LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0@8287.D

Acqg On : 08 Dec 2021 19:50
Operator : CG/JU

Sample : M4959-13

Misc :

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-BP112521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@0@8287.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.299 219 223 230 rBV 113973 150707 3.36% 0.602%
2 4.899 319 325 337 rBV 538715 738980 16.49% 2.950%
3 5.369 398 405 418 rBV 1514871 2292899 51.15% 9.154%
4 6.963 667 676 692 rBV 1388942 2355785 52.55%  9.405%
5 7.769 804 813 822 rBV 315838 485248 10.83% 1.937%

6 8.934 1003 1011 1027 rBV 898736 1523972 34.00% 6
7 10.363 1247 1254 1275 rBV 212633 508283 11.34% 2
8 10.569 1281 1289 1305 rVB 378805 644707 14.38%  2.574%
9 13.045 1701 1710 1724 rBV 2105465 3223006 71.90% 12.
10 13.334 1752 1759 1768 rBV 152806 263683 5.88% 1

11 14.422 1938 1944 1960 rVB 572452 883462 19.71%  3.527%
12 15.422 2109 2114 2128 rVB3 27503 57522 1.28% 0.230%
13 15.928 2189 2200 2223 rBV 1779160 2666273 59.48% 10.644%
14 17.186 2408 2414 2426 rBV 711585 1069711 23.86% 4.271%

15 17.869 2526 2530 2538 rVB 51953 70998 1.58% ©.283%
16 18.092 2563 2568 2576 rBV 141316 214949 4.80% 0.858%
17 18.927 2706 2710 2716 rBV2 36141 58017 1.29% ©0.232%
18 19.010 2720 2724 2728 rVB 149684 172161 3.84% ©.687%
19 19.139 2742 2746 2749 rVB 60931 64417 1.44% 0.257%
20 19.269 2764 2768 2771 rVB 42321 45993 1.03% 0.184%

21 19.763 2847 2852 2862 rBV 3669082 4482596 100.00% 17.896%

22 20.045 2896 2900 2907 rBV 115680 183407 4.09% 0.732%
23 20.392 2955 2959 2963 rVB 142793 165100 3.68% ©.659%
24 20.445 2965 2968 2974 rVB2 44665 58685 1.31% 0.234%
25 20.516 2976 2980 2983 rWwV 66592 69609 1.55% 0.278%
26 21.016 3061 3065 3072 rBV2 206958 305532 6.82% 1.220%
27 21.080 3073 3076 3080 rVB 79695 91125 2.03% 0.364%
28 21.210 3095 3098 3105 rBV 59901 63269 1.41% 0.253%
29 21.298 3108 3113 3118 rBV 778286 1016667 22.68% 4.059%
30 21.386 3126 3128 3131 rBV 46922 50036 1.12% ©0.200%
31 22.539 3321 3324 3329 rVB 149188 212161 4.73% ©.847%

32 23.692 3514 3520 3528 rVB 415435 859546 19.18% 3.432%

Sum of corrected areas: 25048506
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance

3500000
3000000
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2000000
1500000
1000000

500000

0

: 08 Dec 2021 19:50
: CG/JU
: M4959-13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
BP008287.D

: 6 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

TIC: BP008287.D\data.ms

5.369 6.963

8.934

4.899
7769 10.569

e I g

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
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1500000
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500000

TIC: BP008287.D\data.ms
19.763

13.045
15.928

17.186
14.422

3(
13.334 15.422 17 48,092 18 9 20.048893%

0
Time-->
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3000000

2500000

2000000
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0
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TIC: BP008287.D\data.ms

21.298

Time--> 20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0@8287.D

Acqg On : 08 Dec 2021 19:50
Operator : CG/JU

Sample : M4959-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 3-Penten-2-one, 4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.299 6.21 ng 150707 1,4-Dichlorobenzene-d4 7.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
4 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 78
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 72
Abundance Scan 223 (4.299 min): BP008287.D\data.ms (-219) (-) m/z 83.00 100.00%

83.0
5000

l‘ 4.00 4.20 4.40 4.60
bl | 1469 22082809 387245015133~ n/z s55.00  99.44%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3653: 3-Penten-2-one, 4-methyl-
83.0
5000 LN B R R R R B I R

