LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061422\
Data File : BF128815.D

Acqg On : 14 Jun 2022 22:43
Operator : CG\JU

Sample : N3328-01

Misc :

ALS Vvial : 19 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: BF128815.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.422 530 533 549 rBV 1908230 1625002 21.62% 4.591%
2 6.439 702 706 715 rVB 1834958 1571421 20.90% 4.440%
3 6.781 760 764 767 rBV 533449 398466 5.30% 1.126%
4 7.345 855 860 863 rBV 1090692 1007875 13.41% 2.847%
5 8.063 976 982 985 rBvV 565566 479740 6.38% 1.355%

6 9.145 1161 1166 1169 rBV 1917048 1745641 23.22% 4
7 9.822 1277 1281 1284 rBV 583471 452916 6.02% 1
8 10.616 1412 1416 1419 rBV 1028393 912876 12.14%  2.579%
9 11.310 1530 1534 1536 rBV 559827 467538 6.22% 1
10 11.333 1536 1538 1541 rVB 231838 169554 2.26% ©

11 11.704 1597 1601 1604 rBV 2133277 1649361 21.94% 4.660%
12 11.880 1621 1631 1634 rBV 2948788 4927714 65.55% 13.922%
13 12.404 1714 1720 1721 rBV 7310500 7517904 100.00% 21.239%
14 12.421 1721 1723 1729 rVB2 5195044 4360260 58.00% 12.318%
15 12.498 1733 1736 1739 rBV 1014724 855321 11.38% 2.416%

16 12.551 1739 1745 1747 rBV2 1055562 1610933 21.43%
17 12.645 1757 1761 1771 rVB 1161945 1219872 16.23%
18 12.757 1778 1780 1787 rVB 217450 199548 2.65%

OO WLSH
U
o
i
R

19 12.904 1801 1805 1808 rVB 2161210 1690308 22.48% 775%
20 13.298 1869 1872 1877 rVB 285738 287819 3.83% 813%
21 13.357 1880 1882 1886 rVB 174906 159457 2.12%  ©.450%
22 13.957 1981 1984 1987 rBV2 487796 455745 6.06%  1.288%
23 13.998 1989 1991 1993 rVB 211357 169742 2.26% 0.480%
24 14.057 1999 2001 2005 rVB 326137 261977 3.48% ©.740%
25 14.145 2013 2016 2020 rVB 396738 343549 4.57% ©.971%
26 15.062 2169 2172 2176 rVB 453744 464463 6.18% 1.312%

27 15.415 2230 2232 2241 rVB2 299069 391187

9]

.20%  1.105%

Sum of corrected areas: 35396189
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061422\
Data File : BF128815.D

Acqg On : 14 Jun 2022 22:43
Operator : CG\JU

Sample : N3328-01

Misc

ALS vial : 19 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: BF128815.D\data.ms
7000000

6000000
5000000
4000000
3000000
2000000 5.422 6.439

7.345

1000000
6.781

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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Abundance TIC: BF128815.D\data.ms

7000000

12.404

6000000
12421

5000000

4000000

11.880

3000000

2000000 9.145
10.616

1000000 8.063 9.822

(O —T — T — — — — —
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: BF128815.D\data.ms

7000000
6000000
5000000
4000000
3000000
2000000

15.062
13 345 15.415
1000000 13

0 T T T L — L — T T L — L — T T L — L — L —
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\BF061422\
Data File : BF128815.D

Acqg On : 14 Jun 2022 22:43
Operator : CG\JU

Sample : N3328-01

Misc

ALS vial : 19 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 Hexadecanoic acid, methyl e... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.704 70.56 ng 1649360  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 92
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
Abundance Scan 1601 (11.704 min): BF128815.D\data.ms (-1597) (- m/z 74.10 100.00%
74.1
5000
4111
1431 2272 T ‘ T \/\\ ‘ T
‘\‘ iy | 1852 ] 2703 319! 150 1299
0L— ““‘”u\uu e m/z 87.10 74.22%
m/z--> 100 150 200 250 300
Abundance #lBlZlZ:Hexadecanok:add,nuﬂhylester
74.0
5000 AL J\ ‘
11.50 12.00
41.0 143.0 m/z 43.85 38.37%
‘ 110 | 1850 2270 2700
O\\\H“\ \‘\h\‘ \‘\‘\\“\ \‘\‘\“\\‘\ ‘\‘\}\\‘\\
miz--> 100 150 200 250 300
Abundance
74.0
—— =
11.50 12.00
m/z 55.05 32.94%
5000( 41 /
130 1850 5589
o s
miz--> 50 100 150 200 250 300
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester —— —
74.0 11.50 12.00
m/z 41.10 29.82%
5000
41.0
ol L M‘ i 111, o1430 185.0 227.0 270.0
o “‘ et “‘ 1 — =
m/z--> 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061422\
Data File : BF128815.D

