LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128758.D

Acqg On : 10 Jun 2022 14:50
Operator : CG\JU

Sample : N3287-03

Misc :

ALS vial : 5 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-BF060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128758.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.004 459 462 467 rVB 42889 46124 1.67% 0.298%
2 5.445 534 537 544 rBV 910769 833966 30.27% 5.382%
3 6.463 706 710 719 rBV 528436 503911 18.29%  3.252%
4 6.798 763 767 771 rVB 539832 441792 16.03% 2.851%
5 7.369 858 864 867 rBV 1448102 1453600 52.75% 9.381%

6 8.086 981 986 989 rvVB 651397 577855 20.97%  3.729%
7 9.163 1163 1169 1172 rBV 2832484 2755503 100.00% 17.782%
8 9.839 1279 1284 1288 rBV 752658 668094 24.25% 4.311%
9 10.480 1385 1393 1399 rVB 19965 51237 1.86% ©0.331%
10 10.633 1415 1419 1428 rBV 1432363 1326324 48.13%  8.559%
11 11.327 1533 1537 1541 rBV 739753 685175 24.87% 4.422%
12 11.851 1622 1626 1637 rBv2 134283 234003 8.49%  1.510%
13 12.004 1649 1652 1657 rVB2 56049 74118 2.69% 0.478%
14 12.069 1660 1663 1672 rVB8 27436 52306 1.90% ©.338%
15 12.504 1734 1737 1741 rBV 36858 43301 1.57% ©.279%
16 12.645 1741 1761 1774 rVV 733583 1331543 48.32%  8.593%

17 12.921 1803 1808 1811 rBV 2708006 2314956 84.01% 14.939%

18 13.321 1871 1876 1883 rVB3 36384 75084  2.72%  0.485%
19 13.974 1983 1987 1990 rBV 461878 409887 14.88% 2.645%
20 14.004 1990 1992 1997 rVB 80702 104064 3.78% 0.672%

21 14.068 1998 2003 2009 rBV 296784 302145 10.97%
22 14.557 2082 2086 2092 rVV 110198 150998 5.48%
23 14.933 2145 2150 2160 rVB7 54521 118680 4.31%
24 15.104 2175 2179 2187 rVB 80586 153837 5.58%
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25 15.433 2230 2235 2243 rVB 329102 436192 15.83% 815%

26 15.733 2281 2286 2294 rBV2 49002 96613 3.51% 0.623%

27 16.209 2361 2367 2381 rVB6 64889 184963 6.71% 1.194%

28 16.462 2406 2410 2416 rVB4 31925 69451 2.52% 0.448%
Sum of corrected areas: 15495722
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128758.D

Acqg On : 10 Jun 2022 14:50
Operator : CG\JU

Sample : N3287-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF128758.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128758.D

Acqg On : 10 Jun 2022 14:50
Operator : CG\JU

Sample : N3287-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.004 2.09 ng 46124  1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 9
5 Pentanal, oxime 101 C5H11NO 000628-79-5 9

Abundance Scan 462 (5.004 min): BF128758.D\data.ms (-459) (-) m/z 43.05 100.00%

43.0
59.1
5000
101.0 P e
‘ 82.9 4.60 4.80 5.00 5.20 5.40
Ol 8 L m/z 59.16  63.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 ‘HH‘HH’HH‘HH"\\\A
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.00 21.78%
0 31\'0 Ly | 83.0 |
\\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\
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43.0
R A RAREE
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5000 m/z 57.95 13.58%
101.0
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T e e e e e
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Abundance #3549: 5-Hexen-2-one R R
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.33%
5000
55.0
. L1l mg80 %80
T T e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128758.D

