LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060121\
Data File : BP0@5659.D

Acqg On : 01 Jun 2021 17:02
Operator : CG/JU

Sample : M2571-01

Misc :

ALS vial : 8 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\8270E-BP©52721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@5659.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.117 3 5 9 rVB 1490789 1391892 6.60% 1.523%
2 5.546 411 418 430 rBV 2632188 3695935 17.52% 4.044%
3 7.146 682 690 698 rBV 2372405 3706956 17.57% 4.056%
4 7.987 826 833 840 rVB 661186 1015473 4.81% 1.111%
5 9.146 1023 1030 1040 rBV 1468297 2421694 11.48% 2.650%
6 10.793 1303 1310 1317 rVB 807219 1320875 6.26% 1.445%
7 13.240 1719 1726 1743 rBV 3503451 5194436 24.63% 5.684%
8 14.063 1861 1866 1872 rBV 193557 285835 1.36% 0.313%
9 14.475 1932 1936 1945 rVB 131718 269550 1.28% 0.295%
10 14.604 1953 1958 1968 rVB 1071647 1582250 7.50% 1.731%
11 16.087 2204 2210 2218 rVV 2694706 3913164 18.55% 4.282%
12 16.728 2313 2319 2333 rVB2 711067 1426718 6.76% 1.561%
13 17.345 2418 2424 2430 rBV 1279347 1893244 8.98% 2.072%
14 18.004 2531 2536 2542 rVB3 154021 287242 1.36% 0.314%
15 18.228 2569 2574 2583 rBV 791863 1078317 5.11% 1.180%

16 18.492 2612 2619 2622 rBV 1129455 1864439  8.84%
17 18.533 2622 2626 2640 rVB 2428931 3911559 18.54%
18 18.980 2691 2702 2711 rBV 1547619 5765416 27.33%
19 19.086 2712 2720 2727 rVV 2662366 7692188 36.47%
20 19.169 2727 2734 2753 rVV 7359216 21093675 100.00% 23.

w oo phN
w
[
o]
R

21 19.310 2754 2758 2773 rVB2 611805 1946849  9.23%
22 19.451 2779 2782 2789 rVB 458764 562911 2.67%
23 19.892 2851 2857 2873 rVB 6764497 8391851 39.78%
24 20.616 2975 2980 2993 rVB 427286 996220  4.72%

Or VoOnN
=
o]
N
R

25 21.122 3062 3066 3072 rBv2 519791 828759  3.93% 907%
26 21.186 3073 3077 3081 rVB 753874 859803 4.08% 0.941%
27 21.245 3082 3087 3098 rBV2 545743 1053869 5.00% 1.153%
28 21.416 3111 3116 3120 rBV 1576122 2081434 9.87% 2.277%
29 21.880 3190 3195 3206 rBV 481582 990597 4.70%  1.084%
30 22.574 3309 3313 3320 rVB 377512 671903 3.19% ©.735%
31 23.369 3444 3448 3456 rVB 299261 613648 2.91% 0.671%

32 23.851 3524 3530 3538 rVB2 1263593 2584838 12.25% 2.828%

Sum of corrected areas: 91393540
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance
7000000
6000000
5000000
4000000
3000000
2000000

1000000

: 01 Jun 2021 17:02
: CG/JU
. M2571-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060121\
BP005659.D

: 8 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L
tion Parameters: LSCINT.P

TIC: BP005659.D\data.ms

5.546 7146

117 9.146

10.793

7.987

0

Time-->

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BP005659.D\data.ms

19.169 19.892

13.240

0

Time-->

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP005659.D\data.ms

21.416

23.851

21.880 22.574
616 23.369

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060121\
Data File : BP@@5659.D

Acqg On : 01 Jun 2021 17:02
Operator : CG/JU

Sample : M2571-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 5
R.T. EstConc Area Relative to ISTD R.T.
3.117 27.41 ng 1391890 1,4-Dichlorobenzene-d4 7.987

