LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80423\
Data File : BF134623.D

Acqg On i 04 Aug 2023 10:08

Operator : CG\JU

Sample : 03686-16 :
Misc : SB-28-0-2-20230721

ALS vial : 4 Sample Multiplier: 2

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-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134623.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.428 563 568 571 rVB 3361949 3293090 81.16% 8.025%
2 6.428 733 738 741 rVB 3442742 3427875 84.48% 8.353%
3 6.628 768 772 778 rBV 183819 176448 4.35% 0.430%
4 6.798 797 801 804 rBV 2607411 2097352 51.69% 5.111%
5 7.357 887 896 899 rBV 2491009 2212123 54.52% 5.390%
6 8.075 1013 1018 1021 rBV 3217622 2832303 69.80% 6.902%
7 8.786 1135 1139 1142 rVB 64504 47279 1.17% 0.115%
8 8.886 1152 1156 1159 rBV 49198 42717 1.05% ©.104%
9 9.151 1196 1201 1204 rBV 4393610 4057608 100.00% 9.888%
10 9.275 1218 1222 1225 rVB 1002552 888403 21.89% 2.165%
11  9.422 1242 1247 1252 rVB3 79884 85182 2.10% ©0.208%
12 9.833 1311 1317 1320 rBV 3545146 3107485 76.58% 7.572%
13 10.033 1347 1351 1354 rBV 49364 50335 1.24% 0.123%
14 10.239 1382 1386 1389 rBv4 33219 45694 1.13% 0.111%
15 10.616 1446 1450 1454 rBV 2485187 2376440 58.57% 5.791%
16 10.757 1468 1474 1476 rBV2 44789 66769 1.65% 0.163%
17 11.322 1565 1570 1572 rBV 3225167 2943027 72.53% 7.172%
18 11.339 1572 1573 1576 rVV 228207 145017 3.57% 0.353%
19 11.386 1576 1581 1584 rVB3 60329 70912 1.75% 0.173%
20 11.722 1635 1638 1644 rVB 72369 64629 1.59% 0.157%
21 11.822 1651 1655 1656 rBV 54864 51444 1.27% 0.125%
22 11.857 1656 1661 1665 rvvV2 926341 1029819 25.38% 2.509%
23 12.027 1688 1690 1698 rVB 40647 48182 1.19% 0.117%
24 12.433 1752 1759 1761 rBV3 141167 181335 4.47% 0.442%
25 12.533 1771 1776 1779 rBV 274176 271295 6.69% 0.661%

26 12.645 1789 1795 1807 rBV 364512 466054 11.49%
27 12.757 1808 1814 1818 rVV 206888 239461 5.90%
28 12.916 1836 1841 1844 rBV 3634441 3307222 81.51%

O ® 0O
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R

29 13.157 1879 1882 1885 rVB 77770 68380 1.69% 167%
30 13.386 1916 1921 1930 rBV 21210 50549 1.25% 123%
31 13.498 1938 1940 1943 rVB 76631 60809 1.50% 148%

32 13.821 1990 1995 2003 rBV3 255672 336646  8.30%
33 13.963 2014 2019 2022 rBV 1989780 2068391 50.98%
34 13.986 2022 2023 2029 rVB 110620 90794  2.24%
35 14.145 2047 2050 2054 rBV2 91787 83497 2.06%
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S
R

36 14.457 2099 2103 2114 rBV2 146450 231747 5.71% ©.565%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80423\
Data File : BF134623.D

Acqg On i 04 Aug 2023 10:08

Operator : CG\JU

Sample : 03686-16 :
Misc : SB-28-0-2-20230721

ALS vial : 4 Sample Multiplier: 2

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-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.621 2127 2131 2135 rBV 353904 341856 8.43% 0.833%
38 14.763 2152 2155 2160 rVB2 127507 140317 3.46% 0.342%
39 14.910 2177 21860 2183 rVB2 73575 68292 1.68% 0.166%
40 14.998 2191 2195 2199 rBV 99682 158108 3.90% 0.385%
41 15.110 2210 2214 2216 rBV 189430 219578 5.41% 0.535%
42 15.133 2216 2218 2225 rVB3 81071 110409 2.72%  0.269%
43 15.304 2244 2247 2253 rVB 68745 80494 1.98% 0.196%
44 15.363 2254 2257 2262 rVB 84204 100273  2.47%  0.244%
45 15.439 2264 2270 2274 rVV 1805073 2276509 56.10% 5.547%
46 15.498 2276 2280 2285 rVB 100560 132700 3.27% 0.323%
47 15.704 2312 2315 2321 rVB6 35144 50283 1.24% 0.123%
48 15.945 2351 2356 2361 rBV 272095 406287 10.01% 0.990%
49 15.998 2362 2365 2373 rVBY 41627 66713 1.64% 0.163%
50 16.468 2441 2445 2451 rVB2 64738 108671 2.68% 0.265%

