LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM020323\
Data File : BM@38689.D

Acq On : 03 Feb 2023 21:13
Operator : CG/JU

Sample : 01414-02

Misc :

ALS Vvial : 13  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 M\Methods\8270-BM020123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@38689.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.016 304 311 321 rVB 293283 400340 15.95%  2.999%
2 5.487 385 391 399 rBV 849077 1163577 46.35% 8.716%
3 7.104 659 666 678 rBV 751935 1159544 46.19% 8.686%
4 7.922 799 805 813 rBV 202227 308709 12.30% 2.313%
5 9.098 998 1005 1014 rBV 434830 692970 27.60% 5.191%

6 10.734 1276 1283 1291 rBV 228937 362871 14.45%  2.718%
7 13.186 1694 1700 1714 rBV 1395219 1883274 75.02% 14.108%
8 14.563 1926 1934 1943 rBV 372045 525033 20.91% 3.933%
9 15.921 2159 2165 2172 rBV 45156 57234  2.28% 0.429%
10 16.051 2181 2187 2204 rBV 1203068 1629060 64.89% 12.203%

11 17.304 2394 2400 2408 rBV 446284 622053 24.78% 4.660%
12 18.192 2543 2551 2558 rBV 151441 223693 8.91% 1.676%
13 19.462 2763 2767 2776 rBV3 58913 97994  3.90% 0.734%
14 19.921 2840 2845 2852 rBV 2211808 2510362 100.00% 18.805%
15 20.603 2959 2961 2965 rVB2 35460 38756 1.54% ©.290%

16 21.174 3054 3058 3064 rBV3 93485 123944  4.94% 0.928%
17 21.480 3105 3110 3116 rBV 569284 714130 28.45%
18 23.874 3511 3517 3528 rVB2 425144 835779 33.29% 6.261%

Ul
w
Ul
(]
B

Sum of corrected areas: 13349323
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM020323\
Data File : BM@38689.D

Acq On : 03 Feb 2023 21:13
Operator : CG/JU

Sample : 01414-02

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM038689.D\data.ms
2000000
1500000
1000000
5.487
7.104
500000 9.098
5.016 7 022 10.734
O \\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM038689.D\data.ms
19.921
2000000
1500000 13.186
16.051
1000000
500000 14,563 17.304
18.192
15_94 19.462 LJM_Z’(}/@
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Time--> 12.00 1250 13.00 13,50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM038689.D\data.ms
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1500000
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21.480 23.874
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21.174
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM020323\
Data File : BM@38689.D

Acq On : 03 Feb 2023 21:13
Operator : CG/JU

Sample : 01414-02

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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.
5.016 25.94 ng 400340 1,4-Dichlorobenzene-d4 7.922

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 50
3 Propane, 1,1-dipropoxy- 160 C9H2002 004744-11-0 38
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 37
5 Succinic acid, heptyl 2-methoxye... 274 C14H2605 1000325-80-7 33
Abundance Scan 311 (5.016 min): BM038689.D\data.ms (-304) (-) m/z 43.00 100.00%
43.0
5000
101.0
REEEE R R
‘ 4.60 4.80 5.00 5.20 5.40
Ob el 889 e 29T mjz 59.00  63.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I B LB B
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.00  30.45%
O\‘\‘\“\\“h\\\‘}“\7\3\-\0“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9395: Hydrazine, 1,1-bis(1-methylethyl)-
59.0
Rmaas e A REEE
4.60 4.80 5.00 5.20 5.40
m/z 58.00 15.44%
5000 101.0
27.0 ‘
owh”u“”l”!w”m_Hwmm_m_wwm_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36862: Propane, 1,1-dipropoxy- PR A T T T
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 10.02%
5000 101.0
31.0
131.0
0 199.0 R NN LN L B
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM020323\
Data File : BM@38689.D

Acq On : 03 Feb 2023 21:13
Operator : CG/JU

Sample : 01414-02

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 2 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.921 2.18 ng 57234  Acenaphthene-die 14.563
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 94
2 Azobenzene 182 C12H16N2 000103-33-3 59
3 Methanone, phenyl-2-pyridinyl- 183 C12H9NO 000091-02-1 50
4 Benzene, (2-bromoethenyl)- 182 C8H7Br 000103-64-0 46
5 Benzene, (2-bromoethenyl)-, (Z)- 182 C8H7Br 000588-73-8 46
Abundance Scan 2165 (15.921 min): BM038689.D\data.ms (-2159) (- | m/z 105.00 100.00%
105.0
77.0 182.0
5000
51.0 ANIN
152.0 16.00
O eyl 3260 2068 27 00 67.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56927: Benzophenone
105.0
77.0 182.0 A
5000 1
16.00
51.0 m/z 182.00 66.96%
O\‘\\\\‘\\‘\\‘\\\H“‘\\\\‘\\\\1‘2\6\.9\‘]\-\5%\‘0‘\\\\“\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56777: Azobenzene
71.0
A
182.0 16.00
5000 m/z 51.00 24 .59%
51.0 105.0
o270 ‘ 1280 1920 |
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #57941: Methanone, phenyl-2-pyridinyl- | ‘A% s
77.0 105.0 155.0 16.00
m/z 181.00 13.16%
5000 51.0 182.0
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM020323\
Data File : BM@38689.D