Acqg On : 10 Jun 2022 14:50
Operator : CG\JU

Sample : N3287-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 6
R.T. EstConc Area Relative to ISTD R.T.
11.851 6.83 ng 234003  Phenanthrene-di10 11.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1626 (11.851 min): BF128758.D\data.ms (-1622) (- m/z 43.10 100.00%
43.1 73.0
5000
129.1
213.2 i j i
Ml 11 | 157.2185.1 | 256.3 1150 12,00
0 m,mWJ‘WM“m\‘ il mm_M“m‘wu,“”WJW m/z 73.05  94.90%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [ T
11.50 12.00
97.0 1570155 02130 256.0 m/z 60.00 89.74%
O \H’HH“}‘HH!H\H‘\\‘H\‘\\‘}h““\\”‘l’\“\‘\\‘HH‘\H\‘HH‘\H‘\’HH‘H\!‘\H
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
73.0
43.0 T [ -
11.50 12.00
5000 129.0 m/z 55.10  80.30%
185.0
228.0
150 101.0 157.0
L e M R RSEREE MR
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92070: Tridecanoic acid “ —
73.0 11.50 12.00
m/z 57.10 74.63%
43.0
5000
129.0
1710 2140
1
01',0%,, - —
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128758.D

Acqg On : 10 Jun 2022 14:50
Operator : CG\JU

Sample : N3287-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 trans-Sinapaldehyde Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.004 2.16 ng 74118  Phenanthrene-d1e 11.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapaldehyde 208 C11H1204 004206-58-0 93
2 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 91
3 2-Allyl-3-ethoxy-4-methoxyphenol 208 C12H1603 1000122-70-6 64
4 Coumarin, 7,8-dihydro-7-hydroxy-... 208 C10H805 1000263-13-6 58
5 2-Propenoic acid, 3-(2,3-dimetho... 208 C11H1204 007345-82-6 50

Abundance Scan 1652 (12.004 min): BF128758.D\data.ms (-1649) (- m/z 208.05 100.00%

208.1
165.1
5000

265.¢ 1200
0 m/z 165.05  58.30%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84448: trans-Sinapaldehyde
208.0
4 T

5000 A
137.0 165.0 12 00
‘. 105.0 ‘ m/z 137.05 38.00%
O ‘ T \‘\ \“‘ \ﬂ\ ‘\ “‘\“\ \“H‘i‘ \‘ \‘m\ ‘ \H\H\ \m“\ T }‘H\ ‘ \‘HH\‘\ “\‘\ T \“ T \ TTT ‘\ T ‘ TTTT ‘ TTTT ‘ TTT
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
208.0
ulaa | ANy
12 00
5000 165.0 ITI/Z 177 .00 32.25%
65.0 137.0
38.0 94-0
NN 1) P P T, P Y B ES———
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #84743: 2-Allyl-3-ethoxy-4-methoxyphenol R T
208.0 12 00
165.0 m/z 180.05 27.99%
137.0
5000
43.0 91.0
: bt
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128758.D

Acqg On : 10 Jun 2022 14:50
Operator : CG\JU

Sample : N3287-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.645 38.87 ng 1331540  Phenanthrene-d10 11.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 81
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64

Abundance Scan 1761 (12.645 min): BF128758.D\data.ms (-1741) (-} | m/z 43.10 100.00%

43.1 73.0
5000 129.0

185.2 241.2 3 = e
‘ ‘ 284.¢ 12.50 13.00
| "

SN 190 O A O m/z 73.85  83.20%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid
73.0
43.0

5000 129.0 1 T
12.50 13.00

m/z 57.05 79.75%

185.0 2410 284C
O ‘\‘\‘\\"HH‘H‘\\‘\‘H\‘\H\‘HH"HH‘HH‘!H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
43,0 73.0