Acqg On : 14 Jun 2022 22:43
Operator : CG\JU

Sample : N3328-01

Misc

ALS vial : 19 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 2
R.T. EstConc Area Relative to ISTD R.T.
11.880 210.79 ng 4927710  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1631 (11 880 min): BF128815.D\data.ms (-1621) (- m/z 73.05 100.00%

5000

-

129.0
2132 —
171.2 ‘ 256.3 11.50 12.00
ob— U‘ ‘ ‘“L b Ll L 130013383 T 4 16 03.03%
miz--> 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid

%

5000 129.0 T RN
11.50 12.00
1710 213.0 256.0 m/z 60.05 91.34%
\\h”\ ‘\
T ‘ T \ T ‘ T T ‘ T T ‘ T
100

0
m/z--> 150 200 250 300 350
Abundance
73.0
— =
11.50 12.00
5000 129.0 m/z 55.10  78.15%
185.0
299 228.0
O o B B A e B e
m/z--> 50 100 150 200 250 300 350
Abundance #92069: Tridecanoic acid — ]
73.0 11.50 12.00
m/z 41.10 77.02%
29. 171.0
‘ 214.0
m/z--> 50 100 150 200 250 300 350 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061422\
Data File : BF128815.D

Acqg On : 14 Jun 2022 22:43

Operator : CG\JU

Sample : N3328-01

Misc

ALS vial : 19 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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 10,13-Octadecadienoic acid,... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.404 321.60 ng 7517900  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99

2 9,12-0Octadecadienoic 002566-97-4 99

acid, methy... 294 C19H3402

3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
4 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
5 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
Abundance Scan 1720 (12.404 min): BF128815.D\data.ms (-1714) (- m/z 67.10 100.00%
67.1
- h
09.1 A
150.0 263.3 12.50
ol ‘;““‘““HWHW bt 2208 00730113393 4/ g1.10  84.29%
miz--> 50 100 150 200 250 300 350
Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester
67.0
5000 IR
09.0 294.0 1250
2. ' 4. m/z 55.10  64.41%
150.0
0. 2200’
miz--> 50 100 150 200 250 300 350
Abundance
67.0
i
12.50
5000 ITI/Z 95.10 56.92%
109.0
149.0 262.0
ol g by
m/z--> 50 100 150 200 250 300 350
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester e
67.0 12.50
m/z 41.10 49.85%
5000
29. 09.0
150.0 294.0
0 U\“H“ | u‘ \lh A ’2‘2‘3‘0‘ ‘ N ‘\‘ e A
m/z--> 50 100 150 200 250 300 350 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061422\
Data File : BF128815.D

Acqg On : 14 Jun 2022 22:43
Operator : CG\JU

Sample : N3328-01

Misc

ALS vial : 19 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 13-Octadecenoic acid, methy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.421 186.52 ng 4360260 Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 93
2 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 93
3 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 87
4 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 87
5 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 86

Abundance Scan 1723 (12.421 min): BF128815.D\data.ms (-1721) (- m/z 55.10 100.00%

Abundance  #194454: trans-13-Octadecenoic acid, methyl ester
55.0 12.50

m/z 83.10 56.31%

55.1
5000
L1 264.3 VA
‘ “ 12.50
O rrrkf “l‘w Mt Lod 3280 80 m/z 69.10  69.75%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194420: 13-Octadecenoic acid, methyl ester
55.0
5000 1
12.50
‘ 264.0 m/z 41.10  65.08%
O"’L“IMJ‘-
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
55.0
T
12.50
5000 m/z 74.10 64.78%
264.0
111.0
180.0
O e bbb s b b L
m/z--> 0O 50 100 150 200 250 300 350 400 450
=

5000

264.0

| H }H L \|m oy ﬂ ' O'O |

m/z--> 0 50 100 150 200 250 300 350 400 450 12.50

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061422\
Data File : BF128815.D

Acqg On : 14 Jun 2022 22:43

Operator : CG\JU

Sample : N3328-01

Misc

ALS vial : 19 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

5 Octadecanoic acid

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.645 53.53 ng 1219870  Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid

2 n-Hexadecanoic acid
3 Pentadecanoic acid
4 Tridecanoic acid

5 Tetradecanoic acid

284 C18H3602
256 C16H3202
242 C15H3002
214 C13H2602
228 C14H2802

000057-11-4 99
000057-10-3 93
001002-84-2 86
000638-53-9 70
000544-63-8 68

Abundance Scan 1761 (12.645 min): BF128815.D\data.ms (-1757) (-
43.1

5000 mmm 1291
31 185.2 2413
T s
0l M‘ \‘“w“\“h‘\ ‘M\‘\} o ‘ N \‘ ol ‘\‘ : ‘L‘ 329‘4‘3‘6‘9‘2‘ ‘
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid

5000 129.0
h ‘ 185 0 o410 ZST 0
OV ‘\H T “ “‘ ‘\“M\ ‘ ; \‘ ‘ \ \ \ \ ‘ TT \ \‘ ‘ T T 1T ‘ L ‘ L

73.0

m/z 43.10 100.00%

?

12.50 13.00

m/z 73.05 86.91%

—

12.50 13.00

m/z 57.10 81.72%

miz--> 100 150 200 250 300 350
Abundance
60.0
—— —
12.50 13.00
5000 1290 m/Z 69 . 09 78 . 2300
171.0213.0256.0
oL MMM L) L
m/z--> 50 100 150 200 250 300 350
Abundance #126203: Pentadecanoic acid e =
73.0 12.50 13.00
m/z 55.10 76.45%
5000 129.0
29.
199.0242.0
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061422\
Data File : BF128815.D

Acqg On : 14 Jun 2022 22:43
Operator : CG\JU

Sample : N3328-01

Misc

ALS vial : 19 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 6 9-Heptadecanone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.298 12.63 ng 287819  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Heptadecanone 254 C17H340 000540-08-9 60
2 Cyclopentadecanone 224 C15H280 000502-72-7 58
3 Cetene 224 C16H32 000629-73-2 44
4 Cyclopentanol, 1-methyl- 100 C6H120 001462-03-9 38
5 Oxacycloheptadecan-2-one 254 C16H3002 000109-29-5 35
Abundance Scan 1872 (13.298 min): BF128815.D\data.ms (-1869) (- m/z 55.10 100.00%
5!:
5000
124.1
185.2 R T
ML T 22
o bl ‘”"‘Hm Al 2iE2294.18401 4018 474 0 57 19 79.98%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141020: 9-Heptadecanone
43.0
141.0
5000 —r ——
13.00 13.50
\ m/z 43.10  77.00%
O”|||“”\19802540
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
55.0
—— —
13.00 13.50
5000 m/z 71.10 75.45%
125.0
224.0
Ot b bt e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #104590: Cetene T ——
41.0 13.00 13.50
m/z 41.10 65.10%
5000 7.0
_““‘H"H‘_“w“u“u‘_“w“u“u‘_“ —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061422\
Data File : BF128815.D

Acqg On : 14 Jun 2022 22:43
Operator : CG\JU

Sample : N3328-01

Misc

ALS vial : 19 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 Eicosanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.357 7.00 ng 159457  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid 312 C20H4002 000506-30-9 97
2 Octadecanoic acid 284 C18H3602 000057-11-4 97
3 Heptadecanoic acid 270 C17H3402 000506-12-7 97
4 Tetracosanoic acid 368 (C24H4802 @00557-59-5 83
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
Abundance Scan 1882 (13.357 min): BF128815.D\data.ms (-1880) (- m/z 43.10 100.00%
43.1
5000
129.1
— ——
‘ “ } l 13.00 13.50
S} | VIR Wi Mu\?‘f‘ﬁ%f“l‘?’?“ 2420 miz s7.10 77.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #214913: Eicosanoic acid
43.0
5000 — ——
129.0 13.00 13.50
“ 312.0 m/z 60.05 66.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
— —
13.00 13.50
5000 129.0 m/z 73.85 66.17%
284.0
199.0
O e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #161155: Heptadecanoic acid — ——
73.0 13.00 13.50
270.0 m/z 55.10 62.71%
5000
171.0
014&)“1\”“1‘}“‘”!lml — e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061422\
Data File : BF128815.D

Acqg On : 14 Jun 2022 22:43
Operator : CG\JU

Sample : N3328-01

Misc

ALS vial : 19 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 Triphenylphosphine oxide Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.057 11.50 ng 261977  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 74
3 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H10F3NO 1000387-59-3 40
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 36
5 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 32
Abundance Scan 2001 (14.057 min): BF128815.D\data.ms (-1999) (| m/z 277.10 100.00%
277.1
5000
77.1 199.1 1 T
| \ 133.1 ‘H 354.4 474.4530.. .00
Otk gt 354.4419.9474.4530. /7 278,10 31.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #171172: Triphenylphosphine oxide
277.0
5000 = - :
14.00
77.0 199.0 m/z 77.10  22.18%
01‘-4\.0\\“‘\\l\\’]\_\3\3\.‘o\\\h\u\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
277.0
T T
14.00
5000 m/z 199.10 21.51%
77.0 183.0
L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #169507: 2-Phenyl-6-(trifluoromethyl)-1H-indol-4-ol — ‘
277.0 14.00
m/z 201.10  19.11%
5000
180.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061422\
Data File : BF128815.D

