LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122123.D

Acqg On : 26 Oct 2020 19:10
Operator : JU/CG

Sample : L4501-03

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: BF122123.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.934 481 484 493 rBV 24182 39405 1.33% 0.135%
2 5.334 549 552 587 rBV 2069118 2405461 81.28% 8.234%
3 6.363 724 727 744 rBV 2182050 2420117 81.78% 8.284%
4 6.563 759 761 781 rW 54047 108181 3.66% 0.370%
5 6.710 783 786 795 rVB 717519 629936 21.29%  2.156%

6 7.281 879 883 896 rBV 1642601 1727409 58.37% 5

7 7.998 1001 1005 1018 rBV 859232 838826 28.34% 2.871%

8 8.939 1160 1165 1181 rBV 47370 75921 2.57% ©

9 9.069 1181 1187 1190 rBV 3185512 2959407 100.00% 10.130%
9.469 1251 1255 1264 rBV 453084 380567 12.86%

=
w
[}
w
IS

11 9.745 1298 1302 1306 rBV 1162836 953822 32.23%
12 10.145 1367 1370 1373 rBV 50240 44286 1.50%
13 10.539 1433 1437 1446 rBV 1957514 1663903 56.22%
14 11.233 1549 1555 1557 rBV 1105428 973587 32.90%

O wWwuUIoWw
[e)]
o]
%]
R

15 11.257 1557 1559 1562 rVB 192808 147827 5.00% 506%
16 11.392 1580 1582 1587 rVB 84441 66390 2.24%  0.227%
17 11.733 1636 1640 1642 rBV 78538 85580 2.89% ©.293%
18 11.775 1642 1647 1656 rVV3 522072 671448 22.69%  2.298%
19 12.075 1695 1698 1702 rBV4 28695 36705 1.24% 0.126%
20 12.445 1758 1761 1764 rBV 325844 274462 9.27%  0.939%

21 12.557 1773 1780 1782 rBV 850184 986586 33.34%
22 12.575 1782 1783 1790 rVV 798618 655510 22.15%
23 12.675 1794 1800 1804 rVB 236242 269183 9.10%

O LVoeONW
o}
N
=
S

24 12.816 1820 1824 1827 rBV 3042436 2654892 89.71% 087%
25 13.010 1854 1857 1860 rBV2 50719 62659 2.12% 214%
26 13.039 1860 1862 1865 rVB 94744 77815 2.63% 0.266%
27 13.204 1888 1890 1893 rBV3 28410 32964 1.11% 0.113%
28 13.286 1900 1904 1906 rBV2 27839 35052 1.18% ©.120%
29 13.380 1916 1920 1923 rBvV2 127558 122554 4.14%  0.419%
30 13.498 1936 1940 1942 rBv4 30709 36071 1.22% 0.123%
31 13.627 1959 1962 1968 rBv4 39288 79069 2.67% 271%
32 13.716 1973 1977 1987 rVB2 387318 674551 22.79% 309%
33 13.792 1987 1996 1995 rVB 40021 41738 1.41%

34 13.845 1995 1999 2001 rBV 857280 743259 25.12%
35 13.874 2001 2004 2007 rVB 743469 681903 23.04%

NNONO
=
N
w
3R

36 14.027 2026 2030 2033 rBV 156379 157077 5.31% ©.538%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122123.D

Acqg On : 26 Oct 2020 19:10
Operator : JU/CG

Sample : L4501-03

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 14.263 2065 2070 2074 rBV3 40045 66920 2.26% ©.229%
38 14.327 2078 2081 2084 rBV 206291 225477  7.62% ©.772%
39 14.357 2084 2086 2093 rVB3 125806 209003 7.06% 0.715%
40 14.492 2106 2109 2112 rBV3 37862 41052 1.39% 0.141%
41 14.621 2128 2131 2135 rVB 121118 127128 4.30% ©.435%
42 14.692 2141 2143 2150 rVB2 44852 52591 1.78% ©0.180%
43 14.763 2152 2155 2159 rVB5 53314 67299 2.27% 0.230%
44 14.898 2174 2178 2181 rBV 126866 164426 5.56% ©.563%
45 14.945 2182 2186 2190 rVV 385764 439501 14.85% 1.504%
46 14.992 2190 2194 2203 rVB4 105289 258414 8.73%  0.885%
47 15.186 2224 2227 2233 rVB 76484 88732 3.00% ©.304%
48 15.251 2234 2238 2241 rBV 86165 98672 3.33% ©0.338%
49 15.304 2242 2247 2252 rBV 545348 702972 23.75%  2.406%
50 15.486 2274 2278 2283 rBV 123117 163000 5.51% ©.558%
51 15.698 2310 2314 2319 rVB 154043 209120 7.07% ©.716%
52 15.780 2321 2328 2336 rVV4 111541 368888 12.46% 1.263%
53 15.851 2337 2340 2348 rVB7 82478 143827 4.86% 0.492%
54 15.957 2355 2358 2365 rVB3 35864 52216 1.76% ©.179%
55 16.168 2390 2394 2398 rVB3 24464 38323 1.29% ©0.131%
56 16.439 2434 2440 2448 rBV2 88594 156749 5.30% ©.537%
57 16.662 2474 2478 2481 rBv4 32983 66254  2.24% 0.227%
58 16.710 2483 2486 2495 rVB 104373 193060 6.52% 0.661%
59 16.927 2520 2523 2531 rVB6 49046 97067 3.28% 0.332%
60 17.139 2554 2559 2563 rBV 38989 75547 2.55% 0.259%
61 17.204 2563 2570 2585 rVV7 185465 754430 25.49%  2.582%
62 17.498 2617 2620 2622 rBV3 27717 36274 1.23% 0.124%
63 17.851 2676 2680 2685 rVB6 30161 56336 1.90% ©.193%
64 17.951 2690 2697 2698 rBV5 31058 65607 2.22%  ©0.225%
65 18.139 2723 2729 2738 rVB3 150705 382146 12.91% 1.308%