51 17.092 2545 2551 2559 rBV3 60461 160794 3.96% ©.392%

Sum of corrected areas: 41037597
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 04 Aug 2023 10:08
¢ CG\JU
: 03686-16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080423\
BF134623.D

SB-28-0-2-20230721

: 4  Sample Multiplier: 2

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF134623.D\data.ms

5.428 6.428

6.798 7.357

6.628

Time-->
Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

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: BF134623.D\data.ms
9.151

0833 12.916

8.075 11.322

10.616

9.275

0
Time-->
Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0
Time-->

L 8.78886 9.422 10

111839
0380230 |10.757 }JféSG 1172
— e e e e LU
8.00 8.50 9.00

L e T
9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
TIC: BF134623.D\data.ms

13.963

15.439

16.468 17.092

T ‘ T T T T ‘ T
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\BF080423\
Data File : BF134623.D

Acqg On : 04 Aug 2023 10:08

Operator : CG\JU

Sample : 03686-16 :
Misc : SB-28-0-2-20230721

ALS vial : 4 Sample Multiplier: 2

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.275 11.44 ng 888403  Acenaphthene-di10 9.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 m-Isopropoxyaniline 151 CSH13NO 041406-00-2 59
3 Metacetamol 151 C8HINO2 000621-42-1 59
4 Acetaminophen 151 C8HINO2 000103-90-2 59
5 Pyridine, 2-butyl-, 1-oxide 151 CSH13NO 031396-32-4 59
Abundance Scan 1222 (9.275 min): BF134623.D\data.ms (-1218) (-) m/z 43.05 100.00%
3.0
109.1
5000 151.1
A RRREE T
‘ | 69‘-1 | 9.00 9.20 9.40 9.60
bbbl gt ey b 1920 /7 109,05 73.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 R RAREsmsasmene
9.00 9.20 9.40 9.60
69.0 m/z 151.05 44.93%
0 :\L\S\.(‘)\ ‘\‘\ \"“V T ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ f \“”MJ\ “\ — \“ T 1 T \‘\ T ‘J\-E\)\Z\(‘)\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28920: m-Isopropoxyaniline
109.0
B RmamaEEE
9.00 9.20 9.40 9.60
5000 m/z 41.10 22.40%
151.0
80.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28724: Metacetamol R RNER RN e
109.0 9.00 9.20 9.40 9.60
m/z 69.10 14.43%
5000 151.0
43.0
80.0
3 AN AR MUY AR DO— PRSI U S
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080423\
Data File : BF134623.D

Acqg On : 04 Aug 2023 10:08

Operator : CG\JU

Sample : 03686-16 :
Misc SB-28-0-2-20230721

ALS vial : 4 Sample Multiplier: 2

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.857 14.00 ng 1029820  Phenanthrene-d10 11.322
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 49

Abundance Scan 1661 (11.857 min): BF134623.D\data.ms (-1656) (1 m/z 73.00 100.00%

43.0 73.0
5000
129.0
213.2 T 1
H‘ 157.1185.2 ‘ 2561 1150 12.00
0 WWN:‘H A, ”w“w‘w‘s bk b L bt L miz 43.05  94.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N T
11.50 12.00
167.01g5 02130  256.0 m/z 60.00 88.76%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— ——
11.50 12.00
5000 129.0 ITI/Z 57.05 73.87%
199.0
s e T
IEEIN 81 o O O P W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid — e
73.0 11.50 12.00
43.0 m/z 41.05 72.20%
5000 129.0
185.0
H 228.0
01‘5'9“‘””‘1“J‘N“M”“‘?‘“m‘:‘l‘h‘wuu‘H‘H‘HHWH“!HWHW = =
m/z--> 20 40 60 80 100120140160 180200 220 240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080423\
Data File : BF134623.D

