LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070821\
Data File : BP0@6141.D

Acqg On : 08 Jul 2021 15:53

Operator : CG/JU

Sample : M2963-05

Misc . MH-1A-COMP

ALS vial : 6 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-BP070721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@6141.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.987 318 323 332 rBV 76870 117817 1.32% 0.234%
2 5.452 396 402 422 rBV 3603659 5515810 62.00% 10.970%
3 7.063 669 676 701 rBV 3086058 5303512 59.62% 10.548%
4 7.875 807 814 825 rBV 673093 1084354 12.19% 2.157%
5 9.046 1005 1013 1035 rBV 1909425 3369301 37.87% 6.701%

6 10.481 1247 1257 1271 rBV 165782 475354  5.34%  0.945%
7 10.681 1283 1291 1304 rBV 756741 1392669 15.65% 2.770%
8 13.140 1701 1709 1729 rBV 4630103 7095946 79.76% 14.113%
9 14.510 1936 1942 1956 rVB 1028731 1616912 18.18% 3.216%
10 15.263 2065 2070 2079 rBV 67223 119835 1.35%
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11 16.004 2188 2196 2217 rBV 3145068 4902343 55.11%
12 17.263 2404 2410 2418 rBV 1115244 1736164 19.52%
13 18.145 2556 2560 2565 rBV 135676 210701 2.37%
14 19.375 2766 2769 2773 rBv4 59171 93519 1.05%
15 19.816 2838 2844 2849 rBV 7558596 8896203 100.00% 17.693%
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16 21.010 3043 3047 3050 rBV 184336 305191 3.43%
17 21.063 3050 3056 3061 rVv2 382819 828573 9.31%
18 21.116 3061 3065 3074 rVB 741808 1027220 11.55%
19 21.345 3099 3104 3109 rBV 1403198 1902183 21.38%
20 22.427 3283 3288 3299 rVB 1262860 1896787 21.32%
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21 23.739 3505 3511 3524 rVB2 1140465 2389362 26.86% 4.752%

Sum of corrected areas: 50279756
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070821\

Data File : BP0@6141.D

Acq On : 08 Jul 2021 15:53

Operator : CG/JU

Sample : M2963-05

Misc MH-1A-COMP

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BP006141.D\data.ms

7000000
6000000
5000000

4000000 5.452

7.063
3000000

2000000 9.046

1000000 7.875

4.987

10.681
10.48]}\

550 6.00 650 7.00 750 8.00

TIC: BP006141.D\data.ms

350 4.00 450 5.00 850 9.00 9.50

Time-->
Abundance

7000000

6000000

5000000 13.140

4000000

16.004
3000000

2000000

14.510 17.263

1000000
18.145

15.263

O\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\/‘\\\\\‘\\\\‘\\\

10.00 10.50 11.00 11.50

19.816

19.375

O
12.00 1250 13.00 13.50 14.00

Time-->
Abundance

TIC: BP006141.D\data.ms
7000000
6000000
5000000

4000000

3000000
22.427

23.739

2000000

1000000

1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

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\BP070821\
Data File : BP0O@6141.D

Acq On : 08 Jul 2021 15:53

Operator : CG/JU

Sample : M2963-05

Misc . MH-1A-COMP

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.987 2.17 ng 117817 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 12
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 Guanidine 59 CHS5N3 000113-00-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 323 (4.987 min): BP006141.D\data.ms (-318) (-) m/z 43.10 100.00%

43.1
5000
101.1
AR EmaEs I
J 4.60 4.80 5.00 5.20 5.40
Olprrrdh i 161:1222.0280.6_357.1 4580 5332  n/; 59.05  63.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 BB R R
4.60 4.80 5.00 5.20 5.40
m/z 101.10  29.22%
101.0
O‘\\M\H\‘l \\‘\“l\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance  #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

—

4.60 4.80 5.00 5.20 5.40
5000 m/z 58.05 16.23%

126.0
O

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

Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone RREREEEESEEEEEE Eas
43.0 4.60 4.80 5.00 5.20 5.40

m/z 41.05 8.30%

.

