “‘ W’H‘\ h“ ‘Hhu‘ ‘\M ;\m‘ I \}“ Iy “ ; 2‘0‘p"0‘ —
miz--> 50 100 150 200 250
Abundance #95855: Pentadecanoic acid R ‘
43.0 73.0 12.50
m/z 55.00 76.95%
5000 129.0
O — H\‘ ’HH h“ H}N‘\‘M “‘\ ‘163‘}(% ‘\‘ ‘\ ; BRaa ——
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122103.D

Acqg On : 23 Oct 2020 17:19
Operator : JU/CG

Sample . L4436-07

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Heptafluorobutyric acid, n-... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.751 10.45 ng 438996 Chrysene-d12 13.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 93
2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 n-Nonadecanol-1 284 C19H400 001454-84-8 93
5 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 93

Abundance Scan 1983 (13.751 min): BF122103.D\data.ms (-1975) (- m/z 55.10 100.00%

55.1 ' '
07.0
230.1
5000
—r —
H ]r391 ‘ 13.50 14.00
0\\\‘Wﬂ‘ﬁ‘ww”h“WWWM\W\\LH‘?g%q\\\\‘\\\\‘ m/z 57.05 97.66%
mlz--> 50 100 150 200 250 300 350
Abundance  #215485: Heptafluorobutyric acid, n-tetradecyl ester
57.0
5000 — —
11.0 13.50 14.00
1690 m/z 43.05 96.08%
OL\S.\q ‘i““ \‘ h “M“‘ “ ‘ T \ T ‘ T \2\4\]-‘0\ 1T ‘ T T ‘ T \3\9\2‘(
miz--> 50 100 150 200 250 300 350
Abundance #164113: Trifluoroacetic acid, pentadecyl ester
57.0
—r —
13.50 14.00
5000 11.0 ITI/Z 83.10 86.55%
ssgLLLLLLL, sm20 20 sos0
miz--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol T —
55.0 13.50 14.00
97.0 :
m/z 97.05 79.98%
B J\\m
o Lo smommmozsse e e
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122103.D

Acqg On : 23 Oct 2020 17:19
Operator : JU/CG

Sample . L4436-07

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.386 3.78 ng 158698 Chrysene-d12 13.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Cyclopentadecane 210 C15H30 000295-48-7 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 n-Nonadecanol-1 284 C19H400 001454-84-8 93
5 17-Pentatriacontene 491 C35H70 006971-40-0 81

Abundance Scan 2091 (14.386 min): BF122103.D\data.ms (-2087) (- m/z 83.10 100.00%

431 83.1
5000
— —
| H 14.00 14.50
ol Al m/z 57.85 97.16%
miz-> 50 100 150 200 250 300
Abundance #155046: 1-Heneicosano
55.0
97.0
5000 — —
14.00 14.50
m/z 43.18  95.88%
39.0
O ]\-g\.dﬂ ‘\“ “‘ ‘\ ‘\‘ \‘ \‘H“ ‘M‘ \‘R‘\ ‘h “h T %8\2.\0‘ \22\4\.0\ ‘2\66\0\ T ‘ T
miz-> 50 100 150 200 250 300
Abundance #69584: Cyclopentadecane
55.0
— —
14.00 14.50
5000 91.0 m/z 55.05 90.16%
AL o, 20
miz--> 50 100 150 200 250 300
Abundance #166292: Behenic alcohol “ —
83.0 14.00 14.50
43.0 o
m/z 97.10  83.46%
5000
25.0
o LU om0 200 o et
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\BF102320\
Data File : BF122103.D

Acqg On : 23 Oct 2020 17:19
Operator : JU/CG

Sample . L4436-07

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 1,3-Benzenedicarboxylic aci... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.504 3.72 ng 156187 Chrysene-d12 13.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 58
2 Acetic acid, [4-(4-methyl-1-pipe... 262 C14H18N203 346699-90-9 22
3 Fumaric acid, 2-ethylhexyl hexyl... 312 C18H3204 1000339-14-1 22
4 Cyclohexanamine, N-methyl- 113 C7H15N 000100-60-7 14
5 Diisooctyl phthalate 390 C24H3804 000131-20-4 14

Abundance Scan 2111 (14.504 min): BF122103.D\data.ms (-2108) (-} m/z 70.05 100.00%