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 5 (3.117 min): BP005659.D\data.ms (-3) (-) m/z 73.00 100.00%
73.0
5000 /\
A RARRRRRRES
’ ‘ 3.203.303.40 3.50
ol Ul L] 13401910 28303431402946615258 /) 4300  32.14%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L B B R B R
3.203.303.403.50
‘ m/z 87.05 27.14%
O JJA\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
R ARRRRERERE S
3.203.303.403.50
5000 m/z 55.00 21.42%
0 ‘HH
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2051: 1,3-Dioxolane, 2-methyl- N R EEREN R
73.0 3.203.303.403.50
m/z 41.00 11.19%
5000 /\\/\k
0 J‘m‘wwwwm_m_mwwwww_ A aiarSEae e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060121\
Data File : BP@@5659.D

Acqg On : 01 Jun 2021 17:02
Operator : CG/JU

Sample : M2571-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 .beta.-D-Glucopyranose, 1,6... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.475 3.41 ng 269550  Acenaphthene-die 14.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-D-Glucopyranose, 1,6-anhy... 162 C6H1005 000498-07-7 86
2 D-Allose 180 C6H1206 002595-97-3 64
3 Hexanoic acid 116 C6H1202 000142-62-1 50
4 Pentanoic acid 102 C5H1002 000109-52-4 40
5 .beta.-1-Arabinopyranoside, methyl 164 C6H1205 001825-00-9 40

Abundance Scan 1936 (14.475 min): BP005659.D\data.ms (-1932) (- m/z 60.00 100.00%
60.0

5000

-

—
14.50
‘I " 24.0 210.0 284.4 o
‘H‘M‘Mwﬁm‘wuu‘H‘H“H‘_3ﬁﬁ9“ﬁgﬂﬁu‘w5§§ﬂ m/z 57.85 46.40%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #32447: .beta.-D-Glucopyranose, 1,6-anhydro-
60.0

o

-

5000 1
14.50
‘ m/z 73.00  35.09%
O‘\H\"\‘Jh“ “\‘\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45881: D-Allose
60.0
—r—
14.50
5000 m/z 42.00 23.51%
144.0
O‘H‘M‘“WpuN_‘H‘H‘WH‘W‘H‘_H‘_‘H‘HH‘H‘W‘ memmWMWAWAMMMNWM

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

Abundance #8071: Hexanoic acid 7
60.0 14.50
m/z 43.00 20.11%
5000 MM
O‘HuWﬂﬂi‘u“_‘u‘H“_‘H‘H“_‘H‘H‘w“u‘u‘w‘ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060121\
Data File : BP@@5659.D

Acqg On : 01 Jun 2021 17:02
Operator : CG/JU

Sample : M2571-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 4-((1E)-3-Hydroxy-1-propeny... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.728 15.07 ng 1426720  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-((1E)-3-Hydroxy-1-propenyl)-2-... 180 C10H1203 1000297-95-5 93
2 1,2,4-Cyclopentanetrione, 3-(2-p... 180 C10H1203 054644-27-8 47
3 3,7-Benzofurandiol, 2,3-dihydro-... 180 C10H1203 017781-15-6 45
4 (+)-s-2-Phenethanamine, 1-methyl... 271 C17H21NO2 1000127-89-6 35
5 4-Fluorophenyl isocyanate 137 C7H4FNO 001195-45-5 30

Abundance Scan 2319 (16.728 min): BP005659.D\data.ms (-2313) (-~ m/z 137.00 100.00%

137.0 ' '
5000
== ——
H‘ ‘ H ‘ \ 16.50 17.00
o_mﬂ_m IMA41 121012690 340.9 4290 5044  y/; 174,00  63.95%

