LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112120\
Data File : BF122433.D

Acqg On : 21 Nov 2020 21:48
Operator : JU/CG

Sample : L4842-01

Misc :

ALS Vvial : 14 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_F\METHODS\8270-BF110920.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122433.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.157 6 12 26 rVB 617192 878142 12.28% 1.970%
2 2.257 26 29 36 rvB 68812 87070 1.22% 0.195%
3 3.351 211 215 232 rBV 38678 97225 1.36% 0.218%
4 5.075 500 508 516 rBV 843261 1152612 16.12% 2.586%
5 5.487 573 578 582 rBV 4623569 5130812 71.75% 11.511%
6 5.875 640 644 650 rVB 152236 125986 1.76%  0.283%
7 6.498 744 750 754 rBV2 4653907 5594111 78.22% 12.551%
8 6.686 779 782 795 rBV 150316 145644 2.04% 0.327%
9 6.863 808 812 815 rBV 1386727 1085497 15.18% 2.435%
10 7.428 902 908 911 rBV 3309258 3398256 47.52% 7.624%
11 8.145 1026 1030 1034 rBV 1434477 1394773 19.50%  3.129%
12 9.227 1209 1214 1217 rBV 6296188 6042077 84.49% 13.556%
13 9.622 1276 1281 1285 rBV 351784 346784 4.85% 0.778%
14  9.904 1325 1329 1333 rBV 1780627 1653236 23.12% 3.709%
15 10.698 1459 1464 1467 rBV 4165206 3966883 55.47% 8.900%

16 11.392 1578 1582 1589 rBV 1985118 1761500 24.63%
17 12.992 1848 1854 1857 rBV 6688397 7151311 100.00% 1
18 13.886 2002 2006 2023 rBV 707597 1010861 14.14%
19 14.039 2027 2032 2038 rBV 1968503 1804033 25.23%
20 14.515 2108 2113 2127 rVB5 46508 119996 1.68%
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21 15.515 2278 2283 2288 rBV 1164458 1495442 20.91%
22 16.062 2371 2376 2384 rBV4 48570 130178 1.82% 0.292%
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Sum of corrected areas: 44572429
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112120\
Data File : BF122433.D

Acqg On : 21 Nov 2020 21:48
Operator : JU/CG

Sample . L4842-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF122433.D\data.ms

6000000

5000000 5.487 6.498
4000000
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Abundance TIC: BF122433.D\data.ms
9.227 12.992
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Abundance TIC: BF122433.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112120\
Data File : BF122433.D

Acqg On : 21 Nov 2020 21:48
Operator : JU/CG

Sample . L4842-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 2
R.T. EstConc Area Relative to ISTD R.T.
2.157 16.18 ng 878142 1,4-Dichlorobenzene-d4 6.863

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 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
Abundance  Scan 12 (2.157 min): BF122433.D\data.ms (-6) (-) m/z 73.10 100.00%
73.1
5000
43.0
87.0
9.0 2.202.302.402.502.60
Ol 890 . m/z 43.05  36.23%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T[T T [T T T[T rrTrT
43.0 2.202.302.402.502.60
' 87.0 m/z 87.05  25.42%
29.0
M‘ \‘\“ %90 ‘\
O\‘H\\‘HH‘\H\‘HH“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0 RS LT
2.202.302.402.502.60
5000 41.0 55.0 m/z 55.05 24.26%
27.0
0 112.0 129.0
T T T e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- AT
73.0 2.202.302.402.502.60
m/z 41.05 11.78%
5000 43.0
58.0
Obrprrthbirrrepter e .
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112120\
Data File : BF122433.D

Acqg On : 21 Nov 2020 21:48
Operator : JU/CG

Sample . L4842-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 1
R.T. EstConc Area Relative to ISTD R.T.
5.075 21.24 ng 1152610 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 508 (5.075 min): BF122433.D\data.ms (-500) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.1 o RRREEE e RAREE
| | 83.0 4.80 5.00 5.20 5.40 :
-t m/z 59.10 55.70%
miz-> 20 40 60 80 100 120 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L L I B A L
59.0 4.80 5.00 5.20 5.40
m/z 101.10 19.91%
15.0 101.0
‘ ml i | 83.0 | ‘
O\\\\‘\\\\‘i\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance
43.0
e RARES
4.80 5.00 5.20 5.40
5000 m/z 58.00 16.10%
101.0
ol 130 60.0  84.0
e L L e T
miz--> 20 40 60 80 100 120 140
Abundance  #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A ERARAE
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.69%
5000 41.0
0 \H\‘ \‘M 12\6'0 142.0
1 T
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112120\
Data File : BF122433.D