Acq On : 03 Feb 2023 21:13
Operator : CG/JU

Sample : 01414-02

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-

BM020123.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.192 7.19 ng 223693 Phenanthrene-d10 17.304
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 2551 (18.192 min): BM038689.D\data.ms (-2543) (- | m/z 73.00 100.00%
73.0
43.0
5000 129.0
213.1
Py -
‘ H ‘ 171l ‘ 256.1 18.00 18.50
oL : ‘1“ ‘u‘d‘ \\M \‘H‘\WH‘\‘L M MH‘\\ : ‘\‘ “‘ \‘H“ ‘i [ : L‘ m/z 60.00 82.00%
miz--> 50 100 150 200 250
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 — NS
213.0 18.00 18.50
‘ 171.0 m/Z 43.05 65.25%
o) \“ W ‘H‘H‘ W um ] \‘\L ‘ ‘\‘ “‘ “\‘h“ A “ — “ —
miz—-> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid
73.0
43.0 ey s
18.00 18.50
5000 129.0 m/z 55.00 62.39%
185.0
|
oL ‘thJJMLNLM‘M‘W J\“‘A‘“H “k —
miz--> 50 100 150 200 250
Abundance #92069: Tridecanoic acid oy i
73.0 18.00 18.50
43.0 m/z 41.10 58.09%
171.0
‘ 214.0
olb— ‘\‘ HJ ‘M h“ “HM‘ um“\ by “ ‘n“ L “‘ : “\‘ — g e
m/z--> 50 100 150 200 250 18.00 18.50

8270-BM020123.M Mon Feb 06 14:49:10 2023

Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM020323\
Data File : BM@38689.D

Acq On : 03 Feb 2023 21:13
Operator : CG/JU

Sample : 01414-02

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 4 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.462 2.74 ng 97994  Chrysene-d12 21.480
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Undecanoic acid 186 C11H2202 000112-37-8 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 2767 (19.462 min): BM038689.D\data.ms (-2763) (- | m/z 73.00 100.00%
73.0
5000 129.0 WJW
185.0
241.2 L —
284.1 19.50
b Ly L | 355.
0 At Ly bbb b L TP m/z 60.00  80.10%
m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
5000p8.0 284.0
1850 2410 19.50
m/z 43.05 70.44%
0 H$MMHJ‘M$‘M\‘H”L‘H\“‘M‘ S
miz--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid
73.0
——
19.50
5000 m/z 54.95 62.58%
129.0
29. 185.0 228.0
0 ‘\\m‘ u‘“‘“ {M‘\‘H} ‘\ | \‘m‘\ “\‘ \‘ I e
m/z--> 50 100 150 200 250 300 350
Abundance #126203: Pentadecanoic acid ——
73.0 19.50
m/z 57.05 60.07%
5000 129.0
29.
199.0 242.0
0 e AR e
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM020323\
Data File : BM@38689.D

Acq On : 03 Feb 2023 21:13
Operator : CG/JU

Sample : 01414-02

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 1-Hexacosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.174 3.47 ng 123944  Chrysene-d12 21.480
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 95
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan3058(21174nﬂm BM038689.D\data.ms (-3054) (- m/z 57.00 100.00%

-
207.0 21.00 21.50

2830 3429 429,
ol Ll “M OOl 2520 3429 420 4300 92.27%

m/z--> 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene
57.0

5000 11.0 — —
21.00 21.50

m/z 83.10  88.12%

oL \16 238.0 2020 364.0
\\’\\\\‘ 1\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
s

21.00 21.50
5000 m/z 69.05 83.47%

111.0
169.0 238.0
P P aese
m/z--> 50 100 150 200 250 300 350 400
Abundance

#299848: 1-Heptacosanol T T
57.0 21.00 21.50

m/z 55.05 82.31%

111.0
5000
L { h¢¢%679 222.0 278.0322.0 378.0

ol AL LT 2220 278.03220 3730 et ——
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM020323\
Data File : BM@38689.D

Acqg On : 03 Feb 2023 21:13
Operator : CG/JU

Sample : 01414-02

Misc

ALS vial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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-... 5.016 25.9 ng 400340 1 7.922 308709 20.0
Benzophenone 15.921 2.2 ng 57234 3 14.563 525033 20.0
n-Hexadecanoic ... 18.192 7.2 ng 223693 4 17.304 622053 20.0
Octadecanoic acid 19.462 2.7 ng 97994 5 21.480 714130 20.0
1-Hexacosene 21.174 3.5 ng 123944 5 21.480 714130 20.0
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