LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0@4014.D

Acqg On : 19 Nov 2020 20:32
Operator : CG/JU

Sample : L4779-02 5X

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_P\METHODS\8270-BP110320.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@4014.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.987 12 17 27 rBV 676020 878453  3.15% 0.748%
2 3.170 40 48 52 rBvV 251848 523953 1.88% 0.446%
3 3.287 64 68 73 rVB2 469829 898920 3.22% 0.765%
4 3.640 123 128 141 rVB 425891 572374 2.05% 0.487%
5 3.770 145 150 157 rBV 462602 679128 2.44% 0.578%
6 5.799 487 495 504 rBV 414362 645083  2.31%  0.549%
7 7.446 768 775 778 rBV 387805 700016 2.51% 0.596%
8 8.269 909 915 920 rBV 543991 828715 2.97% 0.706%
9 8.340 920 927 953 rBV 3543851 6571633 23.58% 5.596%
10 9.428 1106 1112 1119 rVB 287905 473572 1.70% 0.403%
11  9.928 1142 1197 1200 rBV 2960723 27874618 100.00% 23.737%
12 11.099 1388 1396 1401 rBV 709800 1193581 4.28% 1.016%
13 12.422 1613 1621 1628 rBV 217206 370143 1.33% 0.315%
14 13.510 1801 1806 1814 rVV 751361 1230626 4.41% 1.048%
15 13.704 1834 1839 1847 rBV2 341134 675378 2.42%  0.575%
16 14.334 1941 1946 1949 rBV3 861982 1252965 4.50% 1.067%
17 14.369 1949 1952 1956 rVB2 339085 433227 1.55% 0.369%
18 14.540 1975 1981 1985 rBV6 225797 531694 1.91% 0.453%
19 14.651 1995 2000 2005 rBv4 510997 1164150 4.18% 0.991%
20 14.740 2011 2015 2019 rVB 1278437 1773909 6.36% 1.511%

21 14.892 2032 2041 2052 rBv4 1249798 3030804 10.87%
22 15.398 2123 2127 2133 rBvV4 577790 1117123 .01%
23 15.557 2151 2154 2159 rBV3 487684 636464 .28%
24 15.692 2173 2177 2183 rVB 1438129 2109270 .57%
25 16.375 2291 2293 2297 rBV3 508226 626936 .25%
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26 16.604 2328 2332 2337 rVB2 1716066 2320185  8.32%
27 20.122 2928 2930 2937 rVB 1169976 1534030 5.50%
28 21.057 3085 3089 3100 rVB2 7432628 10076032 36.15%
29 21.657 3187 3191 3197 rVB 1283381 1724400 6.19%
30 22.639 3350 3358 3363 rVB 13555875 21624786 77.58% 18.415%
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31 24.127 3605 3611 3619 rVB2 840660 1734447 6.22% 1.477%
32 24.680 3694 3705 3713 rVB 7592659 17081552 61.28% 14.546%
33 27.762 4218 4229 4241 rVB3 1301383 4541373 16.29% 3.867%

Sum of corrected areas: 117429540
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 19 Nov 2020 20:32
: CG/JU

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
BP004014.D

L4779-02 5X

: 12 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4014.D

Acqg On : 19 Nov 2020 20:32
Operator : CG/JU

Sample : L4779-02 5X

Misc :

ALS vial : 12  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 unknown2.987 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.987 21.20 ng 878453 1,4-Dichlorobenzene-d4 8.269

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanone, 1-hydroxy- 74 C3H602 000116-09-6 9

2 Acetic acid, methyl ester 74 C3H602 000079-20-9 5

3 Acetic acid, hydrazide 74 C2H6N20 001068-57-1 4
4 2-Propanol, 1-amino-, (R)- 75 C3H9NO 002799-16-8 4

5 Hydrogen azide 43 HN3 007782-79-8 4
Abundance  Scan 17 (2.987 min): BP004014.D\data.ms (-12) (-) m/z 43.00 100.00%

43.0
5000

3.00 3.20 3.40

ob. i 105016312211 2049 396745065195 .1, 7400  7.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #818: 2-Propanone, 1-hydroxy-
43.0
5000 L L L I BB B IR

