Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

If leading
Peak separa

: 17 Mar 2023 16:25
: CG/JU
: 01944-01

LSC Area Percent Report

: Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031723\

BP014123.D

: 10 Sample Multiplier: 1

Parameters: rteint.p
RTE
ON Filtering: 5
1 Min Area: 3 % of largest Peak
0.2 Max Peaks: 100
: 0 Peak Location: TOP

or trailing edge < 100 prefer < Baseline drop else tangent >
tion: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP030623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@14123.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.134 325 331 339 rBV 790797 1072786 16.12% 2.852%
2 5.604 404 411 418 rBV 1948578 2782021 41.81% 7.395%
3 5.669 418 422 430 rVB 62112 115749 1.74% 0.308%
4 5.875 452 457 463 rVB 56345 83841 1.26% ©.223%
5 6.046 480 486 497 rVB 52927 79413 1.19% 0.211%
6 7.222 678 686 699 rBV 1787667 2901682 43.60% 7.713%
7 8.063 818 829 835 rBV 410571 666243 10.01% 1.771%
8 9.234 1020 1028 1044 rBV 1080225 1869930 28.10% 4.970%
9 10.886 1303 1309 1317 rVB 512678 839640 12.62% 2.232%
10 12.281 1539 1546 1553 rBV 49135 77739 1.17% 0.207%
11 13.328 1717 1724 1733 rBV 2854350 4072155 61.19% 10.824%
12 13.510 1751 1755 1763 rVB 94399 135384 2.03% 0.360%
13 14.222 1870 1876 1881 rBV2 89140 164746 2.48% 0.438%
14 14.580 1932 1937 1942 rVB 143293 195597 2.94% 0.520%
15 14.704 1952 1958 1965 rVV 825811 1186524 17.83%  3.154%
16 14.769 1965 1969 1975 rVB 49152 76589 1.15% 0.204%
17 15.533 2094 2099 2103 rVB 148740 187301 2.81% 0.498%
18 15.757 2132 2137 2143 rVB2 42675 71221  1.097% 0.189%
19 15.939 2160 2168 2179 rVB2 56608 122886 1.85% 0.327%
20 16.063 2182 2189 2195 rBV 369045 528685 7.94%  1.405%
21 16.198 2206 2212 2221 rVB 2696771 3760038 56.50%  9.995%
22 16.398 2241 2246 2248 rBV 169983 236970 3.56% 0.630%
23 17.192 2377 2381 2386 rBV 157575 190177 2.86% 0.506%
24 17.245 2386 2390 2394 rBV2 64661 91047 1.37% 0.242%
25 17.463 2421 2427 2431 rBV 1105755 1534444 23.06% 4.079%
26 17.504 2431 2434 2442 rVB 143735 209517 3.15% 0.557%
27 17.933 2503 2507 2512 rBV 142339 159667 2.40% 0.424%
28 18.321 2569 2573 2588 rBV 692547 1170279 17.59%  3.111%
29 18.598 2616 2620 2627 rBV 134380 167574 2.52% 0.445%
30 19.204 2720 2723 2731 rBV 115264 145171 2.18% 0.386%
31 19.462 2763 2767 2771 rVB 305435 385511 5.79% 1.025%
32 19.551 2778 2782 2795 rBV 268762 456554 6.86% 1.214%
33 19.762 2816 2818 2823 rBV3 63872 104165 1.57% 0.277%
34 19.815 2823 2827 2835 rVB 230332 321319 4.83% 0.854%
35 20.004 2853 2859 2865 rBV 5484564 6654641 100.00% 17.689%
36 20.280 2904 2906 2912 rVB4 73366 101468 1.52% 0.270%

8270E-BP03062
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031723\
Data File : BP014123.D

Acqg On : 17 Mar 2023 16:25
Operator : CG/JU

Sample : 01944-01

Misc

ALS Vvial : 10 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-BP030623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 21.215 3061 3065 3071 rBV 595442 766134 11.51%  2.036%
38 21.545 3116 3121 3126 rBV2 1367276 1912192 28.73% 5.083%
39 24.086 3547 3553 3565 rVB 947160 2023860 30.41% 5.380%

Sum of corrected areas: 37620860

8270E-BP030623.M Mon Mar 20 ©4:55:43 2023 Pa 2



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 17 Mar 2023 16:25
: CG/IU
. 01944-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031723\
BP014123.D