Sum of corrected areas: 29215154
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 26 Oct 2020 19:10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
BF122123.D

Ju/CaG
L4501-03

: 9 Sample Multiplier: 1

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

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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2500000
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1500000
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Time-->
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TIC: BF122123.D\data.ms

6.363
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4.934 6.563
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TIC: BF122123.D\data.ms
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11257
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10.145
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TIC: BF122123.D\data.ms

e T —
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18.139
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122123.D

Acqg On : 26 Oct 2020 19:10
Operator : JU/CG

Sample : L4501-03

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 18
R.T. EstConc Area Relative to ISTD R.T.
6.563 3.43 ng 108181 1,4-Dichlorobenzene-d4 6.710

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 50
3 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 50
4 Acetic acid, hydroxy-, ethyl ester 104 C4H803 000623-50-7 42
5 Ethanol, 2,2'-oxybis- 106 C4H1003 000111-46-6 37
Abundance Scan 761 (6.563 min): BF122123.D\data.ms (-759) (-) m/z 45.05 100.00%
45.0
5000
72.0 wm/‘\_ww,”w
h ‘ ‘ 103.1 6.20 6.40 6.60 6.80 ]
0l e A e m/z 59.00 30.52%
miz--> 20 40 60 80 100 120 140
Abundance #15099: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 N SN RN
6.20 6.40 6.60 6.80
72.0 .
2000 m/z 72.00 21.27%
104.0
O \\‘\“ \H‘\\“h\‘\ \\lh\\\“\‘8\8\.\0\“\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #44468: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45.0
R E e aa aE
6.20 6.40 6.60 6.80
5000 m/z 73.00 14.54%
72.0
29,0 89.0
o L L 1190 1480
et
miz--> 20 40 60 80 100 120 140
Abundance #8862: 2-Propanol, 1-(1-methylethoxy)- T
45.0 6.20 6.40 6.60 6.80
m/z 43.00 10.58%
5000
27. 3.0
I \‘H‘ A ‘\ 103.0
[0 0 L At R S MARRRREREE
m/z--> 20 40 60 80 100 120 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122123.D

Acqg On : 26 Oct 2020 19:10
Operator : JU/CG

Sample : L4501-03

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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.775 13.79 ng 671448  Phenanthrene-die 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 62

Abundance Scan 1647 (11.775 min): BF122123.D\data.ms (-1642) (-} m/z 73.00 100.00%

43.1 73.0
5000
129.0
213.2 e —
‘ H‘ 1711 ‘ 256.1 11.50 12.00
0 Ww“‘:‘w! AL m”w‘: b ‘Huw‘u_‘Hu\waw‘_ m/z 43.10  96.26%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T T
11.50 12.00
167.01g5 02130  256.0 m/z 60.00 91.66%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0
—— —
11.50 12.00
5000 129.0 ITI/Z 57.05 73.85%
199.0
L e T
osol WML oL ]
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #72643: Tridecanoic acid e T
3
43.0 73.0 11.50 12.00
m/z 41.10 72.74%
5000 129.0
171.0
214.0
0150? s s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122123.D

Acqg On : 26 Oct 2020 19:10
Operator : JU/CG

Sample : L4501-03

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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.557 28.94 ng 986586 Chrysene-d12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86

Abundance Scan 1780 (12.557 min): BF122123.D\data.ms (-1773) (-1 m/z 43.10 100.00%