3.00 320 3.40
m/z 42.05 6.84%

‘Jﬂ |
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0

3.00 3.20 3.40

o

5000 ITI z 45.00 3.42%
O T T T T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #778: Acetic acid, hydrazide
32.0 3.00 3.20 3.40

m/z 44.00 2.52%

L LNL

e K A e
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4014.D

Acqg On : 19 Nov 2020 20:32
Operator : CG/JU

Sample : L4779-02 5X

Misc :

ALS vial : 12  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 unknown3.170 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
3.170 12.65 ng 523953 1,4-Dichlorobenzene-d4 8.269

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 37
2 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 36
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 32
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
5 Propanoic acid 74 C3H602 000079-09-4 9
Abundance  Scan 48 (3.170 min): BP004014.D\data.ms (-40) (-) m/z 73.10 100.00%

73.1
5000

AR S
t ’ 153.0152.6 2805 3.00 3.20 3.40 3.60
| .0192. .8 344.9403.6 470.6 547.. 9
k1] 183.0192.9 2808 344.9403.6 4706 547. 1/, 45,00  37.75%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000
3.00 3.20 3.40 3.60
m/z 73.95 35.45%
O‘\\“\Jl‘\“‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73.0
e
3.00 3.20 3.40 3.60
5000 m/z 43.05 34.25%
0].5.0
A N B B R maa o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2051: 1,3-Dioxolane, 2-methyl- o L
73.0 3.00 3.20 3.40 3.60
m/z 55.00 32.27%
5000
o_J‘h‘"uw‘H‘_m‘Hwm_m_m‘uu_mwu_ A i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4014.D

Acqg On : 19 Nov 2020 20:32
Operator : CG/JU

Sample : L4779-02 5X

Misc :

ALS vial : 12  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 1,3-Dioxolane, 2,2-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.287 21.69 ng 898920 1,4-Dichlorobenzene-d4 8.269

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2,2-dimethyl- 102 C5H1002 002916-31-6 72
2 N,N-Dimethylacetamide 87 C4H9NO 000127-19-5 53
3 Ethanol, 2,2'-[1,2-ethanediylbis... 234 C10H1806 000111-21-7 42
4 Ethanol, 2,2'-oxybis-, diacetate 190 C8H1405 000628-68-2 40
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 36
Abundance  Scan 68 (3.287 min): BP004014.D\data.ms (-64) (-) m/z 43.00 100.00%
5000

3.00 3.20 3.40 3.60

ol dikbLo 1781 24893077 375.4 47315406 /s g7.00  78.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4308: 1,3-Dioxolane, 2,2-dimethyl-
43.0
5000 | R L B

3.00 3.20 3.40 3.60
m/z 42.05 30.27%

L]

O‘\\\\“‘\\\\‘\.\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
87.0
R e e e
3.00 3.20 3.40 3.60
5000 m/z 72.10 15.41%
Ol P e e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #88551: Ethanol, 2,2'-[1,2-ethanediylbis(oxy)]bis-, diacetg T e R
87.0 3.00 3.20 3.40 3.60

m/z 45.00 14.68%

5000

29. ‘
O+t e e e

m/z--> 0 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\BP111920\
Data File : BP0O@4014.D

Acqg On : 19 Nov 2020 20:32
Operator : CG/JU

Sample : L4779-02 5X

Misc :

ALS vial : 12  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 1,3-Dioxolane, 2,2,4-trimet... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
3.640 13.81 ng 572374 1,4-Dichlorobenzene-d4 8.269

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2,2,4-trimethyl- 116 C6H1202 001193-11-9 90
2 Thiocyanic acid, propyl ester 101 C4H7NS 004251-16-5 59
3 1,3-Dioxane, 4-methyl- 102 C5H1002 001120-97-4 50
4 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9

5 Furazan-3-ol, 4-amino- 101 C2H3N302 159013-90-8 9
Abundance Scan 128 (3.640 min): BP004014.D\data.ms (-123) (-) m/z 43.05 100.00%

3.0

5000 101.0 Nj\

3.40 3.60 3.80 4.00

0l \ A A6L1 2691 8734 45535181  ;m/z 100.95  46.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8171: 1,3-Dioxolane, 2,2,4-trimethyl-
43.0
5000 101.0 LB B R i

