LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021622\
Data File : BP0@9183.D

Acqg On : 16 Feb 2022 17:44
Operator : CG/JU

Sample : N1552-05

Misc :

ALS Vvial : 14 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_ P\Methods\8270E-BP020722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@9183.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.381 401 407 432 rBV 1572792 2818086 36.34% 7.367%
2 6.975 671 678 709 rBV 1321455 2968810 38.29% 7.761%
3 7.781 808 815 825 rBV 516256 894959 11.54%  2.340%
4 8.946 1006 1013 1037 rBV 963481 1954126 25.20% 5.108%
5 10.581 1284 1291 1309 rBV 514907 1122033 14.47% 2.933%

6 13.045 1702 1710 1740 rBV 2912796 5031901 64.90% 13.
7 14.428 1938 1945 1954 rBV 892059 1480968 19.10%
8 15.933 2191 2201 2219 rBV 1946751 3633840 46.87%
9 17.186 2408 2414 2419 rBV 1164366 1806933 23.30%
10 17.228 2419 2421 2432 rVV 229450 387886 5.00%
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11 17.333 2433 2439 2450 rVB2 40531 97965 1.26%
12 18.080 2560 2566 2570 rBV2 112717 217988 2.81%
13 19.204 2752 2757 2766 rBV 651522 907925 11.71%
14 19.322 2773 2777 2784 rBV3 60696 115417 1.49%
15 19.557 2809 2817 2826 rBV 567932 946394 12.21%
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16 19.751 2844 2850 2858 rBV 6299093 7753821 100.00% 20.
17 20.986 3057 3060 3064 rBV3 228902 281585 3.63%
18 21.280 3105 3110 3115 rBV2 1746223 2776068 35.80%
19 21.321 3115 3117 3125 rVB 351695 426798 5.50%
20 21.398 3127 3130 3136 rBV 191971 290820 3.75%
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21 23.674 3511 3517 3525 rBV2 1193379 2339214 30.17%
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Sum of corrected areas: 38253537
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 16 Feb 2022 17:44
: CG/IU
: N1552-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021622\
BP009183.D

: 14  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BP009183.D\data.ms

5.381
6.975

8.946
7.781 10.581

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP009183.D\data.ms
19.751

13.045

15.933

17.186
14.428 19.2049.557

17028,  18.080 19.322

0

Time-->

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP009183.D\data.ms

21.280

Time--> 20.50 21.00 2150 22.00 22.50 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021622\
Data File : BP0@9183.D

Acqg On : 16 Feb 2022 17:44
Operator : CG/JU

Sample : N1552-05

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.080 2.41 ng 217988  Phenanthrene-die 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 n-Decanoic acid 172 C10H2002 000334-48-5 55
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53

Abundance Scan 2566 (18.080 min): BP009183.D\data.ms (-2560) (-  m/z 73.00 100.00%

73.0
5000
213.2
T \
s )
- H‘“wauHHJJ“:M“‘?8‘1“0‘“3‘5“‘9““1433‘7‘7?‘%?3’?‘0 m/z 43.05  77.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
e
43.0 256.0
5000 ——
129.0 18.00
m/z 60.00 72.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
T ‘
18.00
5000 ITI/Z 55.00 58.52%
171.0
o“‘ ‘”'““HV
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid —— ‘
73.0 18.00
m/z 57.00 57.85%
5000
L ‘ 199.0
o150l iso, ] | o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021622\
Data File : BP0@9183.D

Acqg On : 16 Feb 2022 17:44
Operator : CG/JU

Sample : N1552-05

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.986 2.03 ng 281585  Chrysene-di2 21.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 95
2 Triacontyl acetate 480 C32H6402 041755-58-2 95
3 1-Nonadecene 266 C19H38 018435-45-5 94
4 Nonadecyl heptafluorobutyrate 480 C23H39F702 1000351-83-9 91
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91

Abundance Scan 3060 (20.986 min): BP009183.D\data.ms (-3057) (- m/z 57.05 100.00%
57.0

%

5000
1%51 ol
21.00
207.0 2820
o hib m‘luh‘nm‘m 4010 47525372 /7 43.00  81.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
5000 T
21.00
m/z 83.05 74.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #334198: Triacontyl acetate
43.0
——
21.00
m/z 55.00 71.58%

5000 111.0

L] 1810 250.0 334.0 420.0480.0

%

(IREE S B BN W el R A ML
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155961: 1-Nonadecene —
97.0 21.00
m/z 69.00  68.29%
5000
29.0
o UL ggnoasnc .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021622\
Data File : BP0@9183.D

Acqg On : 16 Feb 2022 17:44
Operator : CG/JU

Sample : N1552-05

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Triphenylphosphine oxide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.398 2.10 ng 290820  Chrysene-d12 21.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 94
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45

4 Thiophene-3-carbonitrile, 4-(4-m... 277 C13H11NO2S2 1000268-75-0 40
5 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 40

Abundance Scan 3130 (21.398 min): BP009183.D\data.ms (-3127) (- m/z 277.10 100.00%
277.1

—

5000
183.0 — o
77‘-0 I 21.00 21.50
Ol bbb S008445:4 5370 /7 278,10 33.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
5000 — e
21.00 21.50
77.0 199.0 m/z 183.00 17.90%
14.0 ‘
O‘\\\\‘[‘\\‘\\‘\\\\’JI\\\h\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

-

T T
21.00 21.50
5000 m/z 201.00 17.27%

o 183.0

L L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy — T
277.0 21.00 21.50

m/z 199.00 15.48%

o

-

5000

o 183.0

0 “Hul\ L MU| ‘

- T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

-
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021622\
Data File : BP0@9183.D

Acqg On : 16 Feb 2022 17:44
Operator : CG/JU

Sample : N1552-05

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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|
n-Hexadecanoic ... 18.080 2.4 ng 217988 4 17.186 1806930 20.0
Ethanol, 2-(tet... 20.986 2.0 ng 281585 5 21.286 2776070 20.0
Triphenylphosph... 21.398 2.1 ng 290820 5 21.286 2776070 20.0
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