T
12.50 13.00

o

5000 129.0 m/z 60.00 79.62%
199.0 2420
0 158.0
AR an L L e e aaAdRasaanasareasss oo
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid = s
73.0 12.50 13.00

m/z 55.10  79.13%

43.0
5000
129.0
185.0 228.0
“ ‘\ Il u‘ H“ HH‘ h“ M‘\ - l ‘ ‘

R —7
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128758.D

Acqg On : 10 Jun 2022 14:50
Operator : CG\JU

Sample : N3287-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Tetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.321 3.66 ng 75084  Chrysene-di12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 86
2 Heptadecane 240 C17H36 000629-78-7 86
3 Heneicosane 296 C21H44 000629-94-7 83
4 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 80
5 Nonadecane 268 C19H40 000629-92-5 80
Abundance Scan 1876 (13.321 min): BF128758.D\data.ms (-1871) (- m/z 57.10 100.00%
57.1
5000 mewmmwuwf\wwmwA”*Wf
127.1 00 1350
UL T 00070 oy g 100 08
ol bbb bbby W5y P P m/z 43.18 0 77.06%
miz--> 50 100 150 200 250 300 350
Abundance #246480: Tetracosane
57.0
5000 — ——
13.00 13.50
0.0 m/z 71.05 58.46%
| 141018302250 2810 3380
\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
— ——
13.00 13.50
5000 m/z 85.05 57.78%
99.0
150 141.0 183.0 240.0
(o S
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane “ T
57.0 13.00 13.50
m/z 41.05 18.95%
5000 WWWMM
9.0
o5 LI ¥oms0zs0 20
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128758.D

Acqg On : 10 Jun 2022 14:50

Operator : CG\JU

Sample : N3287-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Triphenylphosphine oxide Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
la.068 14.74ng 302145 Chryseme-diz 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 ClsHisOP 000791-28-6 97

2 (E)-7-Benzylidene-1-azabicyclo[3..
3 Formaldehyde, (triphenylphosphor...
4 Carbazol-1-one, 1,2,3,4-tetrahyd...
5 3-(3,4-Dichlorophenyl)-2-thioxo-...

. 293 C15H19NO3S

304 C19H17N2P
277 C18H15N02
277 C9H5C12NOS2

1000483-83-4 70
015990-54-2 50
299962-12-2 40
017046-34-3 38

Abundance Scan 2003 (14.068 min): BF128758.D\data.ms (-1998) (- m/z 277.10 100.00%
277.1
5000
77.0 199.1 — :
| ‘ 1521‘ H | 14.00
o‘mwHH_mwmMum_‘\““““‘3‘9‘2‘" m/z 278.10  31.08%
miz--> 50 100 150 200 250 300 350
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 7 ‘
152.0 14.00
m/z 77.05 24.44%
‘ 95.0
O \‘\‘\ ‘\ “ ‘\‘\H“ \“‘\‘\‘Hh\“\ ““‘\ ‘h\“\ }‘ LU ‘ T T ‘ T T ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance
277.0
L \
14.00
5000 ITI/Z 199.10 23.22%
77.0 183.0
oL27.0 128.0 228.0
e e
m/z--> 50 100 150 200 250 300 350
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)h e ‘
277.0 14.00
m/z 183.10 20.80%
5000
7o 183.0
13 0
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128758.D

Acqg On : 10 Jun 2022 14:50
Operator : CG\JU

Sample : N3287-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Heptadecane, 9-octyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.557 7.37 ng 150998 Chrysene-di12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 89
Abundance Scan 2086 (14.557 min): BF128758.D\data.ms (-2082) (- m/z 57.10 100.00%
57.1
" JM
1450 |
1412
ol \L 8| vl H‘ LI5S, 20 ereases2 m/z 43.05 64.54%
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 —— :
14.50
m/z 71.10 57.42%
239.0
oLl " 1101850 7028103230
\\‘\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
T T
14.50
5000 m/z 85.10 46.84%
99.0
0 141.0183.0225.0 281.0 337.0 394.
T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T ‘
57.0 14.50
m/z 55.05  25.40%
. WM\J\W\W
oL ‘L‘ 1 M | 1410183.0225.0267.0309.0 367.0
e e —
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\BF061022\
Data File : BF128758.D

