LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM029260.D

Acqg On : 30 Mar 2021 00:46
Operator : CG/JU

Sample : M1828-05

Misc :

ALS Vvial : 12 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-BM032621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@29260.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.016 17 22 26 rBV 686332 831980 4.48% 1.300%
2 4.904 338 343 352 rVB 221014 317634 1.71% 0.496%
3 5.363 415 421 429 rBV 2499752 3611983 19.46% 5.643%
4 5.775 480 491 500 rBV 111594 240168 1.29% 0.375%
5 6.940 680 689 702 rBV 2457562 3948495 21.28% 6.169%
6 7.757 820 828 836 rBV 465673 743587 4.01% 1.162%
7 8.910 1017 1024 1032 rBV 1500215 2485617 13.39% 3.884%
8 10.539 1291 1301 1307 rBV 624964 1148645 6.19% 1.795%
9 11.569 1467 1476 1485 rBV 190802 371265 2.00% 0.580%
10 11.969 1538 1544 1555 rVB2 213448 358549 1.93% 0.560%
11 12.933 1703 1708 1712 rVV 198759 299116 1.61% 0.467%
12 13.010 1714 1721 1728 rVB 3337564 5044830 27.18% 7.882%
13 13.216 1749 1756 1765 rBV 236076 430380 2.32% 0.672%
14 13.874 1865 1868 1872 rVB2 173099 238010 1.28% 0.372%
15 14.386 1947 1955 1962 rVV 884178 1377799 7.42%  2.153%
16 15.874 2201 2208 2217 rBV 2481659 3576517 19.27% 5.588%
17 17.121 2414 2420 2424 rBV 1098067 1517140 8.18%  2.370%
18 17.163 2424 2427 2432 rVB 435480 561544 3.03% 0.877%
19 18.027 2564 2574 2583 rBV2 954330 1639494 8.83% 2.562%
20 19.004 2737 2740 2745 rBV 345053 390249 2.10% 0.610%

21 19.204 2762 2774 2788 rBV2 8048384 18557431 100.00% 28.995%
22 19.309 2788 2792 2810 rVB 973730 1895548 10.21% 2.962%
23 19.533 2827 2830 2841 rVB 395951 619087 3.34% 0.967%
24 19.745 2861 2866 2871 rVB 5675109 6638022 35.77% 10.371%
25 20.374 2969 2973 2978 rBV 353648 454058 2.45% ©.709%

26 20.945 3066 3070 3074 rBV2 382421 533566 2.88% ©
27 21.009 3077 3081 3086 rVB 601861 718410 3.87% 1
28 21.292 3123 3129 3133 rBV 1435023 1958432 10.55% 3.060%
29 21.939 3234 3239 3249 rBV 962815 1621177 8.74% 2
30 23.527 3504 3509 3523 rVB2 978566 1873923 10.10% 2

Sum of corrected areas: 64002656
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 30 Mar 2021 00:46
: CG/JU
: M1828-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
BM029260.D

: 12 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM029260.D\data.ms

5.363 6.940

8.910

B.016 10.539
4.904 5.775 7157 11.56¢

0
Time-->
Abundance
8000000
7000000
6000000
5000000
4000000
3000000
2000000

1000000

300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BM029260.D\data.ms
19.204

19.745

13.010

19.533 20.374
216 13.874 1SV W

0
Time-->
Abundance
8000000
7000000
6000000
5000000
4000000
3000000
2000000
1000000

0

12.00 12.50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BM029260.D\data.ms

21.292

21.939 23.527

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_M\Data\BM@32921\
Data File : BM@29260.D

Acqg On : 30 Mar 2021 00:46
Operator : CG/JU

Sample : M1828-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.016 22.38 ng 831980 1,4-Dichlorobenzene-d4 7.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 56
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 22 (3.016 min): BM029260.D\data.ms (-17) (-) m/z 73.10 100.00%
3.1
5000 431 J
7
‘ ‘ 300 320 3.40
Obrrrrr il Ml L1020 1650 2210 L4306 37.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L L I B BB
43.0 3.00 320 3.40
' m/z 87.05 25.15%
O ’1‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
T
41.0 3.00 320 3.40
5000 m/z 55.10 23.28%
15.0 97.0
(o} T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4436: Pentane, 3-methoxy- S e e
73.0 3.00 3.20 3.40
m/z 41.10 12.71%
5000
45.0
O“‘_WHMM‘M_ww‘H%g%g‘_“w‘H‘_“W‘H‘_‘H“‘ T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29260.D