43.1 73.0
5000 1291
185.1 R T
| ‘ 24‘1'2 284. 12.50
ol Ml b g L b 1 n/z 73.00 96.54%
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 57.05 80.02%
ob—— }“’ h!\ \‘“‘w““\‘h“w \M " H}m“ ‘ L “ “\‘ \‘ \“ L “\ ‘\‘ , “‘\‘
m/z--> 50 100 150 200 250
Abundance #107549: n-Hexadecanoic acid
60.0
— T \
12.50
5000 129.0 m/Z 60.00 79.88%
7.0 1710 2130 256.0
o) E— ‘M’ U!‘ “H“‘\‘ \\hu\ ;‘H‘\‘ ul ‘\ ‘ “‘ “ “‘ \‘ “‘ - “\‘ ,
m/z--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid = ‘
43.0 73.0 12.50
m/z 55.10 73.49%
5000 129.0
‘ 199.0 2420
ol w’ il “HM\‘H \\h\‘\‘ M\‘u; “‘ ‘1‘57‘\-0;“ ‘i N “‘ - s
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\BF102620\
Data File : BF122123.D

Acqg On : 26 Oct 2020 19:10

Operator : JU/CG

Sample : L4501-03

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-Naphthalenecarboxylic aci... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12575 19.23ng 655510 Chrysene-diz 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 1-Naphthalenecarboxylic acid, 8-... 228 CLAHISNO2  869674-55-1 92

2 6-Acetyl-5-hydroxy-2,7-dimethyl-... 244 C14H1204
3 Benzocyclopentene, 4,5,6,7-tetra... 244 C18H28
4 Cyclopentanone, tetrakis(l-methy... 244 C17H240
5 2H-1-Benzopyran-2-one, 7-methoxy... 244 C15H1603

001086-07-3 64
1000156-41-4 62
096446-08-1 59
000581-31-7 59

Abundance Scan 1783 (12.575 min): BF122123.D\data.ms (-1782) (-} m/z 229.10 100.00%
220.1

5000

— ‘
199.1

510 770 1151 1521 | ‘ | 12.50

2B LD T bbb L myz 244,200 51.38%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #85225: 1-Naphthalenecarboxylic acid, 8-(dimethylamino
229.0

o

182.0

127.0

—L \
12.50

m/z 214.10  20.15%

5000

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #97248: 6-Acetyl-5-hydroxy-2,7-dimethyl-1,4-naphthoguir
229.0
— e
12.50
5000 ITI/Z 230.10 15.98%

770 11‘5'0 145017301980 |
] TR L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #97584: Benzocyclopentene, 4,5,6,7-tetraethyl-1-methyl- — ‘
229.0 12.50

m/z 199.10 13.11%

5000

410 910 1290 17302010\ \ /\
0 | T m i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122123.D

Acqg On : 26 Oct 2020 19:10
Operator : JU/CG

Sample : L4501-03

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 Eicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.380 3.59 ng 122554 Chrysene-d12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 83
2 Hexadecane 226 C1l6H34 000544-76-3 80
3 Heptadecane 240 C17H36 000629-78-7 74
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 72
5 Dodecane, 1l-iodo- 296 C12H25I 004292-19-7 72

Abundance Scan 1920 (13.380 min): BF122123.D\data.ms (-1916) (- m/z 57.10 100.00%
57.1

99.1 o TaEn
13.00 13.50
ob— b, “‘w 4 m‘wﬁﬁ"l“ 19?1 ‘;2““4"1‘ : ‘2‘9?" m/z 43.10  59.24%
m/z--> 50 100 150 200 250 300
Abundance #129492: Eicosane
57.0
5000 — —
13.00 13.50
m/z 71.10 55.68%
99.0
oL2600) | 4 | |, 1410 1830 2250  282.0
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
m/z--> 50 100 150 200 250 300
Abundance #83023: Hexadecane
57.0
— —
13.00 13.50
5000 ITI/Z 85.10 43.53%
99.0
o184 L1 1410 1830 2200
el e e ey
m/z--> 50 100 150 200 250 300
Abundance #94344: Heptadecane I T
57.0 13.00 13.50
m/z 41.05 28.15%
h W\J
99.0
ohzdol LY L]0 10 goso a0 A
m/z--> 50 100 150 200 250 300 13.00 13.50

8270-BF101220.M Tue Oct 27 17:12:57 2020 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122123.D

Acqg On : 26 Oct 2020 19:10
Operator : JU/CG

Sample : L4501-03

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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.716 19.78 ng 674551 Chrysene-d12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 91
3 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
4 Eicosyl heptafluorobutyrate 494 C24H41F702 1000351-83-5 91
5 Docosyl pentafluoropropionate 472 C25HA45F502 1000351-80-9 91

Abundance Scan 1977 (13.716 min): BF122123.D\data.ms (-1973) (- m/z 57.10 100.00%
57.1

