LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81721\
Data File : BF125074.D

Acqg On : 17 Aug 2021 18:10
Operator : JU/CG

Sample : PB138424BL

Misc :

ALS Vvial : 10 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-BF081721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125074.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.298 28 36 41 rBV 193216 255818 4.51% 0.665%
2 2.404 48 54 62 rVB 133813 167069 2.94% 0.434%
3 5.163 517 523 532 rBV 574270 823331 14.50% 2.139%
4 5.545 582 588 591 rBV 5025734 5676913 100.00% 14.750%
5 5.939 652 655 659 rVB 194803 153006 2.70% 0.398%

6 6.539 751 757 760 rBV 4572986 5579531 98.28% 14.497%
7 6.916 818 821 825 rBV 1403214 1266215 22.30%  3.290%
8 7.480 911 917 920 rBV 3506713 3636672 64.06%  9.449%
9 8.198 1035 1039 1043 rBV 1746539 1690453 29.78% 4.392%

9.280 1217 1223 1226 rBV 5328648 5463542 96.24% 14.196%

11  9.957 1333 1338 1341 rBV 1943664 1708269 30.09%
12 10.745 1466 1472 1475 rBV 3641785 3522456 62.05%
13 11.445 1587 1591 1594 rBV 1968713 1681794 29.63%
14 13.033 1856 1861 1864 rBV 5053482 5027999 88.57% 1
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15 14.080 2035 2039 2043 rBV 1252407 1127794 19.87% 930%
16 15.574 2288 2293 2299 rBV 486719 625182 11.01% 1.624%
17 17.068 2540 2547 2557 rVB6 24944 81310 1.43% 0.211%

Sum of corrected areas: 38487354
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 17 Aug 2021 18:10
: PB138424BL

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81721\
BF125074.D

Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81721\
Data File : BF125074.D

Acqg On : 17 Aug 2021 18:10
Operator : JU/CG

Sample : PB138424BL

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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.
2.298 4.04 ng 255818 1,4-Dichlorobenzene-d4 6.922

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 39

3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37

4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35

5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25

Abundance  Scan 36 (2.298 min): BF125074.D\data.ms (-28) (-) m/z 73.00 100.00%

73.0
5000 43.0
87.1

I 220 240 260
0 HWH‘WHH‘HHMHH_‘H_‘Hﬂm‘_u‘_uW‘HW‘HWH‘WH“ m/z 42.95 46.57%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 L R
220 240 2.60
43.0

87.0 m/z 54.95 34.26%

20 | o ||
\\\‘\\\\‘\\\\‘\\\\‘\f\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0

220 240 260

o

5000 41.0 55.0 m/z 87.10 23.08%
27.0
0 1], ‘ 112.0 129.0
“““,“‘,“
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl- N
73.0 220 240 260

m/z 40.95 15.23%

5000
55.0
\M T 98.0 115.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 240 260

o

8270-BF081721.M Wed Aug 18 12:01:41 2021 Page:




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81721\
Data File : BF125074.D

Acqg On : 17 Aug 2021 18:10
Operator : JU/CG

Sample : PB138424BL

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Propane, 1,1-dimethoxy- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.404 2.64 ng 167069 1,4-Dichlorobenzene-d4 6.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 64
2 Acetic acid, dimethoxy-, methyl ... 134 C5H1004 000089-91-8 33
3 Methane, trimethoxy- 106 C4H1003 000149-73-5 33
4 2,5-Diethoxy-3-methyl-3-vinylhexane 214 C13H2602 1000432-70-8 10
5 Thiocyanic acid, methyl ester 73 C2H3NS 000556-64-9 9

Abundance  Scan 54 (2.404 min): BF125074.D\data.ms (-48) (-) m/z 75.00 100.00%

75.0
45.0
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BB o
. 220 2.40 2.60 2.80
Ol preerprreerrrsb i el e 2930 m/z 73.00  70.81%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5400: Propane, 1,1-dimethoxy-
78.0
29.
5000 90 450 LI AL B L L L B B

220 2.40 2.60 2.80
m/z 45.00 53.65%

H 60.0 || 103.0

O\\\‘\\\\‘\\\\‘\Hf‘\\\\‘H‘\\‘\\\\‘\H\‘\\\\’H\\‘\\\\’\\\\‘\\H‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #17234: Acetic acid, dimethoxy-, methyl ester
75.0
R
220 2.40 2.60 2.80
5000 m/z 41.e0  36.72%
47.0
15.0 31.0
| M 103.0
) S Y S N A GG — 218
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5613: Methane, trimethoxy- PP P Sy
75.0 220 2.40 2.60 2.80
m/z 47.00 30.81%
5000
31.0 47.0
15.0
| 105.0
Ottt e e e e e L e e I e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81721\
Data File : BF125074.D