Acqg On : 30 Mar 2021 00:46
Operator : CG/JU

Sample : M1828-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.904 8.54 ng 317634 1,4-Dichlorobenzene-d4 7.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
3 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 28
4 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 23
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 17
Abundance Scan 343 (4.904 min): BM029260.D\data.ms (-338) (-) m/z 43.10 100.00%
3.1
5000
101.1 R REEEEEE SRR
‘ 3.0 ‘ 4.60 4.80 5.00 5.20
Ot P30 2988 m/z 59.05  54.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R R R
4.60 4.80 5.00 5.20
m/z 101.10  19.32%
101.0
O\\\\‘\m‘\\“”i\\}‘\\\\"\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4030: 2,3-Butanedione, monooxime
43.0
R AR
4.60 4.80 5.00 5.20
5000 m/z 58.10 14.53%
101.0
o130 | 690
— e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #14316: 1,3-Dioxolane-2-methanol, 2,4-dimethyl- R S
43.0 4.60 4.80 5.00 5.20
m/z 41.05 9.73%
5000
101.0
ol B0l 4730 | 1300
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29260.D

Acqg On : 30 Mar 2021 00:46
Operator : CG/JU

Sample : M1828-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.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 Bicyclo[4.2.0]octa-1,3,5-tr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.775 6.46 ng 240168 1,4-Dichlorobenzene-d4 7.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.2.0]octa-1,3,5-triene 104 C8H8 000694-87-1 96
2 Styrene 104 C8H8 000100-42-5 96
3 1,3,5,7-Cyclooctatetraene 104 C8H8 000629-20-9 94
4 7-Thiapentacyclo[4.4.0.0(2,5).0(... 196 C9H803S 019086-79-4 64
5 Indan, epoxide 132 C9H80 000768-22-9 59
Abundance Scan 491 (5.775 min): BM029260.D\data.ms (-480) (-) m/z 104.10 100.00%
104.1
78.1
5000
51.0
A REEANEESN S ua s
‘ 991 5.40 5.60 5.80 6.00
O bbb M e W B2EE gz 78,10 51.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4882: Bicyclo[4.2.0]octa-1,3,5-triene
104.0
5000 78.0 R AEan naanen
510 5.40 5.60 5.80 6.00
' m/z 103.10 50.56%
0 \\\‘2\7‘\'\0\““\\M\““\‘HN“’H‘H‘HH\‘HH‘HH‘HH‘\\H‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4873: Styrene
104.0
R EARERAN RSN SE R
5.40 5.60 5.80 6.00
5000 78.0 m/z 51.00 27.88%
51.0
o2 bt M
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4880: 1,3,5,7-Cyclooctatetraene B ARBBRAREEES S
104.0 5.40 5.60 5.80 6.00
m/z 77.10 24.30%
5000 8.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29260.D

Acqg On : 30 Mar 2021 00:46
Operator : CG/JU

Sample : M1828-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.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 Sulfurous acid, decyl 2-eth... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.569 6.46 ng 371265 Naphthalene-d8 10.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 80
2 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 78
3 Nonane, 3-methyl- 142 C1eH22 005911-04-6 72
4 Octane, 2,3,7-trimethyl- 156 C11H24 062016-34-6 72
5 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 59

Abundance Scan 1476 (11.569 min): BM029260.D\data.ms (-1467) - m/z 57.10 100.00%
57.1

5000 \V/\A/\U
1 T \
85‘-1 113.1 1561 11.50
bbb 1991 18320 g1 96 77.63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #172311: Sulfurous acid, decyl 2-ethylhexyl ester
57.0
5000 cAvA ‘
11.50
m/z 43.10 67.53%
290 850 1130
A
O\\\\‘\\\\‘\\\\‘\\}\‘\\\\“‘\\\\‘\\\\“\\\\‘\\\\‘\\\
m/z--> 20 60 80 100 120 140 160 180
Abundance #191848. Sulfurous acid, dodecyl 2-ethylhexyl ester
57.0
—— ‘
11.50
5000 ITI/Z 41.10 44 .56%
113.0
85.0
200 | | 169.0
0"H“JH‘M‘ﬂu‘MM‘H‘Hﬂ‘ﬂ“‘u“‘u“‘m“‘u
miz--> 20 40 60 80 100 120 140 160 180
Abundance #19170: Nonane, 3-methyl- T ‘
57.0 11.50
m/z 55.10 22.34%
113.0
bl b A SR0 L M20 .
m/z--> 20 40 60 80 100 120 140 160 180 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29260.D