3.40 3.60 3.80 4.00
m/z 42.10 22.95%

‘\‘\W‘J’”\‘\’\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

o

43.0

101.0 3.40 3.60 3.80 4.00
5000 m/z 41.05 17.71%

L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4262: 1,3-Dioxane, 4-methyl- R T T
43.0 3.40 3.60 3.80 4.00
m/z 72.10 17.00%
101.0
5000
0‘m‘wlML‘H‘W‘H‘_“W‘H‘_‘H“H‘M‘H“H‘M‘H“ R RARES S RERRE RN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4014.D

Acqg On : 19 Nov 2020 20:32
Operator : CG/JU

Sample : L4779-02 5X

Misc :

ALS vial : 12  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 Propylene Glycol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.770 16.39 ng 679128 1,4-Dichlorobenzene-d4 8.269

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 90
2 Isopropyl Alcohol 60 C3H80 000067-63-0 50
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 40
4 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9

5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 002155-30-8 9
Abundance Scan 150 (3.770 min): BP004014.D\data.ms (-145) (-) m/z 45.05 100.00%

45.0
5000 /L
L

3.40 3.60 3.80 4.00
0b i 1189 21532790 3446403.1 47405324 iy 23.05  19.03%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #938: Propylene Glycol
45.0 /\

5000 e
3.40 3.60 3.80 4.00

m/z 61.00 5.84%

L
‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
45.0

3.40 3.60 3.80 4.00

o

5000 ITI z 44.05 5.22%
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #946: (S)-(+)-1,2-Propanediol T e
45.0 3.40 3.60 3.80 4.00

m/z 42.05 3.30%

5000 f\J\\
0 i

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4014.D

Acqg On : 19 Nov 2020 20:32
Operator : CG/JU

Sample : L4779-02 5X

Misc :

ALS vial : 12  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-Hexanol, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.340 158.60 ng 6571630 1,4-Dichlorobenzene-d4 8.269

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
2 2-Propyl-1-pentanol 130 C8H180 058175-57-8 64
3 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 56
4 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 56
5 1-Hexene, 5,5-dimethyl- 112 C8H16 007116-86-1 53
Abundance Scan 927 (8.340 min): BP004014.D\data.ms (-920) (-) m/z 57.05 100.00%
57.0

—

5000
 REEEEE SRR S
l ‘ 8.00 8.20 8.40 8.60
ob  Ml11290 21492733 ses0azerssazsaac 411 37.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0
5000 TT T T T T T[T T[T [ TTTT]
8.00 8.20 8.40 8.60
m/z 43.05 31.47%
O‘\\“\H\‘\!l\“\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
o ARBEEEE TRy
8.00 8.20 8.40 8.60
5000 m/z 55.05 27 .44%
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13759: 1-Pentanol, 2-ethyl-4-methyl- R REEEE e e
57.0 8.00 8.20 8.40 8.60
m/z 56.05 20.94%
5000 Jk
or\l.\mo‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4014.D

Acqg On : 19 Nov 2020 20:32
Operator : CG/JU

Sample : L4779-02 5X

Misc :

ALS vial : 12  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 7 Hexanoic acid, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.928 467.07 ng 27874600 Naphthalene-d8 11.099

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 53
3 Pentanoic acid, 2,4-dimethyl-, m... 144 C8H1602 071672-33-8 50
4 Octanoic acid, 2-methyl-, methyl... 172 C10H2002 002177-86-8 40
5 Methyl 2,3,4-tri-O-methyl-6-deox... 220 C10H2005 072983-16-5 40

Abundance Scan 1197 (9.928 min): BP004014.D\data.ms (-1142) (-) m/z 73.00 100.00%
73.0

~

5000
——
L) o
Ob )| 144.02010 2669 _355.0415.247345310 ./, gg.@e  79.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20862: Hexanoic acid, 2-ethyl-
73.0
5000

—
10.00
m/z 41.05 37.05%

OLS-&)‘JlJl”l44.O‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
88.0
— =
10.00
5000 m/z 57.05 35.30%
29.0
0 173.0 272.0 355.0
T e T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #21019: Pentanoic acid, 2,4-dimethyl-, methyl ester ——
88.0 10.00
m/z 55.10 25.43%
5000
oi“\\‘ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4014.D

Acqg On : 19 Nov 2020 20:32
Operator : CG/JU

Sample : L4779-02 5X

Misc :