: 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BP014123.D\data.ms

5.604 7922

9.234
5.134
8.063 10.886

166986946

0
Time-->

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BP014123.D\data.ms
20.004

17.463
14.704 18.321

6o 20.280
12.281 13510 142214 15. 5_@,31579 6398 1y19pgis0417.933 [18.598 19 29%@@%5 20.280

0

Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 15. 50 16.00 16. 50 17.00 17.50 18.00 18. 50 19.00 19.50 20.00

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BP014123.D\data.ms

21.545
24.086

21.215

Time-->

21.00 2150 22.00 2250 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\BP@31723\
Data File : BP014123.D

Acqg On : 17 Mar 2023 16:25
Operator : CG/JU

Sample : 01944-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.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 1
R.T. EstConc Area Relative to ISTD R.T.
5.134 32.20 ng 1072790  1,4-Dichlorobenzene-d4 8.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 331 (5.134 min): BP014123.D\data.ms (-325) (-) m/z 43.00 100.00%
43.0
5000
101.1 \\‘\\\\‘\\\\’\\\\‘\\\\‘
4.80 5.00 5.20 5.40
ol id 2071 2816 3687 45295209 m/z 59.05  64.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R R R

4.80 5.00 5.20 5.40
m/z 101.10 24.91%

| 10
O‘\1“!‘%[\‘\\\\1\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4529: 2,3-Butanedione, monooxime
43.0
N AR RAa R st
4.80 5.00 5.20 5.40
5000 ITI z 58.05 15.53%
R EETE e S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R aan e ‘
59.0 4.80 5.00 5.20 5.40

m/z 41.05 9.11%

5000
” 126.0
0 i Il

‘\\\‘\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\\’\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31723\
Data File : BP014123.D

Acqg On : 17 Mar 2023 16:25
Operator : CG/JU

Sample : 01944-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 2-Heptanone Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
5.875 2.52 ng 83841 1,4-Dichlorobenzene-d4 8.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone 114 C7H140 000110-43-0 90
2 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 80
3 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 72
4 2-Pentanone, 4,4-dimethyl- 114 C7H140 000590-50-1 49
5 2-Octanone 128 C8H160 000111-13-7 45

Abundance Scan 457 (5.875 min): BP014123.D\data.ms (-452) (-) m/z 43.00 100.00%
3.0

9.

5000

N

| ‘ 114.1 280.8 5.60 5.80 6.00 6.20
oAb iy 22116005 856.0416.6474.25343 /7 57.95  58.84%

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

Abundance #8423: 2-Heptanone
43.0
5000 NN RN RN R
5.60 5.80 6.00 6.20
m/z 71.00 18.88%
|| 210
O\\T\y\Hl\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘H\\‘\

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

N

Abundance #8504: 2-Hexanone, 5-methyl-
43.0
e R A
5.60 5.80 6.00 6.20
5000 ITI/Z 58.95 12.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8505: 2-Hexanone, 4-methyl- A et
43.0 5.60 5.80 6.00 6.20
m/z 41.00 11.58%
B W
114.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31723\
Data File : BP014123.D

Acqg On : 17 Mar 2023 16:25
Operator : CG/JU

Sample : 01944-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.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 Benzene, 1,3-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.046 2.38 ng 79413 1,4-Dichlorobenzene-d4 8.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 95
2 o-Xylene 106 C8H10 000095-47-6 95
3 p-Xylene 106 C8H10 000106-42-3 94
4 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 90
5 Ethylbenzene 106 C8H10 000100-41-4 87
Abundance Scan 486 (6.046 min): BP014123.D\data.ms (-480) (-) m/z 91.00 100.00%
91.0
5000

‘ 5.80 6.00 6.20 6.40

o Abadlh 20702648 3550 42904952 ./, 1p6.10  43.07%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5749: Benzene, 1,3-dimethyl-
91.0
5000 LI B L L L BN LN B

5.80 6.00 6.20 6.40
m/z 105.10  17.93%

27.
‘\\M‘\P‘lillu\hf‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5719: o-Xylene
91.0

5.80 6.00 6.20 6.40

o

5000 ITI z 77.00 11.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5724: p-Xylene AR aEE SRR A R
91.0 5.80 6.00 6.20 6.40

m/z 50.95 8.86%

5000 J\h‘/\
ol PL 1

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31723\
Data File : BP014123.D