4.00 4.20 4.40 4.60

‘ m/z 98.00 34.20%

0‘\\‘\l\i"J\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #3553: 3-Hexen-2-one

55.0
R ABRRRRNEREES R
4.00 4.20 4.40 4.60
5000 m/z 42.95 34.03%

|

_m_m‘HH‘HH,‘HwHH_H‘WHWHWHWH_
m/z--> 100 150 200 250 300 350 400 450 500 550 MJL“
Abundance i

#3784: 2-Pentene, 2,4-dimethyl- T T T
83.0 4.00 4.20 4.40 4.60

m/z 39.05  28.36%

5000 Jv\
iiilMl

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60

O

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0@8287.D

Acqg On : 08 Dec 2021 19:50
Operator : CG/JU

Sample : M4959-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.899 30.46 ng 738980 1,4-Dichlorobenzene-d4 7.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 325 (4.899 min): BP008287.D\data.ms (-319) (-) m/z 43.00 100.00%

43.0
5000
101.0

J ‘ 4.60 4.80 5.00 5.20

Okl 2069 2810 363.4 42064893548 4/ 58.95  65.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L B I BN R
4.60 4.80 5.00 5.20
m/z 100.95 21.65%
101.0
O‘\\”\“\‘ \\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
T
4.60 4.80 5.00 5.20
5000 m/z 57.95 16.18%
o_"\ML‘ “““““‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9477: 3-Hexanol, 4-methyl- “w“‘w“‘w“‘w“‘
59.0 4.60 4.80 5.00 5.20
m/z 41.00 9.42%
5000 J\
LIl

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0@8287.D

Acqg On : 08 Dec 2021 19:50
Operator : CG/JU

Sample : M4959-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.363 15.77ng Se8283 Naphthalene-ds 16.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 CgH1803 000112-34-5 90

2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803
3 Ethylene glycol monoisobutyl ether 118 C6H1402
4 Acetaldehyde, di-sec-butyl acetal 174 C10H2202
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803

Abundance Scan 1254 (10.363 min): BP008287.D\data.ms (-1247) (-
57.1

054446-78-5 83
004439-24-1 59
005314-41-0 59
018912-80-6 56

m/z 57.10 100.00%

-

5000
— =
’ 10.00 10.50
oy ul 4311 207.1266.6326.0387.1 46035232 ./, 45,00 97.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 — =
10.00 10.50
& m/z 41.00 35.04%
O‘\m\|\‘!‘J\h\“"\‘“\{l]\.?\“z\.?\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
— e
10.00 10.50
5000 ITI/Z 74.95 18.51%
o bz
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10091: Ethylene glycol monoisobutyl ether — S
57.0 10.00 10.50
m/z 56.10 15.84%
5000 /\\‘J\M
‘ ‘11&0
odhbalse ‘

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0@8287.D

Acqg On : 08 Dec 2021 19:50
Operator : CG/JU

Sample : M4959-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.334 5.97 ng 263683  Acenaphthene-di10 14.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Metacetamol 151 C8HI9NO2 000621-42-1 58
3 Acetaminophen 151 C8HINO2 000103-90-2 53
4 N-(4-tert-Butoxyphenyl)acetamide... 249 C14H19NO3 1000504-17-4 53
5 Pyridine, 2-butyl-, 1-oxide 151 CSH13NO 031396-32-4 53

Abundance Scan 1759 (13.334 min): BP008287.D\data.ms (-1752) (-
43.0

109.1

5000

0 mAMm. 689 28113407 4319 530.0

e A e TR T T e T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol

m/z 43.00 100.00%

|

1300 1350
m/z 109.05 70.90%

43.0 109.0 /\
5000
1300 1350
m/z 151.00 42.43%
g 220
O‘\\“\\\‘fdl\ﬂ\‘u\“\M“‘IWMH\A\L\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28724: Metacetamol
109.0
1300 13.50
43.0
0 et e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28727: Acetaminophen
109.0 1300 1350
m/z 68.95 15.16%
5000
43.0
O‘Huwhu“‘Hﬂu‘w‘u‘_‘H‘H‘w‘uw‘u‘_‘u‘u‘w‘

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0@8287.D

Acqg On : 08 Dec 2021 19:50
Operator : CG/JU

Sample : M4959-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 n-Hexadecanoic acid

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.092 4.02 ng 214949  Phenanthrene-die 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 81
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 2568 (18.092 min): BP008287.D\data.ms (-2563) (-

m/z 73.00 100.00%

%

\ \
18.00

m/z 43.10 82.46%

%

\ \
18.00

m/z 59.95 78.10%

.