%

5000
1111
d 13.50 14.00
ol Addl i), 3691 23923000 . 43.05 87.18%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosano
53.0
5000 111.0 —— —
13.50 14.00
” m/z 55.05 70.42%
O\\“\M\"\\\\‘\\‘\\“\\]‘-6\?\0\‘\\\\2‘6\6\\0\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #233557: Tricosyl pentafluoropropionate
57.0
P o
13.50 14.00
m/z 83.10 60.31%
5000 111.0
ol Ll ‘ “ iu‘ {070 2240 3220 468.(
Al R R L R R e R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #223732: Tricosyl trifluoroacetate — —
57.0 13.50 14.00
m/z 71.10 53.80%
5000 111.0

i ‘ |167.0 2220 2940 367.0418.0

AL s

m/z--> 0 50 100 150 200 250 300 350 400 450 13.50 14.00

%

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122123.D

Acqg On : 26 Oct 2020 19:10
Operator : JU/CG

Sample : L4501-03

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 7 Octadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.027 4.61 ng 157077 Chrysene-d12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Tetracosane 338 (C24H50 000646-31-1 90
3 Hexadecane 226 C1l6H34 000544-76-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 86

Abundance Scan 2030 (14.027 min): BF122123.D\data.ms (-2026) (- m/z 57.10 100.00%
57.1

5000 M
99.0 Lo ‘
14.00
0l A, “‘f ! }4‘1‘1 1832 24412811 w/z 43.e5  64.05%
m/z--> 50 100 150 200 250 300
Abundance #105885: Octadecane
57.0
5000 — ‘
14.00
m/z 71.10 60.75%
99.0
[ gl ] 14101830 2540
Ot I \‘\‘“‘\“‘ \‘\“\ i“‘\‘\ LA B “\ LA B B
m/z--> 50 100 150 200 250 300
Abundance #175557: Tetracosane
57.0
T
14.00
5000 ITI/Z 85.10 48.20%
99.0
oL L), 14101830 2250 2670 338
el e e
m/z--> 50 100 150 200 250 300
Abundance #83023: Hexadecane 7 ‘
57.0 14.00
m/z 41.10 24.54%
- J\J\ML
99.0
ot ||| 200 0 w0 zs0 S
m/z--> 50 100 150 200 250 300 14.00

8270-BF101220.M Tue Oct 27 17:12:59 2020 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122123.D

Acqg On : 26 Oct 2020 19:10
Operator : JU/CG

Sample : L4501-03

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 8 Tricosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.327 6.61 ng 225477 Chrysene-d12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane 324 C23H48 000638-67-5 93
2 Tetracosane 338 (C24H50 000646-31-1 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 87

Abundance Scan 2081 (14.327 min): BF122123.D\data.ms (-2078) (- m/z 57.10 100.00%

57.1
5000
0.0 — ——
14.00 14.50
ol “M I “ pifpzasse 2818261 0 4310 64.38%
m/z--> 50 100 150 200 250 300 350
Abundance #164578: Tricosane
57.0
5000 — ——
14.00 14.50
o 324.0 m/z 71.10 62.01%
| | \ | 14191830 225 0 267.0
O\\\““\“\‘ “h \“\‘\\“\‘\\‘\"\‘\‘\‘\“\‘\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
— ——
14.00 14.50
5000 m/z 85.05 46.31%
9.0
0 ey i h\ L 1410 183.0 225.0 267.0  338.0
o T
m/z--> 50 100 150 2000 250 300 350
Abundance #194493: Hexacosane T —
57.0 14.00 14.50
m/z 55.10 22.58%
- m
0 ‘ \L‘ Al uh\ ‘\\ M h %4%9 1‘830 225.0 267.0 309.0 367.(
gl - I AL A AR T — ——
m/z--> 50 100 150 200 250 300 350 14.00 14.50

8270-BF101220.M Tue Oct 27 17:13:00 2020 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122123.D

Acqg On : 26 Oct 2020 19:10

Operator : JU/CG

Sample : L4501-03

Misc :

ALS vial : 9

Quant Method
Quant Title

TIC Library ¢ C:
TIC Integration Pa

Sample Multiplier: 1

\DATABASE\NIST11.L
rameters: LSCINT.P

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

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 1-Docosene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14357 6.13ng 209003 Chrysene-diz 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene se8 cooHas 001599-67-3 91

2 n-Nonadecanol-1
3 1-Heneicosanol

4 Bromoacetic aci
5 3-Chloropropion

d, hexadecyl ester
ic acid, heptadec...