Acqg On : 10 Jun 2022 14:50
Operator : CG\JU

Sample : N3287-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 unknownl14.933 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.933 5.44 ng 118680 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecanethiol 286 C18H38S 002885-00-9 38
2 4-(2H-1,3-Benzodioxol-5-y1)-1,3-... 285 C15H15N303 1000388-03-4 25
3 Octadecanoic acid, octadecyl ester 537 C36H7202 002778-96-3 22
4 Methyl 4-(1-methyl-6-oxo0-4H,5H,7... 285 C15H15N303 1000388-59-4 18
5 dibenz[c,e][1,2]azaborine, 5,6-d... 285 C19H16BNO 1000397-24-8 18
Abundance Scan 2150 (14.933 min): BF128758.D\data.ms (-2145) (| m/z 57.85 100.00%
57.0
285.3
5000
——
140.0 2070 355 1 15.00
0+ m/z 43.10 85.69%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #181803: 1-Octadecanethiol
43.0
5000 1
m/z 285.25  59.48%
167.0 ‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
285.0
164.0
15.00
5000 m/z 55.10 56.39%
42.0
102,0 227.0
O e il g b Ly
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #342509: Octadecanoic acid, octadecyl ester ——
43.0 15.00
m/z 69.10 50.88%
5000
285.0
1.0
ol ddlll), 16802240 | 341.0 410.0466.0 536.(
A e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128758.D

Acqg On : 10 Jun 2022 14:50

Operator : CG\JU

Sample : N3287-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 9 Octacosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.104 7.05 ng 153837  Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Hexatriacontane 507 C36H74 000630-06-8 87
5 Pentacosane 352 C25H52 000629-99-2 87

Abundance Scan 2179 (15.104 min): BF128758.D\data.ms (-2175) (-} ' m/z 57.10 100.00%
57.1
—— —
‘ 13.1 2071 267.1 15.00 15.50
0 “mq‘lh‘”M““ e i m/z 43.10  68.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #298426: Octacosane
57.0
5000 T T
15.00 15.50
m/z 71.10 55.62%
O “ b Hh\ \h\ h J \ ‘ L P L 225 0 281 o 337 O 394 o
\\\\‘\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
—— —
15.00 15.50
5000 m/z 85.10 44 .81%

113.0
0 169.0 2250 296.0
T L A R B I R
m/z--> 50 100 150 200 250 300 350 400

Abundance #320591: Hentriacontane 1 ——
57.0 15.00 15.50
m/z 55.10  20.44%
- N¢WNWW/\MJNWWMMﬁMMAM

0 uh\ \‘h]\.] h‘ L \9 \0 L 2\2'\5 0 309.0 365.0  437.
A o B A R Ea mm e — —
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128758.D

Acqg On : 10 Jun 2022 14:50

Operator : CG\JU

Sample : N3287-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 10 Heneicosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.733 4.43 ng 96613  Perylene-di12 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Pentadecane 212 C15H32 000629-62-9 91
3 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 80
4 1-Iodoundecane 282 C11H23I 004282-44-4 76
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 72

Abundance Scan 2286 (15.733 min): BF128758.D\data.ms (-2281) (- m/z 57.10 100.00%

57.1
5000
1550  16.00
155.1 207.1 2532 ‘ . :
ol ddd, H LRl 3292298 3T, 43,10 48.16%
miz--> 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0
5000 e —
15.50 16.00
m/z 71.10 44.28%
9.0 /
OlsJ .| 141018302250 296.0
\\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
—— —
15.50 16.00
5000 m/z 85.05 38.21%

51180 90 9410 2120
LA B st N
miz--> 50 100 150 200 250 300 350

Abundance #206617: Sulfurous acid, butyl dodecyl ester P —
57.0 15.50 16.00
m/z 55.05 23.69%
e W
0,16902210
m/z--> 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\BF061022\
Data File : BF128758.D