T
18.00

m/z 57.05 71.81%

N

\ \
18.00

m/z 55.05 65.15%

73.0
5000
L 213.2
o Ml L 20 w570 ams sona
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
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000
H 1850  284.0
o_m“”‘ ‘J“-'\\“MM“‘ S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
5000
£ ‘ 199.0
o15.0] isso |

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0@8287.D

Acqg On : 08 Dec 2021 19:50
Operator : CG/JU

Sample : M4959-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 13-Octadecenoic acid, methy... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

19.010 3.22 ng 172161  Phenanthrene-die 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 97
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 95
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 94
4 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 94
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 94

Abundance Scan 2724 (19.010 min): BP008287.D\data.ms (-2720) (-  m/z 55.00 100.00%

55.0
5000
T \
} ‘30180 2 ZGTJ 19.00
0 Hl_“!“s“ blagpi Lol | 3551 43184880549 L, o9 oc o84y
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194420: 13-Octadecenoic acid, methyl ester
55.0
5000 -
19.00
264.0 m/z 73.95 58.23%
O \J‘\‘\“”\’\H\\‘J\“\"I\"\”h‘J\\‘\\I\\‘\h\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194422: 16-Octadecenoic acid, methyl ester
55.0
T \
19.00
5000 ITI/Z 41.05 57.06%
264.0
llgzeo,
oL e ey
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194421: 14-Octadecenoic acid, methyl ester — ‘
55.0 19.00
m/z 83.05 48.11%
5000
264.0
oMMt a0 | W,
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0@8287.D

Acqg On : 08 Dec 2021 19:50
Operator : CG/JU

Sample : M4959-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 5-Octadecene, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.045 3.61 ng 183407  Chrysene-di2 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 93
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 n-Nonadecanol-1 284 C19H400 001454-84-8 91
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
5 1-Octadecanol 270 C18H380 000112-92-5 91

Abundance Scan 2900 (20.045 min): BP008287.D\data.ms (-2896) (-  m/z 55.00 100.00%

55.0
5000
T \
1%51
207.0 20.00
281.0
om‘“ Mg, 28103411 4200 | 8351 ) 57 05 89.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #138523: 5-Octadecene, (E)-
55.0
5000 —— |
20.00
m/z 83.10 88.53%
OJ‘IKHI‘”E“?.I025?.O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155961: 1-Nonadecene
97.0
T \
20.00
5000 ITI/Z 43.05 86.09%
29.0
oL L gsme_zsne
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179253: n-Nonadecanol-1 T
83.0 20.00
m/z 69.05 77.88%
Joilllsse zos L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0@8287.D

Acqg On : 08 Dec 2021 19:50
Operator : CG/JU

Sample : M4959-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4,8,12,16-Tetramethylheptad... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

20.302  3.25ng lesiee Chrysene-d12 21.298

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 4,8,12,16-Tetramethylheptadecan-... 324 C21H4002

2 Hexanoic acid, 6-tridecyl ester 298 C19H3802
3 Hexanoic acid, 4-hexadecyl ester 340 C22H4402
4 Esaprazole 225 C12H23N30

5 Pyrimidine-2,4,6-trione, 1-butyl... 323 C15H25N503

Abundance Scan 2959 (20.392 min): BP008287.D\data.ms (-2955) (-

096168-15-9 74
1000279-29-5 53
1000282-83-8 53
064204-55-3 49
1000304-28-1 47

m/z 98.95 100.00%

99.0
5000
41, = ey
‘ “ p, 2070 40 2000 20.50
ob bbby | 23203430 42904908549, /7 43.00  43.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #229564: 4,8,12,16-Tetramethylheptadecan-4-olide
99.0
5000 — —
20.00 20.50
4.T m/z 57.00 31.47%
O TTT ‘\‘ ‘%T \m\l‘ I\”‘\“L\ \l “\]-\8\4\‘0\ \\2\5‘4\\0\ \‘3\2\4\..\0‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #197315: Hexanoic acid, 6-tridecyl ester
99.0
P P
20.00 20.50
5000 41.0 ITI/Z 55.05 29.00%
g 20
O‘HhHUW W‘w‘Hkp‘u“H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #249020: Hexanoic acid, 4-hexadecyl ester — —
99.0 20.00 20.50
m/z 69.05 24.72%
5000
41.0
o““\‘“' pieze2a0 e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0@8287.D