Acqg On : 04 Aug 2023 10:08
Operator : CG\JU

Sample : 03686-16

Misc

ALS vial : 4 Sample Multiplier: 2

SB-28-0-2-20230721

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Octadecanoic acid

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.645 9.01 ng 466054  Chrysene-d12 13.969
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 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1795 (12.645 min): BF134623.D\data.ms (-1789) (-

43.0 73.0
5000 129.1
185.1 241.2
il L
0 ,WMM‘UU‘M‘Mw\‘ TSIV S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid

73.0

5000 129.0
1850 410 284(
o

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510:n—Hexadecanok:add

5000 129.0
' 1710 2130 256.0
o

m/z--> 20 40 60 80 100120140160180200220240260280

m/z 43.05 100.00%

%

12.50 13.00
m/z 73.00 98.71%

%

12.50 13.00
m/z 60.00 87.82%

—

12.50 13.00
m/z 57.10 87.31%

%

Abundance #109281: Tetradecanoic acid
73.0 12.50 13.00
43.0 m/z 55.10 76.78%
5000
129.0
185.0 228.0
LN N Y Y W Ay — —

m/z--> 20 40 60 80 100120140160180200220240260280
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080423\
Data File : BF134623.D

Acqg On : 04 Aug 2023 10:08

Operator : CG\JU

Sample : 03686-16 :
Misc : SB-28-0-2-20230721

ALS vial : 4 Sample Multiplier: 2

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Dichloroacetic acid, heptad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.822 6.51 ng 336646 Chrysene-d12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
2 Pentadecafluorooctanoic acid, pe... 624 C23H31F1502 1000406-04-5 94
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
4 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94

Abundance Scan 1995 (13.821 min): BF134623.D\data.ms (-1990) (- m/z 57.10 100.00%
57.1

-

5000
— —
51
J lh 2482 3554 13.50 14.00
ol M s g 0T m/z 43.05 88.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0
5000 — =
13.50 14.00
50 m/z 55.10 80.87%
WL, 20
O ‘\\\\‘\\\\‘\l\\\‘i\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

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

Abundance #347387: Pentadecafluorooctanoic acid, pentadecyl estel
57.0

-

— —
13.50 14.00

5000 m/z 83.05 69.28%

5.0 210.0
J WALl | 2810 415.0 606.!

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester R T
57.0 13.50 14.00

m/z 69.10 59.83%

o

-

5000

5.0

oL UL, 2200 60
e e e e A

— \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13.50 14.00

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080423\
Data File : BF134623.D

Acqg On : 04 Aug 2023 10:08

Operator : CG\JU

Sample : 03686-16

Misc

ALS vial : 4 Sample Multiplier: 2

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

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

SB-28-0-2-20230721

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Octacosane

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.457 4.48 ng 231747  Chrysene-di12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 96
2 Pentadecane 212 C15H32 000629-62-9 93
3 Hexadecane, 1-chloro- 260 C16H33Cl 004860-03-1 90
4 Heptadecane 240 C17H36 000629-78-7 89
5 Tetratetracontane 619 C44H99 007098-22-8 87

Abundance Scan 2103 (14.457 min): BF134623.D\data.ms (-2099) (-]
57.1

m/z 57.10 100.00%

——
‘ ‘ ‘ T 51 14.50
ol A ldily 1°01198024412891 35094000 | 43 05 6g.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
5000 T
14.50
m/z 71.10 64.71%
ol A H | 141 0183.0225.0 281.0 337.0 394.0
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #90190: Pentadecane
57.0
——
14.50
5000 ITI/Z 85.10 42.76%
ny ‘ %1410 2120
ol ‘uhwmww_WWH_M,HH_
m/z--> 50 100 150 200 250 300 350 400
Abundance #148417: Hexadecane, 1-chloro- 7
57.0 14.50
m/z 55.10 34.46%
5000
05.0
0154\“h‘whw 14701890 260.0
Pl e S TR EREN e —
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\BF080423\
Data File : BF134623.D

Acqg On : 04 Aug 2023 10:08

Operator : CG\JU

Sample : 03686-16 :
Misc : SB-28-0-2-20230721

ALS vial : 4 Sample Multiplier: 2

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 6a,12a-Dihydro-6H-(1,3)diox... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.621 6.61 ng 341856 Chrysene-d12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6a,12a-Dihydro-6H-(1,3)dioxolo(5... 284 C16H1205 076496-57-6 96
2 (6aR,12aR)-6a,12a-Dihydro-6H-[1,... 284 C16H1205 002035-15-6 96
3 Maackiain, acetate 326 C18H1406 002035-16-7 74
4 4-Amino-5-(4-nitrophenylazo)benz... 284 C12H8N603 166766-07-0 50
5 trans-4-Methoxy-4'-(methylthio)c... 284 C17H1602S 126443-13-8 49