5000 101.0

-

0 .l“.”hl

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070821\
Data File : BP0O@6141.D

Acq On : 08 Jul 2021 15:53

Operator : CG/JU

Sample : M2963-05

Misc . MH-1A-COMP

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.481 6.83 ng 475354 Naphthalene-d8 10.681
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
3 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 52
4 Di-sec-butyl ether 130 C8H180 006863-58-7 50
5 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 50
Abundance Scan 1257 (10.481 min): BP006141.D\data.ms (-1247) (- m/z 57.05 100.00%
57.0
5000 /\\\NNM‘M
T
M 132.1 A 10.50
ol [1321 207.0 282.1341.1400.9460.6 54T 1/, 45.05 95.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32655: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 T
10.50
‘ m/z 41.05 39.57%
O‘H‘\J“\‘J\h\“"\‘uV]\_\s%.‘ouu‘uH‘HH‘\H\‘HH‘HH‘HH“H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8872: Ethylene glycol monoisobutyl ether
57.0
1
10.50
5000 m/z 75.10 21.71%
o‘md!km‘“wH‘w‘HH_H‘_H‘_m_ww,w,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4466: 3,3-Dimethylbutane-2-ol =
45.0 10.50
m/z 56.05 17.56%
L S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070821\
Data File : BP0O@6141.D

Acq On : 08 Jul 2021 15:53

Operator : CG/JU

Sample : M2963-05

Misc . MH-1A-COMP

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

18.145 2.43 ng 210701  Phenanthrene-die 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Octadecanoic acid 284 C18H3602 000057-11-4 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 81

Abundance Scan 2560 (18.145 min): BP006141.D\data.ms (-2556) (-  m/z 73.05 100.00%

73.0
5000
213.1 — ——
H ” 30 \ \ \ 76.9 340.9.400.9 1800 1850
oL LLLL L) 2769 340.9400.9462.1 5369 ./, 4319  89.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 A U
18.00 18.50
}’ 213.0 m/z 60.00 87.06%
O\\i“ \l\’l‘\Wh\“}\‘[L\‘\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95855: Pentadecanoic acid
73.0
= —
18.00 18.50
5000 m/z 57.10 72.43%
‘ 143.0 242.0
AT Tt
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid —— —
73.0 18.00 18.50
m/z 41.05 69.97%
5000
H 185.0 284.0
oL, JW“MWMJJAMHH‘Hﬂ‘_‘u‘u“_‘u“u‘_“w‘ — —
m/z--> 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\BP070821\
Data File : BP0O@6141.D

Acq On : 08 Jul 2021 15:53

Operator : CG/JU

Sample : M2963-05

Misc . MH-1A-COMP

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Benzenepropanamide, .alpha.... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.010 3.21 ng 305191 Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenepropanamide, .alpha.-(ben... 284 C16H16N203 058690-81-6 59
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 40
3 1-Propanol, 2-[2-(benzoyloxy)pro... 342 C20H2205 020109-39-1 38
4 Benzoic acid, 2-benzyloxy-3-brom... 348 C17H17BroO3 1000191-33-3 23
5 3-Amino-1-[2,3,5-tri-0-benzoyl-.... 568 C29H24N607 1000211-55-2 16

Abundance Scan 3047 (21.010 min): BP0O06141.D\data.ms (-3043) (- m/z 105.00 100.00%
105.0

5000 163.1

—

—
21.00

411 281.1 ‘

bbb b 22300 3551 427.3489.15481  n/7 163.05  47.72%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #130870: Benzenepropanamide, .alpha.-(benzoylamino)-
105.0
163.0
5000 =
21.00
m/z 77.00 25.65%
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32819: Morpholine, 4-phenyl-
105.0
163.0
=T \
21.00
5000 ITI/Z 106.00 8.25%
] o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #178311: 1-Propanol, 2-[2-(benzoyloxy)propoxy]-, benzoz =
105.0 21.00

m/z 51.05 5.45%

163.0
5000

[

oL Pl L | pe1o 3430
[ D A R S e e T

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\BP070821\
Data File : BP0O@6141.D

Acq On : 08 Jul 2021 15:53

Operator : CG/JU

Sample : M2963-05

Misc . MH-1A-COMP

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 unknown21.063 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.063 8.71 ng 828573 Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-(4-Formyl-phenyl)-N-methyl-for... 163 C9H9NO2 079213-80-2 47
2 Glyoxylamide, N-phenyl- 163 C9HINO2 032331-52-5 47
3 Ethanone, 1-[2-(dimethylamino)ph... 163 C1OH13NO 010336-55-7 42
4 Morpholine, 4-phenyl- 163 C1OH13NO 000092-53-5 42
5 1,3-Dioxolane, 2,4-dimethyl-2-ph... 178 C11H1402 004359-30-2 39