70.0
149.0
5000 261.1
T
L sdgh, | Lo
0 “HiuLM‘Eu-‘J‘}‘uu‘;“‘u“ﬁ‘h“““““ m/z 149.00 64.63%
mlz--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
167.0 261.0
5000 = :
14.50
m/z 261.10 48.09%
05— ‘“ L\“ T \L T } T ‘\ t \20‘5\0\ T \‘ T ‘} :\30‘4\0\ T \3‘6\1\0\
m/z--> 50 100 150 200 250 300 350
Abundance #112239: Acetic acid, [4-(4-methyl-1-piperazinylcarbonyl)
70.0
s pupuasy
14.50
5000 m/z 112.05  44.82%
121.0
0 ‘L H Ly \‘\ ‘ 16\30 2180 26‘20
c e
miz--> 50 100 150 200 250 300 350 nﬁ&
Abundance #154581: Fumaric acid, 2-ethylhexyl hexyl ester T o\ —
70.0 14.50
112.0 m/z 57.10 38.68%
B I m
29.0
oa ||| 1L | P
obe bl e L S —
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122103.D

Acqg On : 23 Oct 2020 17:19
Operator : JU/CG

Sample . L4436-07

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 16-Heptadecenal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.780 4.53 ng 170236 Perylene-di2 15.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 16-Heptadecenal 252 C17H320 1000144-57-9 93
2 Octadecanal 268 C18H360 000638-66-4 91
3 12-Octadecenal 266 C18H340 056554-91-7 90
4 13-Octadecenal 266 C18H340 056554-90-6 90
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 87

Abundance Scan 2158 (14.780 min): BF122103.D\data.ms (-2154) (- m/z 57.10 100.00%
57.1

96.1
5000
—— —
14.50 15.00
ob—iL . m/z 43.10  88.74%
m/z--> 50 100 150 200 250 300
Abundance #104155: 16-Heptadecenal
82.0
43.0
5000 — —
14.50 15.00
m/z 82.05 77.43%
%2?0 207.0 25%0
O\\‘\\\\‘\\\H\“\\\\“‘\\‘H\\“\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #117605: Octadecanal
43.0 82.0
—— —
14.50 15.00
5000 m/z 55.00 68.51%
24.0 250.0
)by, 1930y
0 LA b b b Ly
m/z--> 50 100 150 200 250 300
Abundance #115864: 12-Octadecenal T —
43.0 82.0 14.50 15.00
m/z 96.10 56.59%
h WHZ\M 1630 2070, 2520
0 il ﬂWanuu'ww‘MJW‘ fr —— ——
m/z--> 50 100 150 200 250 300 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122103.D

Acqg On : 23 Oct 2020 17:19

Operator : JU/CG

Sample . L4436-07

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
: 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 Cyclohexadecane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
15.627  7.39ng 277880  Perylene-diz 15.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 91

2 E-7-Octadecene
3 n-Tetracosanol-1
4 1-Heptacosanol

5 Trichloroacetic acid, hexadecyl ...

252 C18H36

354 C24H500

396 C27H560

386 C18H33C1302

1000130-92-0 89
000506-51-4 70
002004-39-9 70
074339-54-1 55

Abundance Scan 2200 (15.027 min): BF122103.D\data.ms (-2195) (-]
7.1 252.1

m/z 252.10 100.00%

5000
15.00
0 m/z 57.10 98.36%
m/z--> 50 100 150 200 250 300
Abundance #81246: Cyclohexadecane
55.0
97.0
5000
1500
m/z 43.85 94.74%
39.0 224.0
O\\L\L“‘\\ “\\‘\h “\1\\19\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #104185: E-7-Octadecene
43.0
U
83.0 15.00
250 252.0
0 ‘J‘ J hh 168.0 2100
et b R EL AR
m/z--> 50 100 150 200 250 300
Abundance #186968: n-Tetracosanol-1
57.0 97.0 1500
m/z 55.10 76.21%
OLQQ \‘ ‘ “‘ \H\ * \‘\ h :!'810 222.0 2640 308.0
Tl N L e e e AL —
m/z--> 50 100 150 200 250 300 15.00

8270-BF101220.M Mon
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122103.D

Acqg On : 23 Oct 2020 17:19
Operator : JU/CG

Sample . L4436-07

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Octadecanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.510 2.61 ng 98020 Perylene-di2 15.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 87
2 1,19-Eicosadiene 278 C20H38 014811-95-1 81
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 81
4 17-0Octadecenal 266 C18H340 056554-86-0 80
5 1,16-Hexadecanediol 258 C16H3402 007735-42-4 70

Abundance Scan 2282 (15.510 min): BF122103.D\data.ms (-2278) (- m/z 57.10 100.00%
57.1

5000

-

—
15.50

0 m/z 43.10 86.87%
miz-> 50 100 150 200 250
Abundance #117607: Octadecanal
43.0, 82.0
5000 T T

