LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122922\
Data File : BF131884.D

Acqg On : 29 Dec 2022 18:23
Operator : CG\JU

Sample : N6228-07

Misc :

ALS Vvial : 12  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-BF122422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131884.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.028 494 500 514 rVB 601924 809288 41.44% 5.897%
2 5.434 564 569 572 rBV 1908081 1774710 90.88% 12.933%
3 6.451 737 742 745 rBV 1769102 1806006 92.48% 13.161%
4 6.816 800 804 807 rBV 581371 441388 22.60%  3.216%
5 7.387 896 901 904 rBV 1288705 1229561 62.96% 8.960%

6 8.104 1018 1023 1027 rBV 630525 537189 27.51% 3.915%
7 9.186 1202 1207 1210 rBV 2333957 1952894 100.00% 14.231%
8 9.869 1319 1323 1326 rBV 625229 534585 27.37%  3.896%
9 10.657 1453 1457 1461 rBV 1101765 1041677 53.34% 7.591%
10 11.357 1573 1576 1579 rBV 566617 476518 24.40%  3.472%
11 11.380 1579 1580 1584 rVB 77398 50861 2.60% ©0.371%
12 11.886 1664 1666 1672 rBV2 72462 61712 3.16% ©0.450%
13 12.574 1778 1783 1787 rBV 113142 101530 5.20% ©.740%
14 12.804 1817 1822 1827 rBV 97910 109688 5.62% ©.799%
15 12.951 1843 1847 1850 rBV 1496154 1262088 64.63% 9.197%

16 13.851 1996 2000 2010 rVB2 139318 201585 10.32%
17 14.010 2022 2027 2030 rBV 440060 415382 21.27%
18 14.033 2030 2031 2034 rVB 39646 28191  1.44%

P NOWR
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R

19 14.110 2038 2044 2048 rBV 249821 294289 15.07% 145%
20 14.768 2153 2156 2163 rBV 126970 147898 7.57% 078%
21 15.057 2202 2205 2208 rBV 31846 47322 2.42%  ©.345%
22 15.427 2265 2268 2273 rVB 31044 39490 2.02% 0.288%

23 15.492 2274 2279 2291 rVB 256065 358798 18.37%  2.615%

Sum of corrected areas: 13722650
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 29 Dec 2022 18:23
: CG\JU
: N6228-07

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122922\
BF131884.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0

TIC: BF131884.D\data.ms

5.434
6.451

7.387

5.028 6.816

Time-->

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
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2000000

1500000

1000000

500000

TIC: BF131884.D\data.ms
9.186

12.951

10.657

8.104 9.869

11.357

12.5742.804

0
Time-->

11(380 11.886
—_— S S
10.00 10.50 11.00

11.50 12.00 12.50 13.00

Abundance

2000000

1500000

1000000

500000

TIC: BF131884.D\data.ms

15.492

15.057 15'4LW

Time-->
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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\BF122922\
Data File : BF131884.D

Acq On : 29 Dec 2022 18:23
Operator : CG\JU

Sample : N6228-07

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.028 36.67 ng 809288 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 5-Hexen-2-one 98 C6H100 000109-49-9 9
Abundance Scan 500 (5.028 min): BF131884.D\data.ms (-494) (-) m/z 42.95 100.00%
3.0
59.1
5000
101.0 T EEmERR RS
| ‘ 83.0 4.80 5.00 5.20 5.40 ;
oyt m/z 59.10 63.44%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L I L B
59.0 4.80 5.00 5.20 5.40
m/z 101.00 22.00%
15.0 101.0
‘ wl ol | 83.0 ! ‘
O\\\\‘\\\\‘1\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance #4528: 2,3-Butanedione, monooxime
43.0
S RRARmEEE
4.80 5.00 5.20 5.40
5000 m/z 58.00 13.97%
101.0
oL 180 | 600 840
e
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R EEEEEREEEE L
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.14%
5000 41.0
0 \H\‘ \‘M 12‘6'0 142.0 A
e e A
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122922\
Data File : BF131884.D

Acq On : 29 Dec 2022 18:23
Operator : CG\JU

Sample : N6228-07

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.886 2.59 ng 61712  Phenanthrene-d10 11.357
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
2 Tridecanoic acid 214 C13H2602 000638-53-9 47
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 43
4 Pentadecanoic acid 242 C15H3002 001002-84-2 43
5 n-Decanoic acid 172 C10H2002 000334-48-5 38
Abundance Scan 1666 (11.886 min): BF131884.D\data.ms (-1664) (- m/z 73.00 100.00%
43.0
5000 192.1
s P
11.50 12.00
(o] m/z 60.00 73.97%
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 — R
11.50 12.00
157.0 195 02130 2560 m/z 43.05 70.87%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92068: Tridecanoic acid
73.0
43.0
— —
11.50 12.00
5000 m/z 57.00 65.37%
129.0
‘ ‘ 171.0 214.0
101.0
0 \Lw \W\ \(‘i‘)“u m‘l RRRREEERRS S \L b \‘H RRRRR RN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid e —
73.0 11.50 12.00
43.0 m/z 54.95 62.08%
5000
129.0
185.0 228.0
99.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00

