LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40221\
Data File : BM@29325.D

Acqg On : 02 Apr 2021 17:47
Operator : CG/JU

Sample : M1874-05

Misc :

ALS Vvial : 15 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-BM040121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@29325.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.946 5 10 14 rBV 424064 582903 11.70% 2.175%
2 2.987 14 17 23 rVB 92308 115124 2.31% 0.430%
3 4.846 328 333 341 rBV 56270 84991 1.71% 0.317%
4 5.298 403 410 418 rBV 1709163 2423377 48.65% 9.042%
5 6.875 666 678 689 rBV 1670705 2606925 52.34% 9.727%

6 7.698 812 818 825 rBV 413423 648376 13.02%
7 8.851 1004 1014 1027 rBV 1011948 1658759 33.30%
8 10.480 1284 1291 1299 rBV 509278 829869 16.66%
9 12.957 1703 1712 1724 rBV 2298946 3367334 67.60% 12.
10 13.792 1848 1854 1864 rBV 90317 136611 2.74%
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11 14.163 1913 1917 1928 rVB3 22882 55054  1.11%
12 14.333 1939 1946 1958 rVB 715599 1034564 20.77%
13 15.821 2192 2199 2212 rBV 1621116 2402363 48.23%
14 17.068 2405 2411 2422 rBV 817270 1175697 23.60%
15 17.974 2560 2565 2574 rBV 92333 160301 3.22%
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16 19.250 2778 2782 2791 rBV4 43118 77931 1.56%
17 19.697 2852 2858 2864 rBV 4361470 4981161 100.00% 18.
18 20.968 3070 3074 3084 rBV 475653 657811 13.21%
19 21.244 3116 3121 3126 rBV 1122242 1371513 27.53%
20 22.286 3294 3298 3306 rBV 692726 976499 19.60%
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21 23.456 3491 3497 3507 rVB2 777720 1454809 29.21% 5.428%

Sum of corrected areas: 26801972
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40221\
Data File : BM@29325.D

Acqg On : 02 Apr 2021 17:47
Operator : CG/JU

Sample : M1874-05

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM029325.D\data.ms
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2500000
2000000 5208 6.875

1500000

1000000 8.851

10.480

500000{946 7.698

87 4.846
O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

Time--> 300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 1000 10.50 11.00 11.50
Abundance TIC: BM029325.D\data.ms

19.697
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3500000
3000000
2500000 12.957
2000000
15.821
1500000
1000000 17.068

14.333
500000

13.7934 16 17.974 19.250

Time--> 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 18.50 19.00 19.50 20.00
Abundance TIC: BM029325.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40221\
Data File : BM@29325.D

Acqg On : 02 Apr 2021 17:47
Operator : CG/JU

Sample : M1874-05

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040121.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.
2.946 17.98 ng 582903 1,4-Dichlorobenzene-d4 7.698
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 38
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 38
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 10 (2.946 min): BM029325.D\data.ms (-5) (-) m/z 73.05 100.00%
73.0
50007 430 JL
N Eaaa L EaEaan
‘ ‘ ‘ 3.003.103.203.303.40
ol bl di 9802170 2081 ., 43,05  39.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 NN RN R RN R
43.0 3.003.103.203.303.40
‘ m/z 87.05 25.14%
O h‘ ‘ \ ‘

m/z--> 20 40 80 100 120 140 160 180 200

>

Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
G e e
3.003.103.203.303.40
5000 41.0 m/z 55.10 24.23%
0 H ‘ 97.0 1290
““““‘
miz--> 20 40 80 100 120 140 160 180 200
Abundance #2051 1,3-Dioxolane, 2-methyl- T
73.0 3.003.103.203.303.40

m/z 41.05 13.30%

5000 43.0

N

m/z-->

8270-BMo401
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20 40 60 80 100 120 140 160 180 200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40221\
Data File : BM@29325.D