284 C19H400
312 C21H440
362 C18H35Bro02
346 C20H39C102

001454-84-8 87
015594-90-8 81
005454-48-8 76
1000283-05-1 76

Abundance Scan 2086 (14.357 min): BF122123.D\data.ms (-2084) (- m/z 97.10 100.00%
57.1 97.1
5000
240.1 — —
| F40.1 181.0 ‘ 3101 14.00 14.50
oL———h il W\WMMWMW NNWJ\‘MNM\W‘NJ\NM‘ L L m/z 57.10 97.48%
m/z--> 50 100 150 200 250 300
Abundance #151538: 1-Docosene
53.0
97.0
5000 — ——
14.00 14.50
m/z 83.10 93.09%
OL40 ‘ “‘\‘“\‘\ H‘ L \;}\ ‘\ ‘\1\8\1\0 LA B \398\9\
m/z--> 50 100 150 200 250 300
Abundance #131391: n-Nonadecanol-1
3.0
43.0 — —
14.00 14.50
5000 m/Z 43.10 90.37%
25.0
L] \ ‘ 1680  238.0
ol d R L& Ly 2
m/z--> 50 100 150 200 250 300
Abundance #155046: 1-Heneicosanol “ —
55.0 14.00 14.50
97.0 o
m/z 55.10 85.97%
5000
otod LI 120 a0 spngass0
m/z--> 50 100 150 200 250 300 14.00 14.50

8270-BF101220.M Tue Oct 27 17:13:00 2020

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122123.D

Acqg On : 26 Oct 2020 19:10
Operator : JU/CG

Sample : L4501-03

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 16
R.T. EstConc Area Relative to ISTD R.T.
14.621 3.62 ng 127128 Perylene-di2 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 90
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Octacosane 394 (C28H58 000630-02-4 90
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 2131 (14.621 min): BF122123.D\data.ms (-2128) (- m/z 57.10 100.00%
57.1

-

5000
14.50 15.00
27.1
o‘HH‘_mhmM“1‘9‘7“1“_‘3‘9‘3"‘1‘“HH‘HHw‘_m_wm m/z 43.10  65.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
57.0
5000 — ——
14.50 15.00
m/z 71.10 63.84%
ol ||1270107.00670 3650
‘\HT‘\!F!1HY‘HH’\\H‘\H\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
—r —
14.50 15.00
5000 ITI/Z 85.05 44.13%

1 J (}27-0197.0 267.0337.0407.0 491.0562.0

|

a

Ot e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57.0 14.50 15.00
m/z 55.10 26.71%
5000

01970 30803790
O et A e e e e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.50 15.00

-

8270-BF101220.M Tue Oct 27 17:13:01 2020 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122123.D

Acqg On : 26 Oct 2020 19:10
Operator : JU/CG

Sample : L4501-03

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 Heptafluorobutyric acid, n-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.992 7.35 ng 258414 Perylene-di2 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 94
2 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 93
3 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 93
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 93

Abundance Scan 2194 (14 992 min): BF122123.D\data.ms (-2190) (1 m/z 43.10 100.00%

43.1
5000
250 1 —
“u ” ﬂ ‘H l 300.0 355.1 =
ob—h w Al by ] w A e S EEES m/z 57.10  95.11%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance  #230207: Heptafluorobutyric acid, n-octadecyl ester
57.0
5000 11.0 L
15.00
m/z 83.85 88.38%
0
O\\‘l\‘\“\\‘\\“‘ l1‘2520448(
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185169: Heptadecyl trifluoroacetate
57.0
—r
15.00
5000 11.0 m/z 97.10 85.22%
0 Jﬂ hnhn 210.0 283.0334.0 %wjhwﬂw*ﬂf\wkwwkaj
“H“““ e
miz--> 50 100 150 200 250 300 350 400 450
Abundance #206447: Pentafluoropropionic acid, hexadecyl ester T
57.0 15.00
m/z 55.00 81.90%
5000 11.0 \/\M‘A/\/\/\/\AJ
ol LU psso 2280 aro0 —
m/z--> 50 100 150 200 250 300 350 400 450 15.00

8270-BF101220.M Tue Oct 27 17:13:02 2020 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122123.D

Acqg On : 26 Oct 2020 19:10
Operator : JU/CG

Sample : L4501-03

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 12 Benzo[e]pyrene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.186 2.52 ng 88732 Perylene-di2 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 95
3 Perylene 252 C20H12 000198-55-0 95
4 Benzo[a]pyrene 252 C20H12 000050-32-8 94
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93
Abundance Scan 2227 (15.186 min): BF122123.D\data.ms (-2224) (- m/z 252.10 100.00%
252.1
e —
41.0 12?0 1741 2220 283.( 15,90 1550
ol A0 831 | 1741 2220 || 2830 . yse.10  28.71%
miz--> 50 100 150 200 250
Abundance #104217: Benzo[e]pyrene
252.0
5000 ‘ /‘\ /\ —
15.00 15.50
m/z 253.10 21.48%
125.0
0 50.0 830 , | 1740 2220 |
T T T T ‘ T T 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 #104229: Benz[e]acephenanthrylene
252.0 A
bop g Loy
15.00 15.50
5000 m/z 125.00 14.23%
126.0
oL 510 830 | | 200.0 H
‘ e e
miz--> 50 100 150 200 250
Abundance #104214: Perylene T —
252.0 15.00 15.50
m/z 126.00 12.05%
5000
125.0
o170 500 830 | a0 2220 | gl PNy,