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

Abundance #45271: 4-((1E)-3-Hydroxy-1-propenyl)-2-methoxypheno
137.0

%

5000
16.50 17.00

m/z 180.05 59.83%
Ml ‘ |

\?H”H by

\\\\‘\\\\\1!1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #45244: 1,2,4-Cyclopentanetrione, 3-(2-pentenyl)-
180.0

O

i

43.0 16.50 17.00
5000 109.0 m/z 91.00 51.01%

| nJ M il

‘H‘w‘u R R N A RRRKRRARRRARRE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45277: 3,7-Benzofurandiol, 2,3-dihydro-2,2-dimethyl-
137.0 16.50 17.00

m/z 77.00 34.91%

o

N

5000

65.0 l l
ob sl

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\BP060121\
Data File : BP@@5659.D

Acqg On : 01 Jun 2021 17:02
Operator : CG/JU

Sample : M2571-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.004 3.03 ng 287242  Phenanthrene-die 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 59
2 1-Naphthaleneacetonitrile 167 C12HSN 000132-75-2 25
3 4-Ethoxy-2,5-dimethoxybenzaldehyde 210 C11H1404 1000121-30-2 25
4 Benzene, 1-(chloromethyl)-4-(1,1... 182 C11H15Cl 019692-45-6 18
5 5-tert-Butylpyrogallol 182 C10H1403 020481-17-8 18

Abundance Scan 2536 (18.004 min): BP005659.D\data.ms (-2531) (- m/z 210.10 100.00%

210.1
57.0
5000
T 1
AMIMW HJ\ZQ7032683869 474.9 549. 18.00
0l ‘H“‘ ‘H“ b e 5 P T T m/z 167.05 93.11%
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #124430: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0
5000 —— ‘
18.00
m/z 57.00 63.80%
‘ ﬁ35-0 261.0
0“whwmmmm
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #35956: 1-Naphthaleneacetonitrile
167.0
—— ‘
18.00
5000 ITI/Z 205.05 61.53%
63.0 “
et
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #69020: 4-Ethoxy-2,5-dimethoxybenzaldehyde e |
210.0 18.00
m/z 55.00 48.68%
5000 136.0
69.0
0‘,1', T e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060121\
Data File : BP@@5659.D

Acqg On : 01 Jun 2021 17:02
Operator : CG/JU

Sample : M2571-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.228 11.39 ng 1078320 Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 2574 (18.228 min): BP005659.D\data.ms (-2569) (-  m/z 73.00 100.00%
73.0

2

5000
213.2
“‘ } 31 | \ . 18.00 18.50
Oy “Jw [Ty 8103420 42809 5348 ./, o .00 79.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 1 T
18.00 18.50
“ 213.0 m/z 43.05 78.16%
O‘\\\\‘H I’Hh“\h\\‘ \1f\\]\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84453: Tetradecanoic acid
73.0
—— —
18.00 18.50
5000 m/z 41.05 66.88%

. mMﬁFw \.

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

-

Abundance #95851: Pentadecanoic acid
73.0 18.00 18.50
m/z 55.05 63.42%
5000
L 199.0
ol5.0 ] “I MMP\ i
— —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060121\
Data File : BP@@5659.D

Acqg On : 01 Jun 2021 17:02
Operator : CG/JU

Sample : M2571-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.492 19.70 ng 1864440  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 97
2 1H-Purine-2,6-dione, 1-ethyl-3,7... 208 C9H12N402 039832-36-5 43
3 3',5'-Dimethoxyacetophenone 180 C10H1203 039151-19-4 42
4 1H-1,3-Benzimidazole-6-carboxyli... 208 C9H8N202S 1000337-18-1 41
5 Ethanol, 2-[4-vinyl-2-methoxy-6-... 208 C12H1603 1000132-26-4 38

Abundance Scan 2619 (18.492 min): BP005659.D\data.ms (-2612) (-  m/z 208.10 100.00%