Acqg On : 30 Mar 2021 00:46
Operator : CG/JU

Sample : M1828-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.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 Tridecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.969 6.24 ng 358549 Naphthalene-d8 10.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
5 Dodecane 170 C12H26 000112-40-3 78

Abundance Scan 1544 (11.969 min): BM029260.D\data.ms (-1538) (- m/z 57.10 100.00%
57.1

5000
85.1
—
12.00
112.2
Ol b o2 142 1841 m/z 43.10  86.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
57.0
5000 T
85-0 12.00
29.0 m/z 71.10 55.97%
d ‘\ H | , 11801410 184.0
O\\\‘\\\\‘}\\\‘\\\\“\\\\“\\\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
1
12.00
5000 m/z 41.05 53.24%
85.0
29.0
0 \ ‘ | M‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59881: Tetradecane —
57.0 12.00
m/z 85.10 32.70%
5000
85.0
290
0“30141016901980‘ ZAh
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29260.D

Acqg On : 30 Mar 2021 00:46
Operator : CG/JU

Sample : M1828-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.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 Dodecane, 2,7,10-trimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.933 4.34 ng 299116  Acenaphthene-die 14.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 91
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 90
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 90
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 83
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 64
Abundance Scan 1708 (12.933 min): BM029260.D\data.ms (-1703) (- m/z 57.10 100.00%
57.1
5000
—
127.1 13.00
0""‘“H;H‘H‘_‘H“Mu‘““uul“‘u“““1‘5‘5"2‘”1‘%11“2‘9(‘379‘ m/z 71.10  86.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
5000 T
13.00
29.0 85.0 m/z 43.10  62.90%
O T ‘ \‘\‘\ T \M‘\\‘M T ‘ \‘\ TT ‘%\]-ﬁ‘o\‘\\]-é‘]_\\o\ T ‘\!\]\.8‘\3\0\\ ‘ TT \\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71408: Dodecane, 2,6,11-trimethyl-
43.
0 71.0
—
13.00
5000 m/z 41.10 44 .86%
0 H\ | M\ A H \‘ 141.0 169 0 197.0
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71405: Dodecane, 2,6,10-trimethyl- e
57.0 13.00
m/z 85.10 36.60%
5000
29.0 85.0
L | M30 1650 18305060
A ma R RS L AARRREEE i
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29260.D

Acqg On : 30 Mar 2021 00:46
Operator : CG/JU

Sample : M1828-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.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 Undecane, 2,3-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.216 6.25 ng 430380  Acenaphthene-d10 14.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 83
2 Tetradecane 198 C14H30 000629-59-4 81
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 72
5 Hexadecane 226 C16H34 000544-76-3 64

Abundance Scan 1756 (13.216 min): BM029260.D\data.ms (-1749) - m/z 57.10 100.00%

57.1
5000 85.1
1300 13.50
126.0 154.1 : ’
oWH“i‘mH‘,H“",‘!m\mw“““““177‘9‘1‘9?‘3‘” m/z 43.10  88.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48855: Undecane, 2,3-dimethyl-
43.0
71.0
5000 — —
13.00 13.50
140.0 m/z 71.10 62.33%
AL dme, )
O\‘\‘\\\“\\\!’\\M\’w‘\\\m‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59881: Tetradecane
57.0
— T —
13.00 13.50
5000 m/z 41.10 48.29%
85.0
29.0
oL L 130 w0 yemo 1500
w‘“w“‘w“‘w““_“‘_“‘_“‘,H“‘H“‘H“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48894: Decane, 2,3,5-trimethyl- — —
57.0 13.00 13.50
m/z 85.10 39.99%
5000 85.0
29.0 141.0
Obrbeoth b e 41130 | 1690 V1 G, P
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29260.D

Acqg On : 30 Mar 2021 00:46
Operator : CG/JU

Sample : M1828-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.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 8 Tritetracontane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.874 3.45 ng 238010 Acenaphthene-die 14.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tritetracontane 605 C43H88 007098-21-7 90
2 Tetradecane 198 C14H30 000629-59-4 72
3 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 64
4 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 64
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 64

Abundance Scan 1868 (13.874 min): BM029260.D\data.ms (-1865) (- m/z 57.10 100.00%