Acqg On : 17 Mar 2023 16:25
Operator : CG/JU

Sample : 01944-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.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 Tetradecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.510 2.28 ng 135384  Acenaphthene-di10 14.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Tridecane 184 C13H28 000629-50-5 90
3 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 78
4 Hexadecane 226 C16H34 000544-76-3 72
5 Undecane 156 C11H24 001120-21-4 72
Abundance Scan 1755 (13.510 min): BP014123.D\data.ms (-1751) (- m/z 57.05 100.00%
57.0
— T \
‘ 26.0 198.3 13.50
ol AhdLFE00 1983 267.8327.0 416147518436 /7 4310 79.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane
57.0
5000 ——
13.50
m/z 71.05 65.26%
0 L] J‘pgio 198.0
‘\\\\"\\‘\\“\\I\f‘\\\\ﬁ\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59029: Tridecane
57.0
T T
13.50
5000 m/z 85.05 43.45%
oL LILL| 127.01850
R e B e A EE S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59080: Decane, 2,3,6-trimethyl- —= ‘
43.0 13.50
m/z 41.00  40.55%
5000
141.0
o_“‘m,‘\u“‘_HJww‘m"HwH_Wwwwm_ A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31723\
Data File : BP014123.D

Acqg On : 17 Mar 2023 16:25
Operator : CG/JU

Sample : 01944-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.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 Coumarin Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.222 2.78 ng 164746  Acenaphthene-die 14.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Coumarin 146 C9H602 000091-64-5 94
2 Benzofuran 118 C8H60 000271-89-6 90
3 2H-1-Benzopyran-3-carboxaldehyde... 174 C10H603 095306-75-5 72
4 4-Methylphthalic anhydride 162 C9H603 019438-61-0 59
5 3-Hydroxyphenylacetylene 118 C8H60 010401-11-3 58
Abundance Scan 1876 (14.222 min): BP014123.D\data.ms (-1870) (| m/z 118.00 100.00%
118.0
5000 fw/\\ﬂm
38.1 1400 1450
Obr bbb b | 3922 2661 3409 4147 5172 - u.; 146,00  63.66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25735: Coumarin
118.0
5000 e - J
1400 14.50
m/z 48.807%
51.#
0\\\"!“!“\‘1‘1"\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #10175: Benzofuran
118.0
1400 1450
5000 m/z 90.00 44 .74%
390‘
Y O A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #48909: 2H-1-Benzopyran-3-carboxaldehyde, 2-oxo- —e= ppas
146.0 1400 14.50
m/z 27.11%
5000
89.0
290‘
o"M!‘«M"ue‘h\‘Wm_u"""‘HH_m‘wwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550 1400 1450
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31723\
Data File : BP014123.D

Acqg On : 17 Mar 2023 16:25
Operator : CG/JU

Sample : 01944-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.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 Pentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.580 3.30 ng 195597  Acenaphthene-di10 14.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Dodecane, 1-iodo- 296 C12H251 004292-19-7 93
3 Hexadecane 226 C1l6H34 000544-76-3 91
4 Tetradecane 198 C14H30 000629-59-4 91
5 Tridecane 184 C13H28 000629-50-5 90

Abundance Scan 1937 (14.580 min): BP014123.D\data.ms (-1932) (- m/z 57.85 100.00%
57.0

-

5000
T I
26.0 ‘ 14.50
ob AL E00_ 207.0267.0326.9 42094888549 /. 4305  72.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90189: Pentadecane
57.0
5000 ——
14.50
m/z 71.10 67.91%
m‘ 1270 2120
O‘\\J\H‘\W\h\‘#\\‘\\l“\\\\’\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #193302: Dodecane, 1-iodo-
57.0
T \
14.50
5000 ITI/Z 85.05 41.57%
169.0
R = S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107220: Hexadecane T
57.0 14.50
m/z 41.05 39.02%
B VAAVVNWNJJ\ﬁWwMWMMJM
“‘ | 1270 2260
0‘u\\pnh‘Whu\\H,HHw\u\‘u\w\u\w\\w\u\w\\w\ ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31723\
Data File : BP014123.D