208.1
5000 137.0
77.0

J | 1} M Ll H 269.8 341.1402.1462.1 549.I 18.50
. quwh'm%mul‘H“H;W‘H‘p“wcu‘_cu“u‘g m/z 165.85 50.07%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #67310: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0

o

5000
18 50
OJIHJLI“I'“‘IM\I\II’I\JJ
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #68245: 1H-Purine-2,6-dione, 1-ethyl-3,7-dihydro-3,7-dimr
208.0
18 50
5000 ITI/Z 77 .00 30.39%
109.0
42.0
O‘MJ‘J‘HM\“\ M,\H‘J‘\u\‘uu‘\u\‘HHWHWHWH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45147: 3',5'-Dimethoxyacetophenone =
165.0 18.50

m/z 180.10  27.33%

5000
43.0 107.0
0 ’L “h l 1 I =

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060121\
Data File : BP@@5659.D

Acqg On : 01 Jun 2021 17:02
Operator : CG/JU

Sample : M2571-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 4-Ethoxy-2,5-dimethoxybenza... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

18.534 41.32 ng 3911560 Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Ethoxy-2,5-dimethoxybenzaldehyde 210 C11H1404 1000121-30-2 58
2 2-Pentanone, 1-(2,4,6-trihydroxy... 210 C11H1404 1000116-22-3 50
3 1-Hydroxy-6-methylphenazine 210 C13H1eN20 014031-08-4 38
4 Benzene, 1-(chloromethyl)-4-(1,1... 182 C11H15Cl 019692-45-6 35
5 Imidazo[4,5-e][1,4]diazepin-5(1H... 210 C8H1ON40S 1000142-41-2 35

Abundance Scan 2626 (18.533 min): BP005659.D\data.ms (-2622) (- m/z 167.10 100.00%
1

167.
5000
77.0
T T
T Jn Hl 1“ Ui “ 269.1 357.0416.3474.8537.1 16.59
O bR | 2DFo  SOLTRIDR A8 22T m/z 210.10  97.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #69020: 4-Ethoxy-2,5-dimethoxybenzaldehyde
210.0
5000 136.0 18150 |
69.0 m/z 154.10  36.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #69035: 2-Pentanone, 1-(2,4,6-trihydroxyphenyl)
167.0
T T
18.50
5000 m/z 77.00 32.70%
55.0
o L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #69302: 1-Hydroxy-6-methylphenazine = ‘
210.0 18.50
m/z 149.00 32.13%
5000
39.0 105.0
Ofrrrt e e e e e .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060121\
Data File : BP@@5659.D

Acqg On : 01 Jun 2021 17:02
Operator : CG/JU

Sample : M2571-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 Morpholine, 4-phenyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.980 60.91 ng 5765420  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10OH13NO 000092-53-5 56
2 (3-Phenyloxiran-2-yl)methyl benz... 254 C16H1403 1000366-96-1 56
3 Benzamide, N-acetyl- 163 C9HINO2 001575-95-7 9
4 Benzenepropanamide, .alpha.-(ben... 284 C16H16N203 058690-81-6 9
5 Malonic acid, 2-chloropropyl pro... 222 C9H15Cl04 1000349-02-7 9

Abundance Scan 2702 (18.980 min): BP005659.D\data.ms (-2691) (-  m/z 105.00 100.00%
105.0

.

5000 163.1
L
410 19.00
Ol rtb b b 226,1284.9 354.9417.1475.0 5491 n/z 163.10  45.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32818: Morpholine, 4-phenyl-
105.0
163.0
5000 T
19.00
m/z 77.00 31.01%
27.0 | L 1
O‘\\l\l\“\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #105594: (3-Phenyloxiran-2-yl)methyl benzoate

—

105.0
T
19.00
5000 ITI/Z 105.95 7.96%
163.0
0 39‘.p\ | 254.0
R R R RARRE s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33139: Benzamide, N-acetyl- J\T’\ T
105.0 19.00
m/z 51.00 5.35%
5000
163.0
43.0
o_Hu“ww“\u‘w‘m‘HH‘mWHWm_mwwm_ e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060121\
Data File : BP@@5659.D

