LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061721\
Data File : BP0@5966.D

Acqg On : 17 Jun 2021 15:32
Operator : CG/JU

Sample : M2739-01

Misc :

ALS vial : 6 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-BP060821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BP@O5966.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.028 325 330 337 rBV 36875 53147 1.48% 0.201%
2 5.498 403 410 424 rBV 1156223 1660145 46.26% 6.264%
3 7.104 674 683 696 rBV 1011630 1671857 46.59% 6.308%
4 7.928 816 823 830 rBV 265807 421050 11.73% 1.589%
5 9.092 1013 1021 1036 rBV 637022 1076533 30.00% 4.062%
6 10.510 1254 1262 1276 rBV 170852 309720 8.63% 1.169%
7 10.728 1291 1299 1306 rBV 319679 543109 15.13% 2.049%
8 13.180 1710 1716 1723 rBV 1610429 2364670 65.89% 8.922%
9 14.557 1944 1950 1956 rVB 465960 691730 19.28% 2.610%
10 14.969 2013 2020 2027 rBv4 25657 61681 1.72% 0.233%
11 15.116 2041 2045 2054 rVB2 25244 44745  1.25% 169%

12 15.369 2079 2088 2097 rBV 221925 401043 11.18%
13 15.839 2159 2168 2176 rBV2 41440 123133 3.43%
14 16.045 2197 2203 2209 rVB 1441566 2070384 57.69%
15 16.333 2248 2252 2261 rVB5 30651 61880 1.72%
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3R

16 16.698 2309 2314 2324 rVB3 95716 191835 5.35%
17 17.298 2411 2416 2421 rBV 585078 818719 22.81%
18 17.345 2421 2424 2429 rVB 27513 38690 1.08%
19 17.963 2525 2529 2534 rVB2 94173 116589  3.25%
20 18.186 2561 2567 2575 rBV 565256 801912 22.35%
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21 18.457 2608 2613 2616 rBV 149001 227823 6.35%
22 18.498 2616 2620 2630 rVB 217692 369970 10.31%
23 18.657 2642 2647 2663 rVB5 95736 360692 10.05%
24 19.304 2753 2757 2762 rVB 97953 139487 3.89%
25 19.410 2771 2775 2788 rBV 373719 524777 14.62%
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w
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B

26 19.657 2814 2817 2823 rVB 80284 107663 3.00%
27 19.851 2844 2850 2855 rBV 2890061 3588720 100.00% 13.
28 20.021 2873 2879 2889 rBV 216603 496522 13.84%
29 20.586 2971 2975 2979 rBV 190272 207638 5.79%
30 20.980 3037 3042 3049 rBV2 198872 431395 12.02%

P OR WO
[¢2)
~N
w
R

31 21.074 3055 3058 3067 rVB3 244616 370621 10.33%
32 21.145 3067 3070 3079 rVB 67133 95564  2.66%
33 21.274 3088 3092 3098 rBV 1745683 1895024 52.81%
34 21.368 3103 3108 3113 rBV 831726 1106221 30.82%
35 21.786 3174 3179 3188 rVB 264185 535279 14.92%
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36 22.251 3254 3258 3267 rBV 306949 421057 11.73%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061721\
Data File : BP0@5966.D

Acqg On : 17 Jun 2021 15:32
Operator : CG/JU

Sample : M2739-01

Misc

ALS vial : 6 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-BP060821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 22.709 3331 3336 3345 rVB2 252941 526167 14.66% 1.985%
38 23.780 3511 3518 3527 rVB2 713514 1577813 43.97% 5.953%

Sum of corrected areas: 26505005
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 17 Jun 2021 15:32
: CG/JU
. M2739-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061721\
BP005966.D

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BP005966.D\data.ms

5.498
7.104

9.092

10.728
7.928 10.510
5.028

0
Time-->

Abundance
3000000

2500000

2000000

1500000

1000000

500000

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

TIC: BP005966.D\data.ms
19.851

13.180

17.298 18.186

0
Time-->

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP005966.D\data.ms

21.274

23.368 23.780

21.786 22251 22,709

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\BP061721\
Data File : BP0@5966.D

Acqg On : 17 Jun 2021 15:32
Operator : CG/JU

Sample : M2739-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
5.028 2.52 ng 53147 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 25
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 Silane, trimethyl- 74 C3H1esi 000993-07-7 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 330 (5.028 min): BP005966.D\data.ms (-325) (-)

5000
101.0
bkl | 150.1220.0279.6 356.9416.5474.9537.2
oo R S TS S T A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
101.0
O‘\\h\‘l\‘h\\\‘\"l\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone

m/z 43.00 100.00%

4.80 5.00 5.20 5.40
m/z 59.00 62.55%

4.80 5.00 5.20 5.40
m/z 101.00 31.77%

|

43.0
 RRRRRREEE R
4.80 5.00 5.20 5.40
m/z 58.00 14.39%
5000 101.0
o_u‘“!‘U‘M,‘HwH_m,‘m‘HH_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4035: 2,3-Butanedione, monooxime R R e
43.0 4.80 5.