57.1
5000
— —
| ‘ J 2 112 13.50 14.00
o‘u‘_MH‘L‘wH‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H_‘H,H‘W“ m/z 43.10  91.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0
5000 — —
13.50 14.00
m/z 71.10 83.62%
0 \ ’ | 127:0 197.0 267.0 337.0 463.0 533.0 604.
\\\\‘\\\\‘\\\1‘\T!\‘1\\f‘\\r\‘Y\\l"\\\\‘\!\\‘\\\\‘\\\\’\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #59882: Tetradecane
57.0
— —T
13.50 14.00
5000 m/z 41.10 43.85%
F_27 0198.0
O‘AkpumlHWMu‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #105903: Hexadecane, 7,9-dimethyl- — —
57.0 13.50 14.00
m/z 55.10 43.18%
- V\/WM
155.0
okl ti [y 2890 - —_—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29260.D

Acqg On : 30 Mar 2021 00:46
Operator : CG/JU

Sample : M1828-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.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 9 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.027 21.61 ng 1639490  Phenanthrene-d10 17.121
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 2574 (18.027 min): BM029260.D\data.ms (-2564) (- m/z 73.05 100.00%

43.1 73.0
5000
129.1
213.2 ] 1
‘ u‘m‘ ‘ ‘ 1711 ‘ 256.1 18.00
0b— H‘ w“”‘ W S A S m/z 43.10  94.41%
miz--> 50 100 150 200 250
Abundance #107549: n-Hexadecanoic acid
6Q.0
5000 129.0 T I
18.00
97.0 1710 9130 256.0 m/z 60.05 85.53%
oLb— ‘M‘ U!\ H\‘\ MhH\ ‘H‘\ il ‘ ‘ ‘ . \‘ ““\‘ . “\‘ N
m/z--> 50 100 150 200 250
Abundance #84453: Tetradecanoic acid
73.0
L
430 18.00
5000 ITI/Z 41.10 83.43%
129.0
185.0 228.0
ol— “‘ \“d‘u‘u‘ {M‘\‘H} A L ! “\‘ — ‘\‘ e
m/z--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid ——
43.0 73.0 18.00
m/z 55.10 72.88%
5000 129.0
‘ 199.0 2420
ol H H‘n il “HM‘“‘ nh\‘\‘ M‘u; “‘ ‘1§7J-Q“ ‘i s “‘ — b
m/z--> 50 100 150 200 250 18.00

8270-BMO32621.M Tue Mar 30 14:24:56 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29260.D

Acqg On : 30 Mar 2021 00:46
Operator : CG/JU

Sample : M1828-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.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 10 Dimantine Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.004 5.14 ng 390249  Phenanthrene-d10 17.121
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimantine 297 C20H43N 000124-28-7 90
2 Dodecyltrimethylammonium bromide 307 C15H34BrN 001119-94-4 72
3 Cetrimonium Bromide 363 C19H42BrN 000057-09-0 72
4 3(N,N-Dimethylmyristylammonio)pr... 363 C19H41NO3S 014933-09-6 72
5 Tetradonium Bromide 335 C17H38BrN 001119-97-7 72

Abundance Scan 2740 (19.004 min): BM029260.D\data.ms (-2737) - m/z 58.10 100.00%
1

58.
5000
7T
19.00
ol 11411541 200.2 2522 297.3 355.  n/z 43.10  6.96%
mlz--> 50 100 150 200 250 300 350
Abundance #142088: Dimantine
58.0
5000 —r
19.00
m/z 41.10 5.33%
ol50 44 . 12801700 2260 _ 297.0
L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #150259: Dodecyltrimethylammonium bromide
58.0
1
19.00
5000 ITI/Z 55.10 3.94%
015.0 w 9?.0 135.0 213.0
\\‘\\“‘\\\\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #192494: Cetrimonium Bromide ——
58.0 19.00
m/z 59.10 3.67%
5000
OlSO‘M y . 96.01350 269.0
e ==
m/z--> 50 100 150 200 250 300 350 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29260.D

Acqg On : 30 Mar 2021 00:46
Operator : CG/JU

Sample : M1828-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.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 11 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.309 19.36 ng 1895550 Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 2792 (19.309 min): BM029260.D\data.ms (-2788) (- m/z 43.10 100.00%