Acqg On : 01 Jun 2021 17:02
Operator : CG/JU

Sample : M2571-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 unknownl9.08 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

19.086 81.26 ng 7692190  Phenanthrene-die 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10OH13NO 000092-53-5 50
2 Glyoxylamide, N-phenyl- 163 C9HINO2 032331-52-5 47
3 Benzoic acid, 2-benzyloxy-3-brom... 348 C17H17Br03 1000191-33-3 36
4 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BroO 002114-00-3 35
5 3-(Benzoylthio)-2-methylpropanoi... 224 C11H1203S 067714-34-5 35

Abundance Scan 2720 (19.086 min): BP005659.D\data.ms (-2712) (-  m/z 105.00 100.00%

105.0
163.1
5000
T \
43.0 19.00
Ot [ 221128103391 4292 5031 p/7 163.10  66.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32819: Morpholine, 4-phenyl-
105.0
163.0
5000 R
19.00
m/z 77.00 32.94%
O‘\%2"&‘!\!1“\!fl\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33146: Glyoxylamide, N-phenyl-
163.0
T ‘
19.00
5000 43.0 m/Z 106.00 7.78%
YR v N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #182366: Benzoic acid, 2-benzyloxy-3-bromopropyl ester e ‘
105.0 19.00
163.0 m/z 164.10 7.35%
5000
ol 0L, | 2430 3490
e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060121\
Data File : BP@@5659.D

Acqg On : 01 Jun 2021 17:02
Operator : CG/JU

Sample : M2571-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 2,2'-(Ethane-1,2-diylbis(ox... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.169 222.83 ng 21093700 Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C28H2206 1000366-99-4 83
2 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 78
3 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 74
4 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 74
5 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008 1000366-97-0 56

Abundance Scan 2734 (19.169 min): BP005659.D\data.ms (-2727) (- m/z 105.00 100.00%
1

05.0
5000

“
19.00

T
19.50

olA2ty | R7912380 324.7352.94410 _ 548! 17 149.05 80.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy
105.0
5000 — —
19.00 19.50

m/z 77.00 45.64%

45‘10M . j79.0
‘\\\\’\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #120019: Benzoic acid, 2-(3-nitrophenyl)ethyl ester
149.0

o

19.00 19.50
5000 77.0 m/z 51.00 9.06%
O\H**%*”J*“***H\H**M*H\H*w**H\H*w‘*www*w* /\JA/\\A\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117026: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate T P
105.0 19.00 19.50

m/z 150.00 8.18%

5000
45,
0 | J“ m“ |179'0

=
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\BP060121\
Data File : BP@@5659.D

Acqg On : 01 Jun 2021 17:02
Operator : CG/JU

Sample : M2571-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 1H-Isoindole-1,3(2H)-dione,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.310 20.57 ng 1946850  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Isoindole-1,3(2H)-dione, 2-hy... 163 C8H5NO3 000524-38-9 50
2 3,5-Dimethylphenyl isothiocyanate 163 C9HOINS 040046-30-8 50
3 Benzamide, 2'-(benzoylcarbonylam... 268 C15H12N203 129768-51-0 38
4 2,3,4,5-Tetrafluorobenzyl alcoho... 222 C10OH10F40 1000375-29-8 38
5 Phthalic acid, 4-fluoro-2-nitrop... 319 C15H10FNO6 1000315-63-4 38

Abundance Scan 2758 (19.310 min): BP005659.D\data.ms (-2754) (-  m/z 163.10 100.00%

105.0163.1
5000
— —
410 19.00 19.50
Ol bbb bl 12900 8411 4151 49105491 1/ 195.00  89.67%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33087: 1H-Isoindole-1,3(2H)-dione, 2-hydroxy-