ALS vial : 12  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 8 Phenol, p-tert-butyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.422 6.20 ng 370143 Naphthalene-d8 11.099
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 94
2 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 91
3 Phenol, 2-(1,1-dimethylethyl)- 150 C1eH140 000088-18-6 80
4 Ethanone, 1-(2-hydroxy-5-methylp... 150 C9H1002 001450-72-2 64
5 4-Acetylanisole 150 C9H1e02 000100-06-1 53

Abundance Scan 1621 (12.422 min): BP004014.D\data.ms (-1613) (- m/z 135.05 100.00%

135.1
5000

41.1

Ll 02 28193009 4288 ss54 10700 s

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #23714: Phenol, p-tert-butyl-
135.0

5000 T

41.0 m/z 150.05  20.63%

‘mJ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
135.0

o
[ay
N
a1
o

o

12.50
5000 m/z 95.10 16.96%
41.0
M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #23765: Phenol, 2-(1,1-dimethylethyl)- ——
135.0 12.50

m/z 41.10 12.50%

5000
41.0

MHMHLHL

O b kb foo —
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4014.D

Acqg On : 19 Nov 2020 20:32
Operator : CG/JU

Sample : L4779-02 5X

Misc :

ALS vial : 12  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 9 Decahydro-4,4,8,9,10-pentam... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

13.704 4.46 ng 675378  Acenaphthene-die 14.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 91
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 50
3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 46
4 2-Anthracenamine 193 C14H11N 000613-13-8 22
5 9-Phenanthrenamine 193 C14H11N 000947-73-9 18

Abundance Scan 1839 (13.704 min): BP004014.D\data.ms (-1834) (- m/z 193.20 100.00%

198.2
55.1
5000 123.1

\ } 13.50 14.00
L

- Allg, sy 2645 35464170 5062 ' nm/z s55.10  61.61%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0
123.0

5000

o

—r—
55, 13.50 14.00
m/z 41.10  57.53%

0‘\\\\"\‘\H\\“‘\\\“\\‘L\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
193.0
— —
13.50 14.00
5000{ 55.0 m/z 123.10 50.18%
123.0
O i e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone T —
198.0 13.50 14.00

m/z 69.10  45.84%

123.0
5000

42.0 ‘
L

ot — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4014.D

Acqg On : 19 Nov 2020 20:32
Operator : CG/JU

Sample : L4779-02 5X

Misc :

ALS vial : 12  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 10 1H-Indene, octahydro-2,2,4,... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.334 8.27 ng 1252970  Acenaphthene-d10 14.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 52
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 50
3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 43
4 2-Anthracenamine 193 C14H11N 000613-13-8 30
5 Butan-2-one, 1-[3-(3,3-dimethyl-... 278 C16H26N202 1000303-34-2 27

Abundance Scan 1946 (14.334 min): BP004014.D\data.ms (-1941) (-] | m/z 193.20 100.00%

198.2
so00] 691
— A
| H ‘ w %Ll 1400 14.50
O dLbLERRS Ly 280.93400404.2  489.3547.0 ;69 10  49.20%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene

c

193.0
123.0
5000 — —
55, 14.00 14.50
m/z 41.10  45.40%
O‘\\\\"\‘\i“\\“‘\\\“\\‘L\\‘\\‘L\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
193.
69.0 93.0
— ——
14.00 14.50
5000 m/z 55.10 42.77%
e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone — —
193.0 14.00 14.50
m/z 83.10 40.83%
123.0
5000
42.0 ‘
0 ettt b e e e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4014.D

Acqg On : 19 Nov 2020 20:32
Operator : CG/JU

Sample : L4779-02 5X

Misc :

ALS vial : 12  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 11 unknownl4.651 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.651 7.68 ng 1164150  Acenaphthene-d10 14.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 46
2 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 45
3 1H-Pyrazole, 1-methyl-4-(4,4,5,5... 208 C1OH17BN202 1000319-69-0 38
4 Cyclopropane, 1,1-dimethyl-2-(2-... 124 C9H16 069147-03-1 30
5 2-Anthracenamine 193 C14H11N 000613-13-8 25

Abundance Scan 2000 (14.651 min): BP004014.D\data.ms (-1995) (- m/z 69.10 100.00%