3.1
5000 129.1
185.2 241 2 T T
h ‘ ‘ 284.3 19.00 19.50
Y1 Y R Y w w3270 myz 73.10 91.03%
mlz--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
73.0
5000 129.0 = E—
19.00 19.50
185.0 241.0 284.0 ITI/Z 60.05 77 .94%
O\\\“ H““h”“\“‘\\‘\\“‘\\‘\\“\\\‘\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es
43.0
= =
19.00 19.50
m/z 55.10 73.00%
5000 284.0 /
3.0 129.0
‘ 185.0 2410
0 \‘ﬂ‘\ MMM““‘ M\ uf ‘\‘\ ‘\ “‘ \‘ ‘\‘\‘ “ - “‘ [ ‘3‘7‘2"
miz-> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid — T
73.0 19.00 19.50
m/z 41.10 70.59%
5000 129.0
29.0
‘ 199.0 242 0
0 ‘ H HH\‘\ \\h” ‘\H ul ‘ ‘ | ‘ ‘ = —

m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29260.D

Acqg On : 30 Mar 2021 00:46
Operator : CG/JU

Sample : M1828-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.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 12 unknown20.374 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.374 4.64 ng 454058 Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 12-Hydroxystearic acid 300 C18H3603 000106-14-9 42
2 9H-Carbazole-3,6-diamine 197 C12H11N3 000086-71-5 15
3 Cyclohexanemethanol, 4-methyl-, ... 128 C8H160 003937-48-2 14
4 Bicyclo[3.2.0]heptan-2-one, 5-(e... 266 C15H2204 1000157-07-8 11
5 1-Dodecene 168 C12H24 000112-41-4 11
Abundance Scan 2973 (20.374 min): BM029260.D\data.ms (-2969) (- m/z 55.10 100.00%
5]:
5000
— ——
1‘1 1 “ a561 20.00 20.50
0 Ud gl ) 264181118561 429 0 197 15 61.39%
mlz--> 50 100 150 200 250 300 350 400
Abundance #144839: 12-Hydroxystearic acid
197.0
55.0
5000
20 00 20 50
m/z 43.10 50.07%
b | o
O\\\\‘HH\”\“‘W\H\\“\‘“\"\f\\‘\“\!“\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #58800: 9H-Carbazole-3,6-diamine
197.0
— ——
20.00 20.50
5000 m/z 69.10 49.87%
98.0
o 520 | 1430,
L R L
miz--> 50 100 150 200 250 300 350 400
Abundance #12635: Cyclohexanemethanol, 4-methyl-, cis- — —
55.0 20.00 20.50
m/z 97.10 47.66%
5000
Ll pos
LI L — —
m/z--> 50 100 150 200 250 300 350 400 20.00 20.50

8270-BMO32621.M Tue Mar 30 14:24:58 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29260.D

Acqg On : 30 Mar 2021 00:46
Operator : CG/JU

Sample : M1828-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.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 13 3,4-Methylenedioxyphenyl-2-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.945 5.45 ng 533566 Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Methylenedioxyphenyl-2-propa... 235 C11H13N303 057961-86-1 90
2 Cyclopentadecanone, 2-hydroxy- 240 C15H2802 004727-18-8 74
3 9-Octadecenoic acid (Z)-, 2-hydr... 356 C21H4004 003443-84-3 70
4 Oleic Acid 282 C18H3402 000112-80-1 50
5 9-Oxabicyclo[6.1.0]nonane 126 C8H140 000286-62-4 50

Abundance Scan 3070 (20.945 min): BM029260.D\data.ms (-3066) (-  m/z 55.10 100.00%

55.1
129.1
5000
234.1 LN
‘ 21.00
- w‘“ i ”Mw JM k1 29218392 41510 4110 73.04%
mlz--> 50 100 150 200 250 300 350 400
Abundance #89592: 3,4-Methylenedioxyphenyl-2-propanone semicar
57.0
235.0
5000 134.0 —
21.00
m/z 69.10 60.70%
ol 1\\“‘\‘\”“”\_”‘ i I M | Jﬂglo S
m/z--> 50 100 150 200 250 300 350 400
Abundance #94142: Cyclopentadecanone, 2-hydroxy-
5!:
—r
21.00
5000 m/z 43.10  58.59%
10.0
ol.. X 200
miz-> 50 100 150 200 250 300 350 400
Abundance #188149: 9-Octadecenoic acid (Z)-, 2-hydroxy-1-(hydroxy P
55.0 21.00
m/z 67.10 57.73%
5000 264.0
9.0
65.0
oL LA 290 | w0 .
m/z--> 50 100 150 200 250 300 350 400 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29260.D

Acqg On : 30 Mar 2021 00:46
Operator : CG/JU

Sample : M1828-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.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 14 9-Tricosene, (Z)-

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
1089 7.3ang 718410  Chrysene-diz 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Tricosene, (2)- 322 co3as 027519-02-4 96