Acqg On : 08 Dec 2021 19:50
Operator : CG/JU

Sample : M4959-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Heneicosyl formate

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.016 6.01 ng 305532  Chrysene-d12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
2 1-Hexacosene 364 C26H52 018835-33-1 93
3 Pentacos-1-ene 350 C25H50 016980-85-1 93
4 Heptacos-1-ene 378 C27H54 015306-27-1 93
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 93

Abundance Scan 3065 (21.016 min): BP008287.D\data.ms (-3061) (-
57.0

m/z 57.05 100.00%

163.0 R :
HM | l 2211 296.1355.0 416,9475.0 2199
ol AL 2211 2961355.0416,9475.08363 )/, 55,09 92.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate
57.0
5000 —— |
21.00
105.0 m/z 83.05 86.62%
} } 294.0
O\\ ‘! 1\‘\‘!“I\I\\‘\‘!\\\‘\\\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene
57.0
T \
21.00
5000 ITI/Z 43.05 81.36%
1p5.0
oL 1”‘\4?2-0292-03?4-0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene T
55.0 21.00
m/z 69.05 73.69%
5000
1p5.0
350.0
ol i Heuh““1%?5_9”2&49_”‘,\””_WH_W e
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\BP120821\
Data File : BP0@8287.D

Acqg On : 08 Dec 2021 19:50
Operator : CG/JU

Sample : M4959-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Supraene

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
22.539 4.94 ng 212161  Perylene-di2 23.692
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 98
2 Squalene 410 C30H50 000111-02-4 91
3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
4 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
5 3,7,11-Trimethyl-2,6,10-dodecatr... 217 C15H23N 029789-67-1 64

Abundance Scan 3324 (22.539 min): BP008287.D\data.ms (-3321) (-
69.0

5000

0 ‘ \mm 208.0 281.0 355.1415.1 489.1548.
b e e e e e e

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

Abundance #308259: Supraene
69.0
5000
137.0
N i1l 203.0 273.0 341.0 410.0

T \\‘\\\\‘IHT‘\11\‘1\\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

m/z 69.05 100.00%

%

22.50
m/z 81.05 52.51%

%

22.50
m/z 41.00 24.29%

%

Abundance #308258: Squalene
69.0
22.50
5000 m/z 95.05 14.27%
137.0
ob i bilil]1, 2080 2730 3410 4100
R L L e R R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol —— ‘
69.0 22.50
m/z 68.05 12.42%
5000
\ 70
ok "“‘uM‘m‘?‘?‘9"‘H"Hwawww_ Sa
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0@8287.D

Acqg On : 08 Dec 2021 19:50
Operator : CG/JU

Sample : M4959-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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|
3-Penten-2-one,... 4.299 6.2 ng 150707 1 7.769 485248 20.0
2-Pentanone, 4-... 4.899 30.5 ng 738980 1 7.769 485248 20.0
Ethanol, 2-(2-b... 10.363 15.8 ng 508283 2 10.569 644707 20.0
2,4,7,9-Tetrame... 13.334 6.0 ng 263683 3 14.422 883462 20.0
n-Hexadecanoic ... 18.092 4.0 ng 214949 4 17.186 1069710 20.0
13-Octadecenoic... 19.010 3.2 ng 172161 4 17.186 1069710 20.0
5-Octadecene, (E)- 20.045 3.6 ng 183407 5 21.298 1016670 20.0
4,8,12,16-Tetra... 20.392 3.3 ng 165100 5 21.298 1016670 20.0
1-Heneicosyl fo... 21.016 6.0 ng 305532 5 21.298 1016670 20.0
Supraene 22.539 4.9 ng 212161 6 23.692 859546 20.0
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