Acqg On : 02 Apr 2021 17:47

Operator : CG/JU

Sample : M1874-05

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040121.M
: 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 unknown2.987 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
2.987 3.55 ng 115124 1,4-Dichlorobenzene-d4 7.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 43
2 Ethane, 1,1,2-trimethoxy- 120 C5H1203 024332-20-5 9
3 3-Bromopropionaldehyde dimethyl ... 182 C5H11Br02 036255-44-4 9
4 Glycolaldehyde dimethyl acetal 106 C4H1003 030934-97-5 9
5 Propane, 3-chloro-1,1-dimethoxy- 138 C5H11C102 035502-06-8 9
Abundance  Scan 17 (2.987 min): BM029325.D\data.ms (-14) (-) m/z 75.05 100.00%
75.0
5000 45.0 Jk
T
“ ) 3.00 3.20 3.40
obrl A 1829 1980 28l /7 73.10 43.38%
miz--> 50 100 150 200 250
Abundance #4789: Propane, 1,1-dimethoxy-
73.0
2
5000 90 L L L
3.00 3.20 3.40
‘ m/z 45.05 38.40%
O T T w“ “‘\ \H‘\ T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #9249: Ethane, 1,1,2-trimethoxy-
75.0
B A
3.00 3.20 3.40
5000 m/z 41.10 26.67%
31.0
SR T
m/z--> 50 100 150 200 250
Abundance  #47394: 3-Bromopropionaldehyde dimethyl acetal I e
75.0 3.00 3.20 3.40
m/z 47.05 20.04%
5000
45.0
151.0
0150‘\“ “\ Uy L 1090 \H 1810
L e —— T
m/z--> 50 100 150 200 250 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40221\
Data File : BM@29325.D

Acqg On : 02 Apr 2021 17:47
Operator : CG/JU

Sample : M1874-05

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040121.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.846 2.62 ng 84991 1,4-Dichlorobenzene-d4 7.698

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 47
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 36
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 30
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
Abundance Scan 333 (4.846 min): BM029325.D\data.ms (-328) (-) m/z 43.10 100.00%
43.1
5000
101.0 T
‘ 3.0 ‘ 4.60 4.80 5.00 5.20
Ol B39 2988 myz 59.10 54.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L B I LA L
4.60 4.80 5.00 5.20
m/z 101.00 18.73%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\“M\\}‘\\\\"\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8387: 2-Pentanol, 2,4-dimethyl-
59.0
R RAEEEREE S
4.60 4.80 5.00 5.20
5000 m/z 58.10 14.77%
31.0” J“‘ 10‘1'0
o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester A Aame R TR
43.0 4.60 4.80 5.00 5.20
m/z 41.10 9.86%
5000
101.0
ot A O
Ot e e e e e R e R
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@40221\
Data File : BM@29325.D

Acqg On : 02 Apr 2021 17:47

Operator : CG/JU

Sample : M1874-05

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040121.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 Tridecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.974 2.73 ng 160301 Phenanthrene-die 17.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Tridecanoic acid

2 n-Hexadecanoic acid
3 Pentadecanoic acid
4 Tetradecanoic acid
5 Dodecanoic acid