9.1 193.2
5000
—— ——
‘ d“ !\ Ll 14.50 15.00
of LA PL [ 2659 340.7 405246585233 ./, 55 19 95.88%
m/z—> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17564: 2,6-Heptadienal, 2,4-dimethyl-
43.0 109.0
5000 — ——
14.50 15.00
m/z 41.10 93.81%
| l‘ J’\

O‘\\ ‘\\\\‘\’\l\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
193.0

P
123.0 14.50 15.00
5000 m/z 193.20 84.14%
55.0
(LN T S M
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #67218: 1H-Pyrazole, 1-methyl-4-(4,4,5,5-tetramethyl-1,3 = ——
109.0 193.0 14.50 15.00

m/z 109.10  79.72%

5000
43.0 ‘

0 'N ol ‘\\ il

m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4014.D

Acqg On : 19 Nov 2020 20:32
Operator : CG/JU

Sample : L4779-02 5X

Misc :

ALS vial : 12  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 12 unknownl4.740 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.740 11.71 ng 1773910  Acenaphthene-d10 14.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 50
2 Silane, chlorodiethylhexyloxy- 222 C1eH23Cl0Si 1000363-74-4 38
3 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 38
4 2-Phenylindolizine 193 C14H11N 025379-20-8 35
5 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 35

Abundance Scan 2015 (14.740 min): BP004014.D\data.ms (-2011) (- m/z 193.20 100.00%

198.2
69.1
5000

P =
‘ {“ &Ll 14.50 15.00
o LULIPEY || 2566 32593873 47205303 ./, go.10 66.51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0
123.0
5000 e ——
55, 14.50 15.00

m/z 97.10 57.41%

"\1
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
193.0

o

109.0 _— _—
14.50 15.00
5000 m/z 55.10 55.80%
41.0
O bbb bl Y e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t —— —
69.0 193.0 14.50 15.00

m/z 41.10 55.28%

w W

\‘ \‘ l‘ Iln} u\ B

.0
e S e e e e e

— —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4014.D

Acqg On : 19 Nov 2020 20:32
Operator : CG/JU

Sample : L4779-02 5X

Misc :

ALS vial : 12  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 13 Oxalic acid, allyl pentadec... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.398 7.37 ng 1117120  Acenaphthene-d10 14.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, allyl pentadecyl ester 340 C20H3604 1000309-24-3 58
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 42
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 42
4 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 41
5 Decane, 5-propyl- 184 C13H28 017312-62-8 41
Abundance Scan 2127 (15.398 min): BP004014.D\data.ms (-2123) (- m/z 57.10 100.00%
57.1
133.1
5000
— ——
H 204.2 15.00 15.50
ol pddlagll, . 2809 3665 47315330 ./, 5519 82.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176817: Oxalic acid, allyl pentadecyl ester
41.0
5000 — ——
15.00 15.50
} m/z 43.10 79.08%
1.0
O‘\\J‘\"\l\\‘\ﬁﬁ‘\‘\\\‘\\\\‘\\\zﬁs\.\()\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
— ——
15.00 15.50
5000 m/z 71.10 77 .63%
0 127.0 197.0
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83051: Dodecane, 2-methyl-6-propyl- “ —
57.0 15.00 15.50
m/z 83.10 62.60%
5000
140.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4014.D

Acqg On : 19 Nov 2020 20:32
Operator : CG/JU

Sample : L4779-02 5X

Misc :

ALS vial : 12  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 14 unknownl5.557 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.557 4.20 ng 636464  Acenaphthene-die 14.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 46
2 3,5-Diamino-6-[2-thienyl]-1,2,4-... 193 C7H7N5S 058848-66-1 25
3 Propanamide, N-(4-methoxyphenyl)... 193 C11H15NO2 1000307-32-2 22
4 3,7-Dimethyl-6-nonen-1-o0l 170 C11H220 041972-59-2 14
5 Cyclopropanemethanol, 2,2-dimeth... 154 C10H180 005617-92-5 11
Abundance Scan 2154 (15.557 min): BP004014.D\data.ms (-2151) (- m/z 193.20 100.00%
41.1 123.1 198.2
5000
T \
” ‘ 15.50
ol MARLILIILLL, 20693260 4303 5361 1/, 15310 o1.14%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0
123.0
5000 —
55, 15.50
m/z 41.10 88.80%
O \\\“\}H\\“‘1‘\“\‘\‘L\\‘\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
123.0 193.0
T \
15.50
5000 m/z 81.10 77 .33%
T MwwwﬂWﬂJJhNAJ$VVNX
o S R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #55328: Propanamide, N-(4-methoxyphenyl)-2-methyl- ——
123.0 15.50
m/z 55.10 77.24%
5000 193.0 W
43.0
Ot e e e e e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4014.D