‘ EEE—
m/z--> 50 100 150 200 250 15.00 15.50

8270-BF101220.M Tue Oct 27 17:13:02 2020

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122123.D

Acqg On : 26 Oct 2020 19:10
Operator : JU/CG

Sample : L4501-03

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 13 Octadecanal Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.486 4.64 ng 163000 Perylene-di2 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 87
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 83
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 74
4 1,19-Eicosadiene 278 C20H38 014811-95-1 70
5 1,16-Hexadecanediol 258 C16H3402 007735-42-4 62

Abundance Scan 2278 (15.486 min): BF122123.D\data.ms (-2274) (- m/z 57.10 100.00%
7.1

57.
5000 96.0
178.0 AU
| ‘ 37.1 so11 2631 303 15.50
— gt b 2281 I TP myz 43,05 91.22%
miz--> 50 100 150 200 250 300
Abundance #117605: Octadecanal
43.0 820
5000 —
15.50
m/z 82.05  74.93%
‘ WL24.0 " 250.0
o AL s 020y 1

100 150 200 250 300

#117617: Oxirane, hexadecyl-

m/z--> 50
43.0 82.0
0

Abundance

-

—
15.50
5000 m/z 55.00 66.78%
24.0
0 |41 1680 2080 2500
ol e e

3

miz--> 5 100 150 200 250 300
Abundance #129467: Oxirane, heptadecyl- ——
43.0 82.0 15.50

m/z 83.10 51.83%
5000
24.0
‘ ‘ | | 1660 2220 2640

0 —— —
m/z--> 50 100 150 200 250 300 15.50

8270-BF101220.M Tue Oct 27 17:13:03 2020 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122123.D

Acqg On : 26 Oct 2020 19:10
Operator : JU/CG

Sample : L4501-03

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 14 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

15.698 5.95 ng 209120 Perylene-di2 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Octacosane 394 (C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Tetratetracontane 619 C44H99 007098-22-8 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2314 (15.698 min): BF122123.D\data.ms (-2310) (- m/z 57.05 100.00%
57.0

1550  16.00
0 L‘h | H jifi18s2 23012841 m/z 71.85  64.74%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 — —
15.50 16.00
m/z 43.10 61.56%
9.0
0 \‘ “ ‘H\ I M‘ | 141 0183 0225.0 282.0
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
— —
15.50 16.00
5000 ITI/Z 85.10 45.76%
0 “ | Hh\ \h\ w‘\‘ h‘ AL 4% ?%8\3 0 225 O 281 0 337 0 394 (
A e e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane — —
57.0 15.50 16.00
m/z 55.05 23.57%
o mw
el A T e R —— —
m/z--> 50 100 150 200 250 300 350 15.50 16.00

8270-BF101220.M Tue Oct 27 17:13:04 2020 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122123.D

Acqg On : 26 Oct 2020 19:10
Operator : JU/CG

Sample : L4501-03

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 15 Heneicosyl heptafluorobutyrate Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.780 10.50 ng 368888 Perylene-di2 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 94
2 Heptacosyl acetate 438 C29H5802 1000351-78-2 94
3 Octacosanol 410 C28H580 000557-61-9 94
4 Triacontyl acetate 480 C32H6402 041755-58-2 94
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91

Abundance Scan 2328 (15.780 min): BF122123.D\data.ms (-2321) (- m/z 57.10 100.00%
57.1

—

5000 th11
‘ { ‘ } 70 2391 15.50 16.00
(IEEETE L 1 § ¥ E Y St R — m/z 43.10  86.95%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #236054: Heneicosyl heptafluorobutyrate
57.0
5000 —— —
111.0 15.50 16.00
m/z 83.10 81.15)
9.0
0 J | | ‘ ‘L ] }\ L 222.0 2914 0 490.(
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #224391: Heptacosyl acetate
43.0
97.0
5000
0 | “ | J\ \FI L 209 0264.0 320 0 378. 0 438.0
e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450

2

15.50 16.00
m/z 97.05 74.63%

o

3

°

Abundance #215904: Octacosano
57.0 15.50 16.00
m/z 55.10 74.17%
5000 111.0 &wmmﬂwwvﬂj\wwwmwwﬂww
ob {‘1 | J‘ (16702220 2020 3920
L — [ -

m/z--> 0 50 100 150 200 250 300 350 400 450
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122123.D

Acqg On : 26 Oct 2020 19:10
Operator : JU/CG

Sample : L4501-03

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 16 unknownl5.851 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
15.851 4.09 ng 143827 Perylene-di2 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Pyrazole-1-acetamide, 4-chlor... 264 C12H13C1N40 1000350-40-0 30
2 1,7-Dicarbadodecaborane(12) 146 C2H12B10 016986-24-6 27
3 2-Chloro-6-fluorobenzyl alcohol,... 216 C11H14ClFO 1000378-14-3 22
4 Benzylidene-(3,4-methylendioxy),... 394 C23H26N204 1000221-94-3 12
5 1-Adamantan-1-ylmethyl-6-amino-1... 275 C15H21N302 1000297-13-5 11

Abundance Scan 2340 (15.851 min): BF122123.D\data.ms (-2337) (-  m/z 143.05 100.00%
148.1

81.0

5000 394.