163.0
104.0
5000 . —
19.00 19.50
m/z 77.00 28.22%
wan
O‘HWII“\M\‘\J\“H\l\‘\\H‘\\H‘\H\‘H\\‘H\\‘HH‘HH‘\\H‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33223: 3,5-Dimethylphenyl isothiocyanate
163.0
T T
105.0 19.00 19.50
5000 ' m/z 164.10 12.02%
39.0
bl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #117107: Benzamide, 2'-(benzoylcarbonylamino)- — ==
163.0 19.00 19.50

m/z 106.00 6.56%

5000

105.0

—

44.0 ‘LL. | 268.0
O vl e e —

— \
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\BP060121\
Data File : BP@@5659.D

Acqg On : 01 Jun 2021 17:02
Operator : CG/JU

Sample : M2571-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 Octadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.451 5.41 ng 562911 Chrysene-d12 21.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 64

Abundance Scan 2782 (19.451 min): BP0O05659.D\data.ms (-2779) (- m/z 73.00 100.00%

73.0
5000
241.2 —
Wzt ]
ob hibll “‘H Lol by 3420 4149 48895481 /7 43.e5  91.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid
73.0
5000 RN
19.50
m/z 60.00 83.18%
’ ‘ 1850  ,g4, /
O\\“ l\l\‘JH\M‘\“\M\“‘\\\\\\“\\\‘\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95855: Pentadecanoic acid
73.0
e
19.50
5000 ITI/Z 55.05 70.52%
‘ 143.0 242.0
| Ml
ML,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es P
43.0 19.50
m/z 41.00 69.41%
5000 284.0
‘ 129.0
o Ml P38 1 s -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50

8270E-BP052721.M Wed Jun 02 14:36:13 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060121\
Data File : BP@@5659.D

Acqg On : 01 Jun 2021 17:02
Operator : CG/JU

Sample : M2571-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 Hexacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.616 9.57 ng 996220 Chrysene-d12 21.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Eicosane 282 C20H42 000112-95-8 90
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
4 Octadecane, 5-methyl- 268 C19H40 025117-35-5 83
5 Borane, diethyl(decyloxy)- 226 C14H31BO 1000152-34-3 81

Abundance Scan 2980 (20.616 min): BP005659.D\data.ms (-2975) (- m/z 57.05 100.00%
57.0

‘ 2050  21.00
127.1 . .
o1, ‘ “u”‘ [0, 2070 2811 356.0 4309489.0546. ./, 71.65 82.97%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane
57.0
5000 — —
20.50 21.00
m/z 43.05 66.87%
127.0
o WD 2070 po70  3o70
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129492: Eicosane
57.0
P e
20.50 21.00
5000 ITI/Z 85.10 58.93%
oLz agre 220
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- —— —
57.0 20.50 21.00
m/z 41.05 26.73%
- w
ol L JETO 2110 2950 R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

8270E-BP052721.M Wed Jun 02 14:36:14 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060121\
Data File : BP@@5659.D

Acqg On : 01 Jun 2021 17:02
Operator : CG/JU

Sample : M2571-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 Cyclohexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.122 7.96 ng 828759 Chrysene-d12 21.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 94
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 3066 (21.122 min): BP005659.D\data.ms (-3062) (- m/z 57.10 100.00%

57.1
5000
51 T ——
‘ ‘ 207_027 1 21.00 21.50
ol dbhdidyy, [ 12670 355.1415147505361 ./, g3 15  95.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81246: Cyclohexadecane
55.0
5000 R —T—
21.00 21.50
‘ { FSO m/z 43.05 91.63%
' 224.0
O‘\\‘\LH\\\“‘!\\‘\\1}“\\\\J‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131391: n-Nonadecanol-1
83.0
— —
21.00 21.50
5000 ITI/Z 55.05 89.09%
o194 { | 1540 2380
e A A A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol 7 —
57.0 21.00 21.50
m/z 69.10  85.40%
5000
1p5.0
o{|\11|‘\495-°264-0‘378-° S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

