LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111720\
Data File : BP0@3979.D

Acqg On : 17 Nov 2020 17:20
Operator : CG/JU

Sample : L4770-21

Misc :

ALS Vvial : 11 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\8270-BP110320.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BP@@3979.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.923 3 6 19 rVB 4195259 5096774 97.22% 15.018%
2 3.081 27 33 43 rW 110087 200671 3.83% 0.591%
3 3.175 44 49 61 rVB 329519 440369 8.40% 1.298%
4 5.275 398 406 413 rVB 97358 140419 2.68% 0.414%
5 5.805 488 496 509 rBV 1689153 2537298 48.40% 7.477%
6 7.452 767 776 790 rBV 1720706 2768594 52.81% 8.158%
7 8.281 909 917 924 rBV 470869 760057 14.50%  2.240%
8 9.440 1106 1114 1127 rBV 1079279 1807576 34.48% 5.326%
9 11.110 1390 1398 1407 rBV 621404 1038650 19.81% 3.061%
10 13.522 1800 1808 1832 rBV 2408254 3682675 70.25% 10.852%
11 13.787 1849 1853 1860 rVB 54711 80963 1.54% 239%

12 14.328 1937 1945 1954 rBV 372292 539966 10.30%
13 14.904 2036 2043 2058 rBV 908652 1372753 26.19%
14 16.387 2288 2295 2312 rBV 1623002 2456069 46.85%
15 17.633 2501 2507 2517 rBV 1128757 1634198 31.17%
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16 19.228 2773 2778 2785 rBV 155139 185654  3.54%
17 20.133 2927 2932 2939 rBV 4433359 5242436 100.00% 15.
18 21.322 3130 3134 3143 rBV 377231 486362  9.28%
19 21.669 3188 3193 3207 rVB 1326327 1859466 35.47%
20 24.157 3609 3616 3624 rBV 791874 1605765 30.63%
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Sum of corrected areas: 33936715
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111720\
Data File : BP0@3979.D

Acqg On : 17 Nov 2020 17:20
Operator : CG/JU

Sample : L4770-21

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP003979.D\data.ms
023
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Abundance TIC: BP003979.D\data.ms
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Abundance TIC: BP003979.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111720\
Data File : BP0@3979.D

Acqg On : 17 Nov 2020 17:20
Operator : CG/JU

Sample : L4770-21

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 Propane, 2,2-dimethoxy- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.922 134.12 ng 5096770 1,4-Dichlorobenzene-d4 8.281

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 72
2 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9
3 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
4 1-Hexen-4-o0l, 1-chloro-3,5-dimet... 162 C8H15C10 100244-09-5 9
5 2-Butanone, 3-methoxy-3-methyl- 116 C6H1202 036687-98-6 9

Abundance Scan 6 (2.922 min): BP003979.D\data.ms (-3) (-) m/z 73.10 100.00%

73.1
5000
3.003.103.203.30
ob )| 155221312711 357.941634774 5461 1/, 43 09  53.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4788: Propane, 2,2-dimethoxy-
73.0
5000 RN R L RN RN
3.003.103.203.30
m/z 89.00 30.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
3.003.103.203.30
5000 m/z 41.05 10.96%
L R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2136: Propane, 2-methoxy-2-methyl- R R EaaaEEEE R
73.0 3.003.103.203.30
m/z 45.00 8.82%
5000 JL
56
o‘mm‘mww‘HH‘HH‘mWm_mwuwmuw R ERRR S Eer AN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.003.103.203.30
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111720\
Data File : BP0@3979.D

Acqg On : 17 Nov 2020 17:20
Operator : CG/JU

Sample : L4770-21

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 Cyclohexane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.081 5.28 ng 200671 1,4-Dichlorobenzene-d4 8.281

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 94
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 78
3 Cyanic acid, 2-methylpropyl ester 99 C5H9NO 001768-25-8 64
4 1-Hexene 84 C6H12 000592-41-6 53
5 Vigabatrin 129 C6H11NO2 060643-86-9 50
Abundance  Scan 33 (3.081 min): BP003979.D\data.ms (-27) (-) m/z 56.05 100.00%
56.0
w LJ\A
S
\ ‘ 3.00 3.20 3.40
Ol A4, 129,0 207.1269.1 3353 4114 486.7546( /7 g4.05  65.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1455: Cyclohexane
56.0
5000 L L R B B
3.00 3.20 3.40
‘ m/z 41.05 60.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
56.0
e A
3.00 3.20 3.40
5000 m/z 55.00 36.91%
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3522: Cyanic acid, 2-methylpropyl ester I R e
41.0 3.00 3.20 340
m/z 39.00 26.13%
0” J#“\H“_‘H‘H‘W‘H“H‘W‘H‘_“W‘H‘_‘H“ I B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111720\
Data File : BP0@3979.D