Abundance Scan 3056 (21.063 min): BP006141.D\data.ms (-3050) (-  m/z 105.00 100.00%

105.0
163.1
5000
T [
21.0 21.00
b ditbidly | 221128113411 41584747 548 /7 163 05  70.79%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #33197: N-(4-Formyl-phenyl)-N-methyl-formamide
168.0
5000 —~— :
21.00
m/z 77.00  28.92%
77.0
0 \l\vi\\“\‘h\“\\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘H\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33146: Glyoxylamide, N-phenyl-
163.0
T [
21.00
5000 43.0 m/Z 164.00 8.26%
0 ”"LL
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #32876: Ethanone, 1-[2-(dimethylamino)phenyl]- e ‘
163.0 21.00
94.0 m/z 97.10 8.15%
b W/\JM/W\
O.J}..ﬂ,\‘llxl —
m/z--> 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\BP070821\
Data File : BP0O@6141.D

Acq On : 08 Jul 2021 15:53

Operator : CG/JU

Sample : M2963-05

Misc . MH-1A-COMP

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 2,2'-(Ethane-1,2-diylbis(ox... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.116 10.80 ng 1027220 Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C28H2206 1000366-99-4 78
2 Benzoic acid, 2-(2-chlorophenoxy... 276 C15H13C103 1000368-25-9 72
3 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 64
4 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 64
5 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 59

Abundance Scan 3065 (21.116 min): BP006141.D\data.ms (-3061) (- m/z 105.00 100.00%

105.0
5000
— =
2071 21.00 21.50
ol A2 || 2077 281.03402402.1 47475374 1 7 149.00  83.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy
105.0
5000 — ——
21.00 21.50
m/z 77.05 38.52%
ol 450, | 179.0
‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #124187: Benzoic acid, 2-(2-chlorophenoxy)ethyl ester
149.0

o

= .
21.00 21.50

5000 m/z 51.05 8.89%

| 276.0

R R L R AR AR EERRARRE

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

Abundance #56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl- i P

149.0 21.00 21.50

m/z 150.00 7.84%

o
~
~
o

5000
77.0

-

O‘HHWMH“HH e o o R R R R R N —T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070821\
Data File : BP0O@6141.D

Acq On : 08 Jul 2021 15:53

Operator : CG/JU

Sample : M2963-05

Misc . MH-1A-COMP

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 9-Octadecenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.427 19.94 ng 1896790 Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 95
2 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 90
3 9-Octadecenamide, 12-hydroxy-, [... 297 C18H35N0O2 035732-94-6 30
4 Acetic acid, cyanohydroxyimino-,... 128 C4H4N203 061295-92-9 27
5 3-Tridecanone 198 C13H260 001534-26-5 27

Abundance Scan 3288 (22.427 min): BP006141.D\data.ms (-3283) (- m/z 59.05 100.00%
59.0

—

5000
‘ 22.50
- M!”J'VM;?‘??‘9“‘“‘3‘?‘0‘?‘”“‘4‘3‘1“2‘499‘9543‘ m/z 72.10 74.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #128445: 9-Octadecenamide, (Z)-
59.0
5000 U

N
N
a
e

m/z 55.10  48.84%

‘\‘\d\‘\’\l\m\““l\“\h\\‘\1\8\4\‘0\\\\‘2\\8\].\?\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174696: 13-Docosenamide, (2)-
59.0

—
22.50
5000 m/z 41.10 30.93%

337.0
s e |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070821\
Data File : BP006141.D

Acqg On : 08 Jul 2021 15:53
Operator : CG/JU

Sample : M2963-05

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 4.987 2.2 ng 117817 1 7.875 1084350 20.0
Ethanol, 2-(2-b... 10.481 6.8 ng 475354 2 10.681 1392670 20.0
n-Hexadecanoic ... 18.145 2.4 ng 210701 4 17.263 1736160 20.0
Benzenepropanam... 21.010 3.2 ng 305191 5 21.345 1902180 20.0
unknown21.063 21.063 8.7 ng 828573 5 21.345 1902180 20.0
2,2'-(Ethane-1,... 21.116 10.8 ng 1027220 5 21.345 1902180 20.0
9-Octadecenamid... 22.427 19.9 ng 1896790 5 21.345 1902180 20.0
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