8270E-BP052721.M Wed Jun 02 14:36:15 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060121\
Data File : BP@@5659.D

Acqg On : 01 Jun 2021 17:02
Operator : CG/JU

Sample : M2571-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 Diethylene glycol dibenzoate Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
21186 8.26ng 859803 Chrysene-diz 21.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18His0s 000120-55-8 74

2 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005
3 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4
4 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008
5 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5

Abundance Scan 3077 (21.186 min): BP005659.D\data.ms (-3073) (-
105.0

5000
oL.450] | 207.0 281.0341.0 432.0 549,
R R R e e e e N e S e S R A B R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #156211: Diethylene glycol dibenzoate
105.0
5000
450/ |, 130 2380 314.0
O‘\\\\’1\\1[\\\\[1\f\‘1\\1[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #117026: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate
105.0

5000

45.
] JJ yld  1179.0

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

Abundance  #120019: Benzoic acid, 2-(3-nitrophenyl)ethyl ester
149.0

o

5000 77.0

o

1000366-99-1 74
1000368-22-4 72
1000366-97-0 64
1000368-92-7 56

m/z 105.00 100.00%

-

T ~—
21.00 21.50
m/z 149.05 75.42%

—

=T =
21.00 21.50

m/z 77.00 45.12%

N

T ™
21.00 21.50
m/z 51.00 9.10%

-

T —
21.00 21.50
m/z 150.00 7.61%

N

O‘H‘w‘u‘wwu T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP052721.M Wed Jun 02 14:36:16 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060121\
Data File : BP@@5659.D

Acqg On : 01 Jun 2021 17:02
Operator : CG/JU

Sample : M2571-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 Heneicosane, 11-(1-ethylpro... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.245 10.13 ng 1053870 Chrysene-d12 21.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
2 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3087 (21.245 min): BP005659.D\data.ms (-3082) (-  m/z 57.10 100.00%
57.1

> MNAA,ALJ\\W«MAJVN
o o
’ ’1 7.1 2070, 21.00 21.50
bt bk HN Al £070 8550 43004909549, /7 71.10  80.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 — =
21.00 21.50
m/z 43.05 70.54%
1 239.0
O\\‘\}\\\d‘\F\J\\1‘1\\1\‘T\\T‘\12\9\6‘10\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43.0
P e
21.00 21.50
5000 ITI/Z 85.10 59.05%
il 3.0 183.0 295.0
O e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane T —
57.0 21.00 21.50
m/z 41.10 25.21%
- Ag'J\/L\/\
1
H“H“_“w“H“H"H“_“w“u“u“u‘w“u“ —r —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060121\
Data File : BP@@5659.D

Acqg On : 01 Jun 2021 17:02
Operator : CG/JU

Sample : M2571-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 Heptadecane, 9-octyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.880 9.52 ng 990597 Chrysene-d12 21.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
2 Hexacosane 366 C26H54 000630-01-3 94
3 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91

Abundance Scan 3195 (21.880 min): BP005659.D\data.ms (-3190) (-  m/z 57.05 100.00%

57.0 ' '
5000
21‘56 éZ‘Od
1 207.0 \ : :
oli "w H by Lt trhrr 2810 370942914900548! /7 71,19 80.65%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 = —
21.50 22.00
m/z 43.05 66.26%
i 239.0
O\\J‘\}\\\l‘\F\d\\\‘l\l\l\‘1\\1‘\12\9\6‘10\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane
57.0
P P
21.50 22.00
5000 m/z 85.10  59.28%
oLLLLL] ]137”0‘ 197.0 267.0 3670
- H““H R R NN NN EREREEE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- — ——
43.0 21.50 22.00
m/z 55.10 25.05%
- Y/JL\M
[[7P 1830 2950
O A R T — —r—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060121\
Data File : BP@@5659.D