15.50
m/z 82.05 82.26%

280 222.0
oy 1600 ~ 12680

m/z--> 50 100 150 200 250
Abundance #126192: 1,19-Eicosadiene

o
o o
o =
g &

—
96.0 15.50

5000 m/z 55.00 72.86%
37.0
01‘5"0““ ‘\‘ \‘ T ‘wh 4 h T ‘\ H“ ‘“"‘L‘ H\ \” T 1789\02\1\19 T 2\5\09 T WU\/\(\(
miz--> 50 100 150 200 250
Abundance #117616: Oxirane, hexadecyl- — ‘
430 B20 15.50
m/z 83.05 53.68%
5000
‘ ﬁrzs.o
oL AL A L1, 2600 2080 2500 -
m/z--> 50 100 150 200 250 15.50

8270-BF101220.M Mon Oct 26 13:50:25 2020 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122103.D

Acqg On : 23 Oct 2020 17:19
Operator : JU/CG

Sample . L4436-07

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 2-methyloctacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.727 4.43 ng 166758 Perylene-di2 15.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Hexatriacontane 507 C36H74 000630-06-8 86
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 86

Abundance Scan 2319 (15.727 min): BF122103.D\data.ms (-2314) (-, m/z 57.10 100.00%
57.1

91 —— ——
15.50 16.00
169.1
oL Ll 28 2290 2ma ) g e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 — ——
15.50 16.00
9.0 m/z 43.10 57.19%
O T “‘\ ‘\“ ‘ T Hh‘ \ \ H‘ \“ \JT\4.T1‘O\ 178\3\()‘2!2\5\ (\)‘2\67\ \()\:3‘()\9 \O\ T 3‘6\5\ \O T ‘
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
—— —
15.50 16.00
5000 ITI/Z 85.05 48.05%
9.0
oL Ll ) 1101830225067.03000 3660
A
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane T ——
57.0 15.50 16.00
m/z 55.05 22.26%
oLl L H | 141 0183.02250 281.0 337.0 394.
““‘“““““““‘“““““““““‘ —— —
m/z--> 50 100 150 200 250 300 350 15.50 16.00

8270-BF101220.M Mon Oct 26 13:50:26 2020 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122103.D

Acqg On : 23 Oct 2020 17:19
Operator : JU/CG

Sample . L4436-07

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 unknownl6.46 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.462 2.07 ng 77975 Perylene-di2 15.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Bicyclohexyl, 4-methyl-4'-p... 222 C16H30 092343-70-9 18
2 1,19-Eicosadiene 278 C20H38 014811-95-1 15
3 Pentadecanal- 226 C15H300 002765-11-9 14
4 Tetradecanal 212 C14H280 000124-25-4 14
5 2-methylbutyric Acid, 2,2,2-trif... 184 C7H11F302 1000376-60-6 14
Abundance Scan 2444 (16.462 min): BF122103.D\data.ms (-2442) (-, 57.10 100.00%

57.1
5000 :

134.0 173.1 2111

L —
2771 341. 16.50

ob 43.10  79.13%

miz--> 50 100 150 200 250 300
Abundance #79571: 1,1'-Bicyclohexyl, 4-methyl-4'-propyl-
55.0

96.0

5000 T
222.0
82. 19 70.91%

“ hh L h‘ ‘\ L ’ L ‘ T \‘ L ‘ L ‘ T T T
m/z--> 0 100 150 200 250 300
Abundance #126193: 1,19-Eicosadiene
55.0

T
16.50

o

m/z 55.05 69.73%
5000 96.0 /
oL 90 00 s zmo
m/z--> 50 100 150 200 250 300
Abundance #82954: Pentadecanal- —
43.0 82.0 16.50
m/z 69.10 62.65%
5000
23.0
182.0
OMLJ \_\»»Tw L2260 ‘
m/z--> 50 100 150 200 250 300 16.50

8270-BF101220.M Mon Oct 26 13:50:26 2020 Page: 13



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122103.D

Acqg On : 23 Oct 2020 17:19
Operator : JU/CG

Sample : L4436-07

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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|
Ethanol, 2-(2-e... 6.581 2.2 ng 63722 1 6.722 568793 20.0
Octadecanoic acid 12.563 3.3 ng 103640 4 11.245 633005 20.0
Heptafluorobuty... 13.751 10.4 ng 438996 5 13.892 840058 20.0
1-Heneicosanol 14.386 3.8 ng 158698 5 13.892 840058 20.0
1,3-Benzenedica... 14.504 3.7 ng 156187 5 13.892 840058 20.0
16-Heptadecenal 14.780 4.5 ng 170236 6 15.327 752367 20.0
Cyclohexadecane 15.027 7.4 ng 277880 6 15.327 752367 20.0
Octadecanal 15.510 2.6 ng 98020 6 15.327 752367 20.0
2-methyloctacosane 15.727 4.4 ng 166758 6 15.327 752367 20.0
unknownl16.46 16.462 2.1 ng 77975 6 15.327 752367 20.0

8270-BF101220.M Mon Oct 26 13:50:26 2020
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