Acqg On : 17 Mar 2023 16:25
Operator : CG/JU

Sample : 01944-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.533 3.16 ng 187301  Acenaphthene-di10 14.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Octadecane 254 C18H38 000593-45-3 95
3 Docosane 310 C22H46 000629-97-0 90
4 Eicosane 282 (C20H42 000112-95-8 90
5 Nonadecane 268 C19H40 000629-92-5 90
Abundance Scan 2099 (15.533 min): BP014123.D\data.ms (-2094) (- m/z 57.05 100.00%
57.0
o \M/L
1 \
70 2263 15.50
ol b LA LPLO  2263084.3 355141504748 549. /. 4316 o.34%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107218: Hexadecane
57.0
5000 R
15.50
m/z 71.10 62.83%
OJJJJW|‘%]-I‘27.0226.O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141058: Octadecane
57.0
— 1 I
15.50
5000 m/z 85.10 44 ,99%
7.0
R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #212282: Docosane —
57.0 15.50
m/z 41.00 38.44%
B vakawmmVJ\xﬂwmwﬁw/hw
7.0
310.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31723\
Data File : BP014123.D

Acqg On : 17 Mar 2023 16:25
Operator : CG/JU

Sample : 01944-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.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 3,5-Dimethyldodecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.939 2.07 ng 122886  Acenaphthene-di10 14.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethyldodecane 198 C14H30 107770-99-0 91
2 N1-Tetrahydrofuran-2-ylmethyl-2-... 297 C13H16CIN30S  283155-62-4 91
3 Octacosane 394 C28H58 000630-02-4 86
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 83
5 Tetracosane 338 C24H50 000646-31-1 83
Abundance Scan 2168 (15.939 min): BP014123.D\data.ms (-2160) (- m/z 57.00 100.00%
57.0
- M
—
1271 2212 10.00
o_H‘,‘m‘_mwm_‘“‘2‘59‘3"?’55‘?““2‘7‘?‘499‘5?“‘?‘ m/z 71.05 53.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74012: 3,5-Dimethyldodecane
57.0
5000 L
16.00
m/z 43.10 50.76%
‘ | 169.0
O‘\\‘\ ’\J\\\‘\‘\l\\‘\J\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194882: N1-Tetrahydrofuran-2-ylmethyl-2-(4-chlorobenz
43.0
140.0 idod
5000 m/z 85.10 29.76%
214.0 297.0
I 110
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane —
57.0 16.00
m/z 41.00 22.53%
5000
ol L. | 227.0 197.0 281.0  394.0
‘H‘W‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31723\
Data File : BP014123.D

Acqg On : 17 Mar 2023 16:25
Operator : CG/JU

Sample : 01944-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.063 8.91 ng 528685 Acenaphthene-d10 14.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Methanone, phenyl-2-pyridinyl- 183 C12HO9NO 000091-02-1 72
3 Azobenzene 182 C12H16N2 000103-33-3 59
4 1,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 45
5 Benzenamine, N-(3-pyridinylmethy... 182 C12H10N2 029722-97-2 42
Abundance Scan 2189 (16.063 min): BP014123.D\data.ms (-2182) (- m/z 105.00 100.00%
105.0
182.1
5000
LN T
29 16.00
oo i L2669 3551 4607 5283 /7 77.e0  70.27%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 —t :
16.00
m/z 182.05 57.07%
7.0
O\‘\‘\}\\”\\‘\\\\[h\\\‘\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #57937: Methanone, phenyl-2-pyridinyl-
105.0
183.0 R \
16.00
5000 m/z 51.00 26.42%
7.0
0 e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56777: Azobenzene —
77.0 16.00
m/z 181.10 9.83%
182.0
5000
0 H‘JH“»“WL‘H"H"H“M“W“H“H“H“_“W‘ i
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31723\
Data File : BP014123.D

Acqg On : 17 Mar 2023 16:25
Operator : CG/JU

Sample : 01944-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.398 3.09 ng 236970  Phenanthrene-di10 17.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Tetradecane 198 C14H30 000629-59-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 90
5 Nonadecane 268 C19H40 000629-92-5 90

Abundance Scan 2246 (16.398 min): BP014123.D\data.ms (-2241) (] ' m/z 57.05 100.00%
57.0

5000

-

Bans
1271 2403  355.0 430.1492.6 16.00 16.50
AL 2493 8550 43014926 n/; 71,10 67.35%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123958: Heptadecane
57.0

o

5000 — —
16.00 16.50
m/z 43.10 64.90%
27.0
O‘\\“\lT[J\!!J‘\H’J.!‘\‘\\d“\l\\‘\‘\2\4\?‘.?\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74004: Tetradecane
57.0
— —
16.00 16.50
5000 ITI/Z 85.05 43.78%
198.0
om“ﬁz?\q*,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane o T
57.0 16.00 16.50

m/z 41.00 32.72%

- /L/\/\/\AJ\\H/\/\/\
| H || 127.0 1970 2670  380.0

0 b e A R A SR P e e —

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31723\
Data File : BP014123.D