Acqg On : 21 Nov 2020 21:48
Operator : JU/CG

Sample . L4842-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 unknown5.875 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.875 2.32 ng 125986 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 N-.alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 33
3 3-Methoxy-3-methylbutanol 118 C6H1402 056539-66-3 12
4 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 10
5 N-Formylmorpholine 115 C5H9NO2 004394-85-8 10
Abundance Scan 644 (5.875 min): BF122433.D\data.ms (-640) (-) m/z 73.10 100.00%
3.0 3.
5000
R ARRAmEREE T
115.0
| 60 a5 100.0 5.60 5.80 6.00 6.20
Ol e el S S e m/z 42.95 94.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13499: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 ’\/\\\\‘\\\\’\\\\‘\\\\‘\\\\
5.60 5.80 6.00 6.20
m/z 115.00  13.25%
150 290 | 560 7.0 1000 11?'0
OH\‘HH‘\H‘H‘\‘\H‘H‘H‘Hl\‘HH‘\}\\‘\\H“\HHHH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
73.
30.0 30 )
A ERAARERRE
43.0 5.60 5.80 6.00 6.20
5000 m/z 41.05 10.62%
0 15.0 58.0 87.0 100.0 117.0
R e e B ARARASARRS ™
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #8840: 3-Methoxy-3-methylbutanol
73.0 5.60 5.80 6.00 6.20
m/z 42.00 7.16%
5000
41.0
103.0
. 56.0
oH“1‘4‘@"2‘3“3“”““;“‘”‘m‘uH“wwﬁww“u_m‘m TRV S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112120\
Data File : BF122433.D

Acqg On : 21 Nov 2020 21:48

Operator : JU/CG

Sample L4842-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 4 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
6.68 2.68ng 145644  1,4-Dichlorobenzene-d4  6.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 CeH1403 000111-90-0 83

2 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 42
3 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 38
4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 38
5 Diethyl carbitol 162 C8H1803 000112-36-7 38

Abundance Scan 782 (6.686 min): BF122433.D\data.ms (-779) (-) m/z 45.10 100.00%
4L'.
5000
72.1 o
I h 1041 6.40 6.60 6.80 7.00
0 ‘H_Hw!‘wm‘wmw:m_m_m m/z 59.10 33.68%
m/z--> 20 40 100 120 140
Abundance #15098: Ethanol. 2—(2—etho><yetho><y)—
45.0
5000 \\\‘\\\\‘\\\\J\‘\\\\‘\\\\
6.40 6.60 6.80 7.00
29.0 72.0 m/z 72.10 21.67%
Otr+ “ \H‘\ T “h\‘\ TT }‘\ T h‘\ ‘8\8\(\)\1‘0\4\0\ T \1\35\‘0\ T
miz--> 20 40 60 80 100 120 140
Abundance
45.0
A
6.40 6.60 6.80 7.00
5000 m/z 43.00 14.13%
29.0
90.0
61.0
ol b e L
miz--> 20 40 60 80 100 120 140
Abundance #44468: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- o RAEEEEEREES
45.0 6.40 6.60 6.80 7.00
m/z 73.10 13.70%
5000
29,0 2.0 89.0
ol 0 LT e s L
m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112120\
Data File : BF122433.D

Acqg On : 21 Nov 2020 21:48
Operator : JU/CG

Sample . L4842-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 G5-Eicosene, (E)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.886 11.21 ng 1010860 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
5 Behenic alcohol 326 C22H460 000661-19-8 94

Abundance Scan 2006 (13.886 min): BF122433.D\data.ms (-2002) (- m/z 57.10 100.00%
57.1
97.0
5000
P T
H F39.1 13.50 14.00
ol d L. AT 1821 2242 2803 L, 8316 92.82%
miz--> 50 100 150 200 250
Abundance #127769: 5-Eicosene, (E)-
55.0
5000 97.0 = aSS
13.50 14.00
m/z 43.10  92.24%
O \Z\SJ\L ‘\‘ “ ‘\ h\ \““ T “L‘ }L \&3?.(‘) T ]\_8\2-\0‘ \22\3\0\ ‘ T 2\89.9 ‘
miz--> 50 100 150 200 250
Abundance
55.0
97.0
o e
13.50 14.00
5000 m/z 55.10 91.69%
0 19.0 1.39.0 182.0 224.0 266.0
R e
m/z--> 50 100 150 200 250
Abundance #131391: n-Nonadecanol-1 — —
83.0 13.50 14.00
43.0 m/z 69.05 84.28%
5000
25.0
LIl aese ase
oL ‘Mhu”‘u“‘\w‘“‘ﬂpuﬂ““ T B e
m/z--> 50 100 150 200 250 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112120\
Data File : BF122433.D

Acqg On : 21 Nov 2020 21:48
Operator : JU/CG

Sample : L4842-01

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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... 2.157 16.2 ng 878142 1 6.863 1085500 20.0
2-Pentanone, 4-... 5.075 21.2 ng 1152610 1 6.863 1085500 20.0
unknown5.875 5.875 2.3 ng 125986 1 6.863 1085500 20.0
Ethanol, 2-(2-e... 6.686 2.7 ng 145644 1 6.863 1085500 20.0
5-Eicosene, (E)- 13.886 11.2 ng 1010860 5 14.039 1804030 20.0
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