214 C13H2602
256 C16H3202
242 C15H3002
228 C14H2802
200 C12H2402

Abundance Scan 2565 (17.974 min): BM029325.D\data.ms (-2560) (-

000638-53-9 96
000057-10-3 96
001002-84-2 87
000544-63-8 80
000143-07-7 68

m/z 73.00 100.00%

43.0 73.0
5000
129.0
213.2 T .
| | 17‘1-1 Wi 18.00
oL— M ‘WWCW”NVL\\\‘NHM‘\M “M i m/z 43.05 97.51%
m/z--> 50 100 150 200 250
Abundance #72647: Tridecanoic acid
73.0
43.0
5000 129.0 —
171.0 18.00
214.0 m/z 60.00  89.23%
O — “‘ H\“HM HH lm \\m“\ “ ‘M“ L “‘ ‘ “\‘ T
m/z--> 50 100 150 200 250
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
1
18.00
5000 256.0 ITI/Z 41.10 81.44%
129.0
213.0
LA 2
0— “‘ H‘Mu H“‘ N uh“‘ 1‘”“\”1 . “ “ “‘m‘ b \‘
m/z--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid T
43.0 73.0 18.00
m/z 55.05 73.25%
5000 129.0
‘ 199.0 2420
0 M w‘1§ﬂ-;k h‘\‘ w‘ ‘ ‘ —
m/z--> 50 100 150 200 250 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40221\
Data File : BM@29325.D

Acqg On : 02 Apr 2021 17:47
Operator : CG/JU

Sample : M1874-05

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040121.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 9-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.968 9.59 ng 657811 Chrysene-d12 21.244
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Eicosene, (E)- 280 C20H40 074685-29-3 96
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91

Abundance Scan 3074 (20.968 min): BM029325.D\data.ms (-3070) (-  m/z 43.05 100.00%

43.Q
7.0
5000
l H 21.00
53.2 .
om‘,“‘mHM |3532 2070 2810 3850 415. [, 5710  92.54%
mi/z--> 50 100 150 200 250 300 350 400
Abundance #127770: 9-Eicosene, (E)-
57.0
5000 L
11.0 21.00
m/z 55.10 92.29%
o UL 080 2250 2900
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcoho
83.0
—
21.00
5000 ITI/Z 83.05 84.73%
29.( ﬁ
ol LT a0m0  2m00
m/z--> 50 100 150 200 250 300 350 400
Abundance #131393: n-Nonadecanol-1 e
43.0 21.00
97.0 m/z 69.05 80.22%
5000
| | |0 zm0
ol h H““ i 2 =
m/z--> 5 100 150 200 250 300 350 400 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40221\
Data File : BM@29325.D

Acqg On : 02 Apr 2021 17:47
Operator : CG/JU

Sample : M1874-05

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040121.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 9-Octadecenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.286 14.24 ng 976499 Chrysene-d12 21.244
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
2 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 72
3 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 59
4 4-Cyclohexylbutyramide 169 C1OH19NO 004441-62-7 59
5 Hexadecanamide 255 C16H33NO 000629-54-9 53

Abundance Scan 3298 (22.286 min): BM029325.D\data.ms (-3294) - m/z 59.05 100.00%
59.0

S

5000
— ‘
‘ } 22.00 22.50
o i ! "E“' 20712633 337.3 | 4451 535 /7 72.05  69.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #128445: 9-Octadecenamide, (Z)-
59.0
5000 —— ——
22.00 22.50
‘ m/z 55.10 51.49%
O‘\‘\“\\“ H\\\m\m‘l\“\lh\‘\“\1\8\4\‘()\\\\‘2\\8\].\?\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #38995: Heptanamide, 4-ethyl-5-methyl-
59.0
— —
22.00 22.50
5000 ITI/Z 41.10 40.43%
1 1420
O
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #174696: 13-Docosenamide, (Z)- T —
59.0 22.00 22.50
m/z 43.10 35.13%
5000
‘ 337.0
o gm0 [ S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40221\
Data File : BM@29325.D

Acqg On : 02 Apr 2021 17:47
Operator : CG/JU

Sample : M1874-05

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@40121.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... 2.946 18.0 ng 582903 1 7.698 648376 20.0
unknown2.987 2.987 3.5 ng 115124 1 7.698 648376 20.0
2-Pentanone, 4-... 4.846 2.6 ng 84991 1 7.698 648376 20.0
Tridecanoic acid 17.974 2.7 ng 160301 4 17.068 1175700 20.0
9-Eicosene, (E)- 20.968 9.6 ng 657811 5 21.244 1371510 20.0
9-Octadecenamid... 22.286 14.2 ng 976499 5 21.244 1371510 20.0
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