Acqg On : 17 Aug 2021 18:10
Operator : JU/CG

Sample : PB138424BL

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 1
R.T. EstConc Area Relative to ISTD R.T.
5.163 13.00 ng 823331 1,4-Dichlorobenzene-d4 6.922

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 27
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2-Pentanone, 5-(acetyloxy)- 144 C7H1203 005185-97-7 9
5 Diacetamide 101 C4H7NO2 000625-77-4 7
Abundance Scan 523 (5.163 min): BF125074.D\data.ms (-517) (-) m/z 42.95 100.00%
43.0
5000
T e
101.0 4.80 5.00 5.20 5.40
Ot 774 L2070 h/; s9.00  48.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LI L L B I

4.80 5.00 5.20 5.40
m/z 58.00 15.54%

15.0 ‘ 101.0
O\\\‘\‘\‘M\\“M\\}‘\\\\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4528: 2,3-Butanedione, monooxime
43.0
P e
4.80 5.00 5.20 5.40
5000 ITI/Z 101.00 12.49%
101.0
150 | 6o
oo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4156: 1-Propen-2-ol, acetate A A amaRET
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.27%
5000
15.0 72.0 100.0
B o = . e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81721\
Data File : BF125074.D

Acqg On : 17 Aug 2021 18:10
Operator : JU/CG

Sample : PB138424BL

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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-methoxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.939 2.42 ng 153006 1,4-Dichlorobenzene-d4 6.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 25
3 1-Methoxyethanimine, N-acetyl- 115 C5H9NO2 099028-43-0 12
4 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 9
5 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 9
Abundance Scan 655 (5.939 min): BF125074.D\data.ms (-652) (-) m/z 42.95 100.00%
3.0
73.0
5000
—Arr e
56.0 100.0 115.0 5.60 5.80 6.00 6.20
Ol i 890 S L m/z 73.00 73.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #15498: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 L L B I L R

5.60 5.80 6.00 6.20
m/z 40.95 9.46%

150 200 | S0 | 1000150
O\\\‘\\‘\\‘\\\i‘\\\\[\”\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #843: Acetamide, N-methyl-
30.0 43.0 73.0
5.60 5.80 6.00 6.20
5000 58.0 m/z 115.00 7.98%
15.0
0 HWlH_H‘Hlm‘!:‘wuH‘mW1”_m‘uu_m‘w_u
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #8775: 1-Methoxyethanimine, N-acetyl- R AR R ENRRR
43.0 5.60 5.80 6.00 6.20
100.0 m/z 55.00 6.59%
5000
73.0 115.0
eyl e S e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81721\
Data File : BF125074.D

Acqg On : 17 Aug 2021 18:10
Operator : JU/CG

Sample : PB138424BL

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 10-Bromo-1,2,3,4-tetrahydro... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.068 2.60 ng 81310 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Bromo-1,2,3,4-tetrahydro-phen... 276 C14H13BroO 1000190-54-9 72
2 Benzo[b]triphenylene 278 C22H14 000215-58-7 52
3 Benzo[a]naphthacene 278 C22H14 000226-88-0 50
4 Dibenz[a,j]anthracene 278 C22H14 000224-41-9 47
5 Dibenz[a,h]anthracene 278 C22H14 000053-70-3 47
Abundance Scan 2547 (17.068 min): BF125074.D\data.ms (-2540) (1  m/z 278.05 100.00%
278.1
5000
139.1 h T -
41.0 208.1 ‘
0 ,wmm_Hwh_HM\‘U"MW‘HWWWuwwv‘l m/z 276.85  67.94%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168168: 10-Bromo-1,2,3,4-tetrahydro-phenanthren-9-ol

276.0
5000 Rk Rl — =
197.0 248.0 17.00 .
141.0169.0 ITI/Z 279.00 21.12%
7.0 63.0 91.0
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #171330: Benzolb]triphenylene
278.0
T \
17.00
5000 m/z 139.05 18.11%
139.0
ol 390 740 1110 | 1740 22202500
R e Eaa e e R e R aRaEE eI
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #171327: Benzo[a]naphthacene e ‘
278.0 17.00
m/z 277.05 18.11%
5000
0L 390 870 1390 1870 22202500

m/z--> 20 40 60 80 100120140160180200220240260280 17 OO
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81721\
Data File : BF125074.D

Acqg On : 17 Aug 2021 18:10
Operator : JU/CG

Sample : PB138424BL

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081721.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|
Butane, 2-metho... 2.298 4.0 ng 255818 1 6.922 1266220 20.0
Propane, 1,1-di... 2.404 2.6 ng 167069 1 6.922 1266220 20.0
2-Pentanone, 4-... 5.163 13.0 ng 823331 1 6.922 1266220 20.0
2-Pentanone, 4-... 5.939 2.4 ng 153006 1 6.922 1266220 20.0
10-Bromo-1,2,3,... 17.068 2.6 ng 81310 6 15.574 625182 20.0
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