Acqg On : 17 Nov 2020 17:20
Operator : CG/JU

Sample : L4770-21

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
3.175 11.59 ng 440369 1,4-Dichlorobenzene-d4 8.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 49 (3.175 min): BP003979.D\data.ms (-44) (-) m/z 73.10 100.00%
73.1
5000
A B e
\ ‘ 3.00 3.20 3.40 3.60
ol ML1] 1410 207.0266.13269 3982 46445241 0" 4305 42.26%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 U L DL L
3.00 3.20 3.40 3.60
‘ m/z 55.05 30.21%
OJl\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
e
3.00 3.20 3.40 3.60
5000 m/z 87.10 24 .80%
0 e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2051: 1,3-Dioxolane, 2-methyl- LA e
73.0 3.00 3.20 3.40 3.60
m/z 41.05 13.40%
5000
oJ\u“m“HHWHWHWHWH‘HHWHWHWHM SAN N
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111720\
Data File : BP0@3979.D

Acqg On : 17 Nov 2020 17:20
Operator : CG/JU

Sample : L4770-21

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.275 3.69 ng 140419 1,4-Dichlorobenzene-d4 8.281

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 33
2 Thiocyanic acid, propyl ester 101 C4H7NS 004251-16-5 9
3 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9
4 Hexanamide 115 C6H13NO 000628-02-4 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 406 (5.275 min): BP003979.D\data.ms (-398) (-) m/z 43.00 100.00%

43.0
5000
101.0 T T T T
5.00 5.20 5.40 5.60
b 2931 26693302 420.148055390  n/; 59.16  56.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L B BN LR

5.00 5.20 5.40 5.60
m/z 101.00 19.04%

101.0
0\H"“‘w‘”“‘\‘H‘w‘H!HH!HH\HH\HHWHWHWH!*
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
s Thos05 i ks
5000 m/z 58.00 14.83%
O e e e e e ey
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4092: Formamide, N,N-diethyl- PR e
30.0 101.0 5.00 5.20 5.40 5.60

m/z 41.05 8.73%

5000

(L]

0 ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111720\
Data File : BP0@3979.D

Acqg On : 17 Nov 2020 17:20
Operator : CG/JU

Sample : L4770-21

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 2,4,4,6,6,8,8-Heptamethyl-1... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.227 2.27 ng 185654  Phenanthrene-die 17.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 72
2 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 40
3 Octane, 2-bromo- 192 C8H17Br 000557-35-7 38
4 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 35
5 Formic acid, 2,4,4-trimethylpent... 158 C9H1802 1000368-95-2 32
Abundance Scan 2778 (19.228 min): BP003979.D\data.ms (-2773) (- m/z 57.10 100.00%
57.1
o JM
= =
’ L’ 169.1 281.0340.9 19.00 19.50
Ol bbb P 281 0340.9 417147675374 myz 97.85  43.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 Ehe e
19.00 19.50
m/z 113.05 42.17%
|l‘ 168.0
0‘\\\\‘I\J‘\‘\l‘\‘\”\\\‘\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
—r== —
19.00 19.50
5000 m/z 55.05 28.34%
0 129.0
T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54932: Octane, 2-bromo- T —
57.0 19.00 19.50
m/z 83.10 18.45%
ol\wLS-O, N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111720\
Data File : BP0@3979.D

Acqg On : 17 Nov 2020 17:20
Operator : CG/JU

Sample : L4770-21

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.322 5.23 ng 486362 Chrysene-d12 21.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 97
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 96
3 Triacontyl acetate 480 C32H6402 041755-58-2 95
4 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 94
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 94
Abundance Scan 3134 (21.322 min): BP003979.D\data.ms (-3130) (- m/z 57.10 100.00%
57.1
> A‘/J\RJ
— ——
\ 1%'[5'1 2341 3199 21.00 2150
oAb by 20T 3199 414947715363 /7 43.10  96.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115906: 1-Nonadecene
97.0
5000 — ——
21.00 21.50
29.0 m/z 55.10 91.01%
oLl 36802660
‘\\\ ‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
— ——
21.00 21.50
5000 m/z 83.10 81.28%
125.0
196.0 294.0
O e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #232691: Triacontyl acetate T —
43.0 21.00 21.50
m/z 69.05 69.25%
5000 111.0 \WJ\W\&
ol Ll ‘\ |) | 181.0 250.0 334.0 420.0480.0
e e e e — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111720\
Data File : BP0@3979.D

Acqg On : 17 Nov 2020 17:20
Operator : CG/JU

Sample : L4770-21

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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|
Propane, 2,2-di... 2.922 134.1 ng 5096770 1 8.281 760057 20.0
Cyclohexane 3.081 5.3 ng 200671 1 8.281 760057 20.0
Butane, 2-metho... 3.175 11.6 ng 440369 1 8.281 760057 20.0
2-Pentanone, 4-... 5.275 3.7 ng 140419 1 8.281 760057 20.0
2,4,4,6,6,8,8-H... 19.227 2.3 ng 185654 4 17.634 1634200 20.0
1-Nonadecene 21.322 5.2 ng 486362 5 21.669 1859470 20.0
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