Abundance Scan 2131 (14.621 min): BF134623.D\data.ms (-2127) (-, m/z 284.05 100.00%

284.1
5000
134.0
53.0 ‘ ﬁ749 o411 14.50 15.00
oL \\‘\ d‘uh\ A ‘\H‘H‘\‘MU “ [ h‘ el ‘3‘8‘1;2‘ ‘ m/z 283.05 26.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #178457: 6a,12a-Dihydro-6H-(1,3)dioxolo(5,6)benzofuro(
284.0
5000
14 50 15 00
134.0 m/z 134.00 22.28%
75.0
02\ T \ “‘ \H‘\“\ ‘\‘ “‘\“‘\ h\“‘\““‘ \ \‘\‘\“‘ T \4\‘].‘9 ‘\ \‘\ ‘ L ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #178460: (6aR,12aR)-6a,12a-Dihydro-6H-[1,3]dioxolo[4",!
284.0
14 50 15 00
5000 ITI/Z 162.00 21.54%
162.0
69.0 115. (T
027Q i H‘uh\ . ‘\u‘\u‘ I H\U\ H Hw‘ i ‘\‘ “‘%‘4‘\1‘9‘ L ““ [
m/z--> 50 100 150 200 250 300 350 400
Abundance #231413: Maackiain, acetate
284.0 14.50 15.00
m/z 285.10 18.22%
5000
326.0
43.0
115 0 162.0 ‘
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080423\
Data File : BF134623.D

Acqg On : 04 Aug 2023 10:08

Operator : CG\JU

Sample : 03686-16

Misc

ALS vial : 4 Sample Multiplier: 2

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

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

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Docosane, 11-butyl-

Concentration Rank 4

SB-28-0-2-20230721

R.T. EstConc Area Relative to ISTD R.T.
15.945 7.14 ng 406287  Perylene-di12 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
2 Docosane, 9-butyl- 366 C26H54 055282-14-9 93
3 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 93
4 Hexacosane 366 C26H54 000630-01-3 90
5 2-Methylpentacosane 366 C26H54 000629-87-8 90

Abundance Scan 2356 (15.945 min): BF134623.D\data.ms (-2351) (-]

m/z 57.10 100.00%

57.1
5000
16.00
1692 :
o LTS 1002 2252 2m11 smvaasen 0 g1t esan
m/z--> 50 100 150 200 250 300 350 400
Abundance #275544: Docosane, 11-butyl-
57.0
5000 U
16.00
m/z 43.10 58.41%
O T } ’ T “‘ \h\ ‘ \“\“\ \‘ :]LG\?\ \0\2‘].? ?2\5’3\0\\ \3‘0\9\0\ \3‘6\6\.9\ ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #275540: Docosane, 9-butyl-
43.0
——
16.00
5000 m/z 85.05 50.08%
182.0
252.0 309.0
ol Ak 1] m kT T sea0
m/z--> 50 100 150 200 250 300 350 400
Abundance #275552: Heneicosane, 11-pentyl- T
43.0 16.00
m/z 55.10 22.16%
5000
224.0
295.0
oLl amme | o .
m/z--> 50 100 150 200 250 300 350 400 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80423\
Data File : BF134623.D

Acqg On : 04 Aug 2023 10:08

Operator : CG\JU

Sample : 03686-16 :
Misc : SB-28-0-2-20230721

ALS vial : 4 Sample Multiplier: 2

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2,4,7,9-Tetrame... 9.275 11.4 ng 888403 3 9.833 3107490 20.0
n-Hexadecanoic ... 11.857 14.0 ng 1029820 4 11.322 2943030 20.0
Octadecanoic acid 12.645 9.0 ng 466054 5 13.969 2068390 20.0
Dichloroacetic ... 13.822 6.5 ng 336646 5 13.969 2068390 20.0
Octacosane 14.457 4.5 ng 231747 5 13.969 2068390 20.0
6a,12a-Dihydro-... 14.621 6.6 ng 341856 5 13.969 2068390 20.0
Docosane, 11-bu... 15.945 7.1 ng 406287 6 15.439 2276510 20.0
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