99.1 253.1 WM i

H\ ‘ 15.50 16.00
L L, m/z 135.00 83.85%

390 ‘H\L L “

0] e,
miz—-> 0 50 100 150 200 250 300 350

Abundance #113542: 1H-Pyrazole-1-acetamide, 4-chloro-3,5-dimethy

1438.0
5000 — —T—
15.50 16.00
390 264.0 m/z 81.05  68.28%
m/z--> 0 50 100 150 200 250 300 350
Abundance #21690: 1,7-Dicarbadodecaborane(12)
1438.0
— I —
15.50 16.00
5000 m/z 129.00 60.60%
37.0 100.0
0] L

miz—> 0 50 100 150 200 250 300 350
Abundance #73823: 2-Chloro-6-fluorobenzyl alcohol, 2-methylpropyl « — P
143.0 15.50 16.00
m/z 119.00 59.49%

5000

43.0

0 m \“ ! SQO‘“\ ‘2160
L B B L B By B

— —
m/z--> 0 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122123.D

Acqg On : 26 Oct 2020 19:10
Operator : JU/CG

Sample : L4501-03

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 17 Oxirane, hexadecyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.439 4.46 ng 156749 Perylene-di2 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 95
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 86
3 1,19-Eicosadiene 278 C20H38 014811-95-1 76
4 18-Nonadecen-1-o0l 282 C19H380 1000142-89-2 62
5 Benzocyclodecene, tetradecahydro- 194 C14H26 061142-06-1 55
Abundance Scan 2440 (16.439 min): BF122123.D\data.ms (-2434) (- m/z 57.10 100.00%
57.1
96.0
5000
L L pmgams s
oLl Ll 4 w iy S . m/z 43.10  79.01%
miz--> 50 100 150 200 250
Abundance #117618: Oxirane, hexadecyl-
82.0

5000 \

16.50
m/z 82.05 71.54%

O,
m/z--> 50 100 150 200 250
Abundance #129467: Oxirane, heptadecyl-
43.0 82.0
e
16.50
5000 m/z 55.05 61.59%
24.0
L ‘ | | 1680 2220 2640
oLl A b e
m/z--> 50 100 150 200 250
Abundance #126193: 1,19-Eicosadiene —
55.0 16.50
m/z 96.00 57.82%
5000
— A “ ‘ T —r
mlz--> 100 150 200 250 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122123.D

Acqg On : 26 Oct 2020 19:10

Operator : JU/CG

Sample L4501-03

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 18 unknownl6.927 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
16.927 2.76 ng 97067 Perylene-di2 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Chloro-4,6-bis(2-thienyl)pyrim...

278 C12H7CIN2S2

2 Benzoic acid, 3,5-dibromo-2-hydr... 308 C8H6Br203
3 Indole, N-methyl-5-(4-nitrostyryl)- 278 C17H14N202
4 10H-Phenoxaphosphine, 8-fluoro-1... 278 C14H12FO03P
5 Vanadium, (.eta.5-2,4-cyclopenta... 278 C17H23V

Abundance Scan 2523 (16.927 min): BF122123.D\data.ms (-2520) (-]
27

124959-36-0 38

021702-79-4 38
1000151-40-2 35
037041-13-7 30
126948-97-8 27

m/z 278.10 100.00%

95.1
5000{ 951
191.1
38.1 31.2 350. —
“ H ‘ 17.00
0! e m/z 95.10 64.98%
mlz--> 50 100 150 200 250 300 350
Abundance #125429: 2-Chloro-4,6-bis(2-thienyl)pyrimidine
278.0
5000 T
243.0 17.00
135.0 ' m/z 276.10  51.55%
45.0 ‘
O T ‘\“‘\‘PZO “\ T \“\ ‘1\7\‘2\0\ ‘ \“\ T \“‘ T \“\ ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #151576: Benzoic acid, 3,5-dibromo-2-hydroxy-, methyl e
278.0
Al han JLLA
17.00
5000 62.0 ITI/Z 69.10 49.,65%
198.0
‘ 1430 H
[o) \MM‘ M MM‘P‘ Hh P ‘\\ . H‘\ ‘\%ﬂﬂp"q“\ — ‘3‘ ‘\b‘o‘ —
m/z--> 100 150 200 250 300 350
Abundance #125960: Indole, N-methyl-5-(4-nitrostyryl)- ——
278.0 17.00
m/z 55.10 47.74%
5000
2310
0 42\0 77 0 :!-1501520 ‘H H\ “ “‘ . “
e e e —
m/z--> 50 100 150 200 250 300 350 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122123.D