2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94

3 Cyclopentadecane 210 C15H30

000295-48-7 93

4 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91

5 1-Nonadecene 266 C19H38

Abundance Scan 3081 (21.009 min): BM029260.D\data.ms (-3077) (-

018435-45-5 91

m/z 43.10 100.00%

43.1
)7.1
5000
21.00
226.1
owpm“m‘muH_‘“‘??‘1‘}“‘3‘?6”1‘wmf‘?p?‘ m/z 57.10  98.92%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #163019: 9-Tricosene, (2)-
55.0
5000 111.0 LA
21.00
m/z 55.10 98.66%
’ ‘ 322.0
O\“w“‘\‘J{\H\“\!%93\0\‘2\2\2\(\)‘\\\\‘H‘H‘HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #205392: Trichloroacetic acid, hexadecyl ester
3.0
N \
7.0 21.00
5000 ITI/Z 83.10 86.95%
oL Lsso_z240 @L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #69584: Cyclopentadecane T
55.0 21.00
m/z 69.10 80.76%
5000
111.0
s, 2
ol “‘H“_‘J‘HWM!‘H"m_m_m_m_m —
m/z--> 50 100 150 200 250 300 350 400 450 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29260.D

Acqg On : 30 Mar 2021 00:46
Operator : CG/JU

Sample : M1828-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.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 15 9-Octadecenal, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.939 16.56 ng 1621180 Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, 2-hydr... 356 C21H4004 003443-84-3 94
2 9-Octadecenal, (Z)- 266 C18H340 002423-10-1 91
3 Oleic acid, 3-hydroxypropyl ester 340 C21H4003 000821-17-0 74
4 9-Octadecenoic acid (Z)-, 2,3-di... 356 C21H4004 000111-03-5 74
5 9-Octadecenoic acid (Z)-, 2-hydr... 326 C20H3803 004500-01-0 72

Abundance Scan 3239 (21.939 min): BM029260.D\data.ms (-3234) - m/z 55.10 100.00%

an3 . .
5000
1p9.1 2643 —
U 75
o ML ST L smaseas ssia 4 10” 6sen
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #188149: 9-Octadecenoic acid (Z)-, 2-hydroxy-1-(hydroxy
55.0
5000 2610 T
22.00
‘ 109.0 m/z 43.10 59.27%
h i “ ”HIH"IH\\" UF| [ \ 32\51\0
O\\‘\ \\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #115866: 9-Octadecenal, (2)-
55.0
e
22.00
5000 ITI/Z 69.10 58.04%
248.0
0 m\}“‘\h\“\‘u‘\?u\ R RN \MM
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #177061: Oleic acid, 3-hydroxypropyl ester T
55.0 22.00
m/z 67.10 56.80%
264.0
5000
109.0
165.0 322.0
o HL N
m/z--> 50 100 150 200 250 300 350 400 450 500 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM029260.D

Acqg On : 30 Mar 2021 00:46
Operator : CG/JU

Sample : M1828-05

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32621.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|
Butane, 2-metho... 3.016 22.4 ng 831980 1 7.757 743587 20.0
2-Pentanone, 4-... 4.904 8.5 ng 317634 1 7.757 743587 20.0
Bicyclo[4.2.0]o... 5.775 6.5 ng 240168 1 7.757 743587 20.0
Sulfurous acid,... 11.569 6.5 ng 371265 2 10.539 1148650 20.0
Tridecane 11.969 6.2 ng 358549 2 10.539 1148650 20.0
Dodecane, 2,7,1... 12.933 4.3 ng 299116 3 14.386 1377800 20.0
Undecane, 2,3-d... 13.216 6.3 ng 430380 3 14.386 1377800 20.0
Tritetracontane 13.874 3.5 ng 238010 3 14.386 1377800 20.0
n-Hexadecanoic ... 18.027 21.6 ng 1639490 4 17.121 1517140 20.0
Dimantine 19.004 5.1 ng 390249 4 17.121 1517140 20.0
Octadecanoic acid 19.309 19.4 ng 1895550 5 21.292 1958430 20.0
unknown20.374 20.374 4.6 ng 454058 5 21.292 1958430 20.0
3,4-Methylenedi... 20.945 5.5 ng 533566 5 21.292 1958430 20.0
9-Tricosene, (Z)- 21.009 7.3 ng 718410 5 21.292 1958430 20.0
9-Octadecenal, ... 21.939 16.6 ng 1621180 5 21.292 1958430 20.0
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