Acqg On : 19 Nov 2020 20:32
Operator : CG/JU

Sample : L4779-02 5X

Misc :

ALS vial : 12  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 15 2,11-Dioxabicyclo[4.4.1]und... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.692 13.92 ng 2109270  Acenaphthene-die 14.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,11-Dioxabicyclo[4.4.1]undeca-3... 222 C13H1803 070412-52-1 59
2 4-Fluorobenzoic acid, 3-pentadec... 350 C22H35F02 1000280-68-4 50
3 4-Fluorobenzoic acid, 5-pentadec... 350 C22H35F02 1000280-68-6 50
4 3-Fluorobenzoic acid, 1-cyclopen... 236 C14H17F02 1000279-04-7 47
5 4-Fluorobenzoic acid, 1-cyclopen... 236 C14H17F02 1000279-05-8 47
Abundance Scan 2177 (15.692 min): BP004014.D\data.ms (-2173) (- m/z 123.10 100.00%
123.1
500071 55.1
207.2
—— —
{}‘ ‘ ‘ 15.50 16.00
ol AL 1) 2819341.1401.1450.5517.5 /0 55 19 43.31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #79089: 2,11-Dioxabicyclo[4.4.1]undeca-3,5-dien-10-one
123.0
43.0
5000 — ——
2220 15.50 16.00
' m/z 41.10 40.84%
O \\‘\l‘“\ﬂ\“\u\‘h‘\\\‘\“\HJ\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
123.0
—— —
15.50 16.00
5000 41.0 m/z 69.10 40.60%
210.0
o e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #184119: 4-Fluorobenzoic acid, 5-pentadecyl ester —— —
123.0 15.50 16.00
m/z 109.10 36.71%
5000
41.0
22
0m‘H“'U‘«u‘J‘mwm‘m‘,HH‘HHWHWHWHM — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4014.D

Acqg On : 19 Nov 2020 20:32
Operator : CG/JU

Sample : L4779-02 5X

Misc :

ALS vial : 12  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 16 Decane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.604 20.00 ng 2320190  Phenanthrene-die 17.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 70
2 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 58
3 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 53
4 Heptadecane 240 C17H36 000629-78-7 53
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 49

Abundance Scan 2332 (16.604 min): BP004014.D\data.ms (-2328) (- m/z 57.10 100.00%
7.1

5
5000

184.1 —— —
‘ F 1 J 1 16.50 17.00
ol AL FEBL L, 2533 3268 4257 5339 ... 7110  72.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28432: Decane, 2-methyl-

43.0

-

5000 — —

16.50 17.00
m/z 43.10 53.69%

13.0
M“H”“WNH“M‘H\H‘W‘H‘MH‘M‘H\H‘W‘H‘M‘H\‘ AJLNVﬁNVA«MvﬁWJVW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0

T
16.50 17.00

o

5000 m/z 85.10 27.56%
169.0
0\H*w*H*w*H!H*w*wagnqw*www*w*w*ww*w*ww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117655: Heptadecane, 2,6-dimethyl- P b
57.0 16.50 17.00

m/z 41.10 24.35%

‘JJA¥4013?0 253.0
(O B A .

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4014.D

Acqg On : 19 Nov 2020 20:32
Operator : CG/JU

Sample : L4779-02 5X

Misc :

ALS vial : 12  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 17 Triphenyl phosphate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.057 116.86 ng 10076000 Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenyl phosphate 326 C18H1504P 000115-86-6 99
2 (1-Allyl-2-oxo0-1,2-dihydro-indol... 326 C20H14N40 1000296-28-1 14
3 Coumarin, 3-benzoyl-4-phenyl- 326 C22H1403 019725-29-2 10

4 4-(3-Nitroanilino)-5,6,7,8-tetra... 326 C16H14N402S 313952-58-8 10
5 Furo[2,3-H]coumarine, 1-(4-chlor... 325 C18H12C1NO3 1000270-16-3 9