Acqg On : 26 Oct 2020 19:10
Operator : JU/CG

Sample : L4501-03

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 19 .beta.-Sitosterol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

17.204 21.46 ng 754430 Perylene-di2 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 98
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 97
3 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 49
4 Isocholesteryl methyl ether 400 (C28H480 029944-53-4 46
5 Ergost-5-en-3-0l, (3.beta.)- 400 C28H480 004651-51-8 32

Abundance Scan 2570 (17.204 min): BF122123.D\data.ms (-2563) (1  m/z 43.05 100.00%
3.0

107.1
5000 59.1 213.2
303.3 414.¢ - —
\ ) 17.00 17.50
[ mm— m/z 55.85  68.12%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol
43.0
5000

— —
17.00 17.50
m/z 57.10 58.85%

O T
miz--> 0 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43.0
—— —
17.00 17.50
5000 5.0 m/z 41.10  55.11%
145.0 414.0
2130 3030
0= ‘\“ | ‘h“ \
miz--> 0 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- —— ——
43.0 17.00 17.50
m/z 107.05 52.96%
5000
368.0
Mﬂ hm 2130 2750 o
Ot ol ““‘uwJuu“hm‘um‘m ‘ —r— —r—
m/z--> 0 5 100 150 200 250 300 350 400 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122123.D

Acqg On : 26 Oct 2020 19:10
Operator : JU/CG

Sample : L4501-03

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 20 Stigmast-4-en-3-one Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.139 10.87 ng 382146 Perylene-di2 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Stigmast-4-en-3-one 412 C29H480 001058-61-3 96
2 Testosterone cypionate 412 C27H4003 000058-20-8 53
3 Testosterone 288 C19H2802 000058-22-0 49
4 Pregn-4-ene-3,20-dione, (9.beta.... 314 C21H3002 002755-10-4 38
5 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000604-39-7 35
Abundance Scan 2729 (18.139 min): BF122123.D\data.ms (-2723) (. m/z 124.10 100.00%
124.1
43.0
5000 229.2
[lansut WY ‘A‘ ‘ . ‘ ‘»f
18.00 18.50
0° m/z 43.05 54.73%
mlz--> 50 100 150 200 250 300 350 400
Abundance #216708: Stigmast-4-en-3-one
124.0

5000 — —

18.00 18.50
m/z 229.15 48.07%

O,
m/z--> 50 100 150 200 250 300 350 400
Abundance #216680: Testosterone cypionate
124.0
55.0 %mumrmm‘ TS E—]
18.00 18.50
5000 m/z 55.00 34.68%
‘ 18502500 2880 o0 412(
ol wwwwhwjﬂkwumww“u‘_L“‘w
m/z--> 50 100 150 200 250 300 350 400
Abundance #134630: Testosterone T T
124.0 18.00 18.50
288.0 m/z 41.10 26.95%
5000 246.0
79.0
203.0
0! \me“mﬁhk“wp“w“w“w“‘ — —
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122123.D

Acqg On : 26 Oct 2020 19:10
Operator : JU/CG

Sample : L4501-03

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... 6.563 3.4 ng 108181 1 6.710 629936 20.0
n-Hexadecanoic ... 11.775 13.8 ng 671448 4 11.233 973587 20.0
Octadecanoic acid  12.557 28.9 ng 986586 5 13.874 681903 20.0
1-Naphthaleneca... 12.575 19.2 ng 655510 5 13.874 681903 20.0
Eicosane 13.380 3.6 ng 122554 5 13.874 681903 20.0
1-Heneicosanol 13.716 19.8 ng 674551 5 13.874 681903 20.0
Octadecane 14.027 4.6 ng 157077 5 13.874 681903 20.0
Tricosane 14.327 6.6 ng 225477 5 13.874 681903 20.0
1-Docosene 14.357 6.1 ng 209003 5 13.874 681903 20.0
2-methyloctacosane 14.621 3.6 ng 127128 6 15.304 702972 20.0
Heptafluorobuty... 14.992 7.3 ng 258414 6 15.304 702972 20.0
Benzo[e]pyrene 15.186 2.5 ng 88732 6 15.304 702972 20.0
Octadecanal 15.486 4.6 ng 163000 6 15.304 702972 20.0
Octacosane 15.698 6.0 ng 209120 6 15.304 702972 20.0
Heneicosyl hept... 15.780 10.5 ng 368888 6 15.304 702972 20.0
unknown15.851 15.851 4.1 ng 143827 6 15.304 702972 20.0
Oxirane, hexade... 16.439 4.5 ng 156749 6 15.304 702972 20.0
unknownl16.927 16.927 2.8 ng 97067 6 15.304 702972 20.0
.beta.-Sitosterol 17.204 21.5 ng 754430 6 15.304 702972 20.0
Stigmast-4-en-3... 18.139 10.9 ng 382146 6 15.304 702972 20.0
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