Acqg On : 01 Jun 2021 17:02
Operator : CG/JU

Sample : M2571-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 Triacontane, 1-bromo- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
22.574 6.46 ng 671903 Chrysene-d12 21.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane, 1-bromo- 500 C30H61Br 004209-22-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91

Abundance Scan 3313 (22.574 min): BP005659.D\data.ms (-3309) (-  m/z 57.10 100.00%
57.1

-

5000
} 22'50 |
127.2 207.0 .
281.1
- "t M‘ £ ity it 040LL 4750 849 sz 71,10 78.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #235298: Triacontane, 1-bromo-
57.0
5000 —— ‘
22.50
1350 m/z 43.10 66.55%
' 421.0
0 T \“\ J T o J“[ \nxuw”al ‘fh‘&???‘?‘\ ?{??r(\)‘ 13\3\?[9\ T \\ T \5\(\)‘0\.\0\ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane
57.0
L \
22.50
5000 m/z 85.10 59.63%

\J L Nl.ﬁ? 0 197.0 2670  367.0

-

Oty e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane —
57.0 22.50
m/z 55.10 27.01%
- /\/\/Vv_J\‘V\W
0 \‘ J ‘ | ‘| J‘ll J7A0| J‘.970 296.0
B e o o e o e e SRR —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060121\
Data File : BP@@5659.D

Acqg On : 01 Jun 2021 17:02
Operator : CG/JU

Sample : M2571-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 Tetracosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
23.369 4.75 ng 613648 Perylene-di2 23.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Heptacosane 380 C27H56 000593-49-7 93
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
5 Heneicosane, 11-pentyl- 366 C26H54 014739-72-1 93

Abundance Scan 3448 (23.369 min): BP005659.D\data.ms (-3444) (-  m/z 57.10 100.00%
57.1

23‘0(5 é3‘56
1 . .
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— —
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060121\
Data File : BP0@5659.D

Acqg On : 01 Jun 2021 17:02
Operator : CG/JU

Sample : M2571-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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... 3.117 27.4 ng 1391899 1  7.987 1015470 20.0
.beta.-D-Glucop... 14.475 3.4 ng 269550 3 14.604 1582250 20.0
4-((1E)-3-Hydro... 16.728 15.1 ng 1426720 4 17.345 1893240 20.0
7,9-Di-tert-but... 18.004 3.0 ng 287242 4 17.345 1893240 20.0
n-Hexadecanoic ... 18.228 11.4 ng 1078320 4 17.345 1893240 20.0
3,5-Dimethoxy-4... 18.492 19.7 ng 1864440 4 17.345 1893240 20.0
4-Ethoxy-2,5-di... 18.534 41.3 ng 3911560 4 17.345 1893240 20.0
Morpholine, 4-p... 18.980 60.9 ng 5765420 4 17.345 1893240 20.0
unknown19.08 19.086 81.3 ng 7692190 4 17.345 1893240 20.0
2,2'-(Ethane-1,... 19.169 222.8 ng 21093700 4 17.345 1893240 20.0
1H-Isoindole-1,... 19.310 20.6 ng 1946850 4 17.345 1893240 20.0
Octadecanoic acid 19.451 5.4 ng 562911 5 21.416 2081430 20.0
Hexacosane 20.616 9.6 ng 996220 5 21.416 2081430 20.0
Cyclohexadecane 21.122 8.0 ng 828759 5 21.416 2081430 20.0
Diethylene glyc... 21.186 8.3 ng 859803 5 21.416 2081430 20.0
Heneicosane, 11... 21.245 10.1 ng 1053870 5 21.416 2081430 20.0
Heptadecane, 9-... 21.880 9.5 ng 990597 5 21.416 2081430 20.0
Triacontane, 1-... 22.574 6.5 ng 671903 5 21.416 2081430 20.0
Tetracosane 23.369 4.8 ng 613648 6 23.851 2584840 20.0
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