Abundance Scan 3089 (21.057 min): BP004014.D\data.ms (-3085) (- m/z 326.10 100.00%
77.0 326.1
5000 215.0
T T T
’14}1 21.00
o“‘mlqu‘H!J\ww‘ﬂlw“w‘w‘_‘uf?%?_‘H??QS_ m/z 325.10  88.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #165692: Triphenyl phosphate
326.0
77.0
5000 —
21.00
l I T3r° m/z 77.85 84.01%
O‘\\\‘\“\\\\‘\‘\\l\\“h\‘\\\’\\‘\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
325.0
T T
21.00
5000 ITI/Z 65.10 53.10%
41.0
102.0 167.0  257.0
(MU P D MR SN N 1 M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166256: Coumarin, 3-benzoyl-4-phenyl- —
326.
770 6.0 21.00
m/z 215.00 41.40%
249.0
5000
165.0
ol'll”“\“,H —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4014.D

Acqg On : 19 Nov 2020 20:32
Operator : CG/JU

Sample : L4779-02 5X

Misc :

ALS vial : 12  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 18 8H-Dinaphtho[2,3-c:2"',3'-g]... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.639 250.81 ng 21624800 Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8H-Dinaphtho[2,3-c:2",3"'-g]carba... 367 C28H17N 000313-87-1 64
2 4-(2,3,4,6-Tetramethylphenyl)-tr... 382 C20H22N404 1000243-17-2 64
3 Phosphine, 1,4-butanediylbis[dic... 450 C28H52P2 065038-36-0 38
4 Benzenamine, 4-methyl-N-(triphen... 367 C25H22NP 002327-67-5 38
5 Cannabinol, O-trimethylsilyl- 382 C24H3402Si1 064846-18-0 36

Abundance Scan 3358 (22.639 min): BP004014.D\data.ms (-3350) (- m/z 367.15 100.00%
367.1

5000
770 —— e
178.1 25113091 || 431.2491.2549. 22.50 23.00
Ol bbb S0 28 AL TRRESRRETY m/z 368.20 24.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194964: 8H-Dinaphtho[2,3-c:2',3'-g]carbazole
367.0
5000 —— ——
22.50 23.00
m/z 77.05 16.81%
o 780 182994803000 |
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
367.0
185.0 T ‘ T T ‘ T
22.50 23.00
5000 m/z 382.15 14.91%
274.0
28.0 1150

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #227171: Phosphine, 1,4-butanediylbis[dicyclohexyl- —— —
367.0 22.50 23.00

m/z 115.10 7.47%

5000
55.0

0 1 J‘hlzﬁ\).o 202.0 \28?.0 449.0
— —— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4014.D

Acqg On : 19 Nov 2020 20:32
Operator : CG/JU

Sample : L4779-02 5X

Misc :

ALS vial : 12  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 19 Phosphoric acid, bis[(1,1-d... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

24.680 196.97 ng 17081600 Perylene-di2 24.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phosphoric acid, bis[(1,1-dimeth... 438 C26H3104P 065652-41-7 99
2 1,5-Bis[4-fluorophenyl]-2,5-dihy... 438 C27H20F2N4 004447-85-2 64
3 cis-15-Tetracosenoic acid, tert-... 480 C30H6002Si 1000333-24-5 34
4 1-(3,4-Diethoxybenzyl)-6,7-diiso... 423 C26H33NO4 068490-00-6 7

5 3-Fluoro-6-trifluoromethylbenzam... 423 C15H10F4INO 1000358-08-6 7

Abundance Scan 3705 (24.680 min): BP004014.D\data.ms (-3694) (- m/z 423.20 100.00%
428.2
5000
204.1 T L
57.1115.1 ‘ 291.1 ‘ 24.50 25.00
o kbbb gl 2OLT 3681 1148005414 404 20 28.74%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #224237: Phosphoric acid, bis[(1,1- dlmethylethyl)phenyl]
423.
5000 —— ——
24.50 25.00
570 1150 204.0 m/z 204.10 17.02%
O \\\‘\\L\I‘J\L\\J\“\‘\H\l}‘\\\\‘\2\\9\]-‘9\\\3‘6\\\0\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
423.0
— —
24.50 25.00
5000 ITI/Z 438.20 16.11%
95.0 219.0
. 158.0 327.0
T T [T T T T T T e e e T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #232663: cis-15-Tetracosenoic acid, tert-butyldimethylsil T T
423.0 24.50 25.00
m/z 57.10 11.54%
5000{ 750
SERTHNNE:; LI Y -1 N S —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24 50 25 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4014.D