Acqg On : 14 Jun 2022 22:43
Operator : CG\JU

Sample : N3328-01

Misc

ALS vial : 19 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 9 unknownl4.145 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.145 15.08 ng 343549  Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6,4'-Dimethoxy-3-hydroxyflavone 298 C17H1405 093176-02-4 41
2 Pterocarpin 298 C17H1405 000524-97-0 38
3 7,4'-Dimethoxy-3-hydroxyflavone 298 C17H1405 013198-99-7 38
4 4H-1-Benzopyran-4-one, 5-hydroxy... 298 C17H1405 034086-51-6 38
5 4H-1-Benzopyran-4-one, 2-(3,4-di... 298 C17H1405 033513-36-9 38

Abundance Scan 2016 (14.145 min): BF128815.D\data.ms (-2013) (- m/z 298.15 100.00%

298.1
91.1
5000
P

\ 14.00 14.50

Lﬂﬂumm ALl 20 asesss o1 g3 om

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #196652: 6,4'-Dimethoxy-3-hydroxyflavone
298.0

5000 — e
14.00 14.50

m/z 133.05 47.48%

77 135.0
7.0
l‘-\s\\\‘h\il\‘“\J‘A‘\I\A\“l\“\‘l\\\\‘\\L\‘\\‘\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
298.0

—
14.00 14.50

o

o

5000 m/z 77.05 46.55%
148.0
0 211.0
R AR R AR R AR R AR R R RRRREE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #196650: 7,4'-Dimethoxy-3-hydroxyflavone —— —
298.0 14.00 14.50

m/z 79.10  45.85%

5000
135.0
63.0
227 0 \

I ‘l I \

0 L ‘}l “ | i

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061422\
Data File : BF128815.D

Acqg On : 14 Jun 2022 22:43
Operator : CG\JU

Sample : N3328-01

Misc

ALS vial : 19 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 10 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.062  23.75 ng 464463  Perylene-di12 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 99
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Tetracosane 338 (C24H50 000646-31-1 87
5 Octadecane 254 C18H38 000593-45-3 87

Abundance Scan 2172 (15.062 min): BF128815.D\data.ms (-2169) (- m/z 57.10 100.00%
57.1

%

5000
H 127.2 15.00
197.2 268.1 o
ob MULETE 1972 2681 33934034 4sas i 4310 6544
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane
57.0
5000 — :

15.00
m/z 71.10  59.35%

|| 2270 1970 281.0 394.0

O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
T \
15.00
5000 ITI/Z 85.10 45.01%
0 1270 197.0  296.0 hkwhwwkwmAmeﬁﬁmAww
T T T A T T T T T T T
mlz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #287977: Heptacosane T ‘
57.0 15.00
m/z 55.10  20.50%
5000 NMW“&MLw”JkN\MWww\&j
0 J‘ | A27.0 197.0 267.0 380.0
“H“H“_“W“H“H‘_“W“H“H“H“_“W“H‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061422\
Data File : BF128815.D

Acqg On : 14 Jun 2022 22:43
Operator : CG\JU

Sample : N3328-01

Misc

ALS Vvial : 19 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|
Hexadecanoic ac... 11.704 70.6 ng 1649360 4 11.310 467538 20.0
n-Hexadecanoic ... 11.880 210.8 ng 4927710 4 11.310 467538 20.0
10,13-Octadecad... 12.404 321.6 ng 7517900 4 11.310 467538 20.0
13-Octadecenoic... 12.421 186.5 ng 4360260 4 11.310 467538 20.0
Octadecanoic acid 12.645 53.5 ng 1219870 5 13.957 455745 20.0
9-Heptadecanone 13.298 12.6 ng 287819 5 13.957 455745 20.0
Eicosanoic acid 13.357 7.0 ng 159457 5 13.957 455745 20.0
Triphenylphosph... 14.057 11.5 ng 261977 5 13.957 455745 20.0
unknown14.145 14.145 15.1 ng 343549 5 13.957 455745 20.0
Octacosane 15.062 23.8 ng 464463 6 15.415 391187 20.0
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