Acqg On : 10 Jun 2022 14:50
Operator : CG\JU

Sample : N3287-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 .gamma.-Sitosterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.209 8.48 ng 184963  Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 92
2 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 91
3 .beta.-Sitosterol 414 C29H500 000083-46-5 43
4 I1-22,23-Dihydrostigmasterol 414 C29H500 1000214-82-6 35
5 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 25
Abundance Scan 2367 (16.209 min): BF128758.D\data.ms (-2361) (- m/z 43.10 100.00%
43.1
5000
95.1 285.3
—— —
16.00 16.50
0l m/z 57.18  58.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
5000 5.0 —r ——
145.0 414.( 16.00 16.50
2130  303.0 m/z 55.10  50.43%
0 ‘\\ | ,“‘H‘}
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
—— —
16.00 16.50
5000 m/z 41.10 38.48%
368.0
pao 145.0
' 414.(
0 213.0 275.0 325.0
B B B e e o B e o
m/z--> 50 100 150 200 250 300 350 400
Abundance #310596: .beta.-Sitosterol T T
43.0 16.00 16.50
m/z 95.10  38.26%
5000
107.0 414 (
161.0 5130 3030
o 1" 257. 354.0
I N LN
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128758.D

Acqg On : 10 Jun 2022 14:50
Operator : CG\JU

Sample : N3287-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Pentacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.462 3.18 ng 69451  Perylene-di12 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 72
2 Hentriacontane 437 C31H64 000630-04-6 72
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 64
4 Hexadecane 226 C16H34 000544-76-3 64
5 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 64
Abundance Scan 2410 (16.462 min): BF128758.D\data.ms (-2406) (- m/z 57.10 100.00%
57.1
5000 wmww/\wmﬁ/\mwﬂmMmﬂww
13.2 16,50
L3 F1sm0 2200 o0
LR 1 0 B Y m/z 71.16  61.02%
miz--> 50 100 150 200 250 300 350 400
Abundance #262011: Pentacosane
57.0
5000 T
16.50
m/z 43.10 47.85%
13.0
oL L ‘ L h‘ || 116\9'\0‘2\2‘5'0 281.0 352.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
—
16.50
5000 m/z 85.10 45.43%
113.0
0 169.0 2250 309.0 365.0 437.
e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #211086: Tridecane, 1-iodo- —
57.0 16.50
m/z 69.10 18.94%
183.0
13.0
oL bl T om0 -
m/z--> 50 100 150 200 250 300 350 400 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128758.D

Acqg On : 10 Jun 2022 14:50
Operator : CG\JU

Sample : N3287-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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-Pentanone, 4-... 5.004 2.1 ng 46124 1 6.798 441792 20.0
n-Hexadecanoic ... 11.851 6.8 ng 234003 4 11.327 685175 20.0
trans-Sinapalde... 12.004 2.2 ng 74118 4 11.327 685175 20.0
Octadecanoic acid 12.645 38.9 ng 1331540 4 11.327 685175 20.0
Tetracosane 13.321 3.7 ng 75084 5 13.974 409887 20.0
Triphenylphosph... 14.068 14.7 ng 302145 5 13.974 409887 20.0
Heptadecane, 9-... 14.557 7.4 ng 150998 5 13.974 409887 20.0
unknown14.933 14.933 5.4 ng 118680 6 15.433 436192 20.0
Octacosane 15.104 7.0 ng 153837 6 15.433 436192 20.0
Heneicosane 15.733 4.4 ng 96613 6 15.433 436192 20.0
.gamma.-Sitosterol 16.209 8.5 ng 184963 6 15.433 436192 20.0
Pentacosane 16.462 3.2 ng 69451 6 15.433 436192 20.0

8270-BF060222.M Mon Jun 13 16:06:10 2022 Pag 15