8270-BF122422.M Fri Dec 30 10:47:48 2022 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122922\
Data File : BF131884.D

Acq On : 29 Dec 2022 18:23
Operator : CG\JU

Sample : N6228-07

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Trichloroacetic acid, hexad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.851 9.71 ng 201585  Chrysene-di12 14.010
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 Cyclohexadecane 224 C16H32 000295-65-8 93
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 93
Abundance Scan2000(13851nﬂm BF131884.D\data.ms (-1996) (- m/z 57.10 100.00%
57.
e )/JL«
. — ——
‘ ‘ ‘ ‘\ 39 1810 23?1 2810 4390 13.50 14.00
ol H e S E R RS R R m/z 55.10  94.54%
m/z--> 50 100 150 200 250 300 350
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.0
83.0
5000 — ——
13.50 14.00
%250 m/z 43.05 90.18%
OV_JJF‘M \ \“ \““‘ ‘H‘h . ‘\‘\ -:Lg\?(\)\ L B B B
miz--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1
57.0 97.0
— ——
13.50 14.00
5000 m/z 83.10 87.11%
oo UL momeomin o0
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene T —
57.0 97.0 13.50 14.00
m/z 69.00 81.97%
B \JL
ol | m % “‘%‘8‘1‘0‘ 2380 2020 364 et
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122922\
Data File : BF131884.D

Acq On : 29 Dec 2022 18:23
Operator : CG\JU

Sample : N6228-07

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Triphenylphosphine oxide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.116 14.17 ng 294289  Chrysene-di12 14.010
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 96
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 70
3 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 45
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45
5 Carbazol-1-one, 1,2,3,4-tetrahyd... 277 C18H15NO2 299962-12-2 38

Abundance Scan 2044 (14.110 min): BF131884.D\data.ms (-2038) (- m/z 277.10 100.00%

277.1
5000
77.0 200.9

152.0 ‘ H 14 00 14 50
\‘ L

o208 | 1150 2389 | 8230 /7 278.10 30.50%
miz--> 50 100 150 200 250 300 350
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0
152.0 14 00 14 50

m/z 76.95 22.93%
L R R | [T 7T

0

1] “\ il ‘ “ | ‘Mh‘\ n \H\ “\ \‘ I S R

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

Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

o

14 00 14 50
5000 m/z 200.95 21.81%
77.0 183.0
oL 20| 1280 \\ \u?zs@‘ B I
m/z--> 5 100 150 200 250 300 350
Abundance #317051: (Carbethoxymethyl)-triphenylphosphonium bro
277.0 14 00 14 50

m/z 198.95  20.75%

5000
70 199.0
310 ‘
o 0 1 us0™ | | saso | | aaro

m/z--> 50 100 150 200 250 300 350 14 00 14 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122922\
Data File : BF131884.D

Acq On : 29 Dec 2022 18:23
Operator : CG\JU

Sample : N6228-07

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.769 8.24 ng 147898  Perylene-di12 15.492
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
2 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 86
3 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 72
4 Hexadecanamide 255 C16H33NO 000629-54-9 59
5 Dodecanamide 199 C12H25NO 001120-16-7 58
Abundance Scan 2156 (14.768 min): BF131884.D\data.ms (-2153) (- m/z 58.95 100.00%
59.0
5000 R¥M
s 1o
- w“‘ ‘h“ I N“ ” 1501 207.0244.028003202 75 00 75.47%
miz-> 50 100 150 200 250 300
Abundance #174775: 9-Octadecenamide, (2)-
59.0
5000 e SR
14.50 15.00
m/z 55.10 51.96%
O' Mh ‘\‘H \}\ \ ‘0\ \18\4\()‘ T \2?§9\%8}\0‘ L
miz--> 100 150 200 250 300
Abundance #245085: 13-Docosenamide, (Z)-
o
— —
14.50 15.00
5000 m/z 41.00 33.84%
126.0
o Wil 1700 24002770 3370 MJLWW
m/z--> 50 100 150 200 250 300
Abundance #110061: Benzeneethanamine, 2-fluoro-.beta.,3,4-trinydr — ——
59.0 14.50 15.00
m/z 69.00 28.17%
— —_— e P
m/z--> 50 100 150 200 250 300 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122922\
Data File : BF131884.D

Acqg On : 29 Dec 2022 18:23
Operator : CG\JU

Sample : N6228-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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-... 5.028 36.7 ng 809288 1 6.816 441388 20.0
n-Hexadecanoic ... 11.886 2.6 ng 61712 4 11.357 476518 20.0
Trichloroacetic... 13.851 9.7 ng 201585 5 14.010 415382 20.0
Triphenylphosph... 14.110 14.2 ng 294289 5 14.010 415382 20.0
9-Octadecenamid... 14.769 8.2 ng 147898 6 15.492 358798 20.0
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