Acqg On : 19 Nov 2020 20:32
Operator : CG/JU

Sample : L4779-02 5X

Misc :

ALS vial : 12  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 20 unknown27.762 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

27.762 52.37 ng 4541370 Perylene-di2 24.133
Hit# of 4 Tentative ID MW MolForm CASH# Qual
1 Zeylasteral 494 (C30H3806 087064-16-2 40
2 Phenol, 4-(1,1-dimethylethyl)-, ... 494 C30H3904P 000078-33-1 38
3 Beryllium, hexakis[.mu.-(3-buten... 562 C24H30Be4013 ©56377-88-9 9
4 7-Silabicyclo[2.2.1]hept-5-ene-2... 479 C34H29NSi 056805-08-4 1

Abundance Scan 4229 (27.762 min): BP004014.D\data.ms (-4218) (- m/z 479.20 100.00%

479.2
5000
57.1

232.1
50 ‘ 3671 27:50 28.00
o“HMLmJMumfquuu“?9ﬁ?u‘_u‘W‘H“H 12484 n/z 480.20  32.21%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #234563: Zeylasteral
479.0
£000 204.0
‘ T
55.0 27:50 28.00

m/z 57.10 21.78%

Wi o |
mm 0 wmiomoo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

479.0

o

27 50 28 00
5000 m/z 232.10 18.97%
57.0 232.0
O‘\\\‘\\\\‘\]-\:3\5\.’0\\\\‘\\\\‘\2\\9\].‘.\0\\\3‘6\\7-\(\)‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #239709: Beryllium, hexakis[.mu.-(3-butenoato-0:0')]-.m —
479.0 27 50 28.00

m/z 494.25 14.31%

5000
21.
42.0 3210
ol 110101680 2500 \‘ 407.0 560.

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 27 50 28.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0@4014.D

Acqg On : 19 Nov 2020 20:32
Operator : CG/JU

Sample : L4779-02 5X

Misc :

ALS Vvial : 12  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|
unknown2.987 2.987 21.2 ng 878453 1 8.269 828715 20.0
unknown3.170 3.170 12.7 ng 523953 1 8.269 828715 20.0
1,3-Dioxolane, 3.287 21.7 ng 898920 1 8.269 828715 20.0
1,3-Dioxolane, ... 3.640 13.8 ng 572374 1 8.269 828715 20.0
Propylene Glycol 3.770 16.4 ng 679128 1  8.269 828715 20.0
1-Hexanol, 2-et... 8.340 158.6 ng 6571630 1 8.269 828715 20.0
Hexanoic acid, ... 9.928 467.1 ng 27874600 2 11.099 1193580 20.0
Phenol, p-tert-... 12.422 6.2 ng 370143 2 11.099 1193580 20.0
Decahydro-4,4,8... 13.704 4.5 ng 675378 3 14.893 3030800 20.0
1H-Indene, octa... 14.334 8.3 ng 1252970 3 14.893 3030800 20.0
unknownl14.651 14.651 7.7 ng 1164150 3 14.893 3030800 20.0
unknownl14.740 14.740 11.7 ng 1773910 3 14.893 3030800 20.0
Oxalic acid, al... 15.398 7.4 ng 1117120 3 14.893 3030800 20.0
unknownl15.557 15.557 4.2 ng 636464 3 14.893 3030800 20.0
2,11-Dioxabicyc... 15.692 13.9 ng 2109270 3 14.893 3030800 20.0
Decane, 2-methyl- 16.604 20.0 ng 2320190 4 17.628 2320190 20.0
Triphenyl phosp... 21.057 116.9 ng 10076000 5 21.657 1724400 20.0
8H-Dinaphtho[2,... 22.639 250.8 ng 21624800 5 21.657 1724400 20.0
Phosphoric acid... 24.680 197.0 ng 17081600 6 24.133 1734450 20.0
unknown27.762 27.762 52.4 ng 4541370 6 24.133 1734450 20.0
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