Acqg On : 17 Mar 2023 16:25
Operator : CG/JU

Sample : 01944-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.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 12 Tridecane, 7-propyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
17.192  2.48ng 190177 Phenanthrene-dio 17.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-propyl- 226 Cl6H34 055045095 90
2 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 90

019218-94-1 86
000593-45-3 81
025117-35-5 80

3 Tetradecane, 1-iodo- 324 C14H291
4 Octadecane 254 C18H38
5 Octadecane, 5-methyl- 268 C19H40

Abundance Scan 2381 (17.192 min): BP014123.D\data.ms (-2377) (| | m/z 57.85 100.00%

57.0
5000

o
17.00 17.50
127.1 196.1
ob ALLLIPT S 196.1254.3 3422 41494751 549. 71 10 64.03%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107221: Tridecane, 7-propyl-
43.0

5000 T —r—
17.00 17.50
140.0 m/z 43.05 63.34%
O\‘\‘\ll\Wl\ﬁ‘\“\‘\}‘\1]_\@\7‘.\(\)\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #211086: Tridecane, 1-iodo-
57.0
—— —
17.00 17.50
5000 m/z 85.05 47 .57%

o

’ 183.0
Wijaso T moo
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #228591: Tetradecane, 1-iodo- T
57.0 17.00 17.50

m/z 41.00 34.43%

- VWAAUQMWVAAAWWBWJwWMA
127.0 197.0

oJ“\"M‘_m“‘m‘HH"m‘mwuu_m_m_uw e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50

8270E-BP@30623.M Mon Mar 20 04:55:58 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31723\
Data File : BP014123.D

Acqg On : 17 Mar 2023 16:25
Operator : CG/JU

Sample : 01944-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.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 13 Heneicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.933 2.08 ng 159667  Phenanthrene-di10 17.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 94
3 Hexacosane 366 C26H54 000630-01-3 91
4 10-Methylnonadecane 282 C20H42 056862-62-5 91
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 2507 (17.933 min): BP014123.D\data.ms (-2503) (- m/z 57.10 100.00%
57.1
o M
—
|27 197.1 2681  355.0414.9 489.3549. 16.00
O et b T T I S e e m/z 71,05  68.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
5000 T
18.00
m/z 43.05 60.88%
O \‘ | | JP%[ 1 L 1197 0 296 0
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl-
57.0
—
18.00
5000 m/z 85.05 49, 20%
0 .Ml *0212.0 2810
i == AEEEEEEEREEEEESS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane —
57.0 18.00
m/z 41.00  34.35%
5000
o LLLIA?0 197.0 2670 3670
R e AR E o R —
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\BP031723\
Data File : BP014123.D

Acqg On : 17 Mar 2023 16:25

Operator : CG/JU

Sample : 01944-01

Misc

ALS vial : 10

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.321 15.25 ng 1170280  Phenanthrene-d10 17.463
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 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 Octadecanoic acid 284 C18H3602 000057-11-4 83

Abundance Scan 2573 (18.321 min): BP014123.D\data.ms (-2569) (- m/z 73.00 100.00%

73.0
5000
2132 = —
“} { 18.00 18.50
ol A M " “«“ 11, 2820340.9 415047505356 ./, 6p.00  82.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 — ===
129.0 18.00 18.50
“ m/z 43.05 80.23%
O‘\\\‘““ \‘\Jl‘\m\l”1““\}%%\&\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

s

Abundance #92069: Tridecanoic acid
73.0
18.00 18.50
5000 ITI/Z 55.10 65.63%
‘ 171.0
o_““ﬂ‘ J‘”M\J.h
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid — —
73.0 18.00 18.50
m/z 57.05 64.84%
5000
L 228.0
0"mwﬁdl s —r—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31723\
Data File : BP014123.D

Acqg On : 17 Mar 2023 16:25
Operator : CG/JU

Sample : 01944-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.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 15 Eicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.598 2.18 ng 167574  Phenanthrene-di10 17.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Heneicosane 296 C21H44 000629-94-7 87
3 Eicosane 282 C20H42 000112-95-8 87
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86

Abundance Scan 2620 (18.598 min): BP014123.D\data.ms (-2616) (- m/z 57.10 100.00%
7.1

5
5000

i
18.50 19.00

127.1 207.1 ‘
ALLFETS 2071 2801 355.1 42904889548: ... 7110 65.86%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane
57.0

5000 1
18.50 19.00
m/z 43.05 64.80%

J\ ||| £27.0 1980
‘\\\\‘\\\\‘\\\V‘\\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0

7
18.50 19.00

o

o

5000 m/z 85.10 51.19%
o L 2570 mo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176386: Eicosane 7 ‘
57.0 18.50 19.00

m/z 41.00  28.15%

- LV
J ‘ |, 1270 1970 282.0

O b e PR e e T e — —
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31723\
Data File : BP014123.D

Acqg On : 17 Mar 2023 16:25
Operator : CG/JU

Sample : 01944-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.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 16 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.551 4.78 ng 456554  Chrysene-d12 21.545
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 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 70
Abundance Scan 2782 (19.551 min): BP014123.D\data.ms (-2778) (- m/z 73.00 100.00%
73.0
241.2
T
e
ol LA J‘Mw bbb 3\90‘ 13570 4307 S116 /7 e0.00  81.35%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 —
19.50
H 185.0 284.0 m/z 43.10 80.91%
O\"\H‘ ‘1"\“\“‘!1‘1\“‘\\\\‘\\\f‘\\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid
73.0
T
19.50
5000 m/z 57.10 79.91%
‘ 143.0 242.0
ML L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid 7 ‘
60.0 19.50
m/z 55.05 70.67%
5000 129.0
H 213.0
Obrrhy ‘l"H‘M":J“"wa\m‘,"H_Wwwww e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31723\
Data File : BP014123.D

Acqg On : 17 Mar 2023 16:25
Operator : CG/JU

Sample : 01944-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.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 17 5-Octadecene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.215 8.01 ng 766134  Chrysene-di12 21.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 94
2 Cyclohexadecane 224 C16H32 000295-65-8 94
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94

Abundance Scan 3065 (21.215 min): BP014123.D\data.ms (-3061) (- m/z 57.05 100.00%

57.0
5000

1%5.1 - ——
21.00 21.50

208.1 281.1
H‘.n}\,u.,.....355142974891546‘ m/z 83.05 86.11%

miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138523: 5-Octadecene, (E)-
55.0

5000 T
21.00 21.50
m/z 43.10 84.76%

L] 250060 2520
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104594: Cyclohexadecane
55.0

T
21.00 21.50

o

o

5000 ITI/Z 55.05 83.10%
5.0
’ } 224.0
okl
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #326113: Heptadecy! heptafluorobutyrate —— ——
57.0 21.00 21.50
m/z 69.10 76.38%
5000
238.0
o"MH‘WmM‘wm“_m"m_m_m_m_m_ — e
m/z--> 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\BP@31723\
Data File : BP014123.D

Acqg On : 17 Mar 2023 16:25
Operator : CG/JU

Sample : 01944-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.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-... 5.134 32.2 ng 10727990 1 8.063 666243 20.0
2-Heptanone 5.875 2.5 ng 83841 1 8.063 666243 20.0
Benzene, 1,3-di... 6.046 2.4 ng 79413 1 8.063 666243 20.0
Tetradecane 13.510 2.3 ng 135384 3 14.704 1186520 20.0
Coumarin 14.222 2.8 ng 164746 3 14.704 1186520 20.0
Pentadecane 14.580 3.3 ng 195597 3 14.704 1186520 20.0
Hexadecane 15.533 3.2 ng 187301 3 14.704 1186520 20.0
3,5-Dimethyldod... 15.939 2.1 ng 122886 3 14.704 1186520 20.0
Benzophenone 16.063 8.9 ng 528685 3 14.704 1186520 20.0
Heptadecane 16.398 3.1 ng 236970 4 17.463 1534440 20.0
Tridecane, 7-pr... 17.192 2.5 ng 190177 4 17.463 1534440 20.0
Heneicosane 17.933 2.1 ng 159667 4 17.463 1534440 20.0
n-Hexadecanoic ... 18.321 15.3 ng 1170280 4 17.463 1534440 20.0
Eicosane 18.598 2.2 ng 167574 4 17.463 1534440 20.0
Octadecanoic acid 19.551 4.8 ng 456554 5 21.545 1912190 20.0
5-Octadecene, (E)- 21.215 8.0 ng 766134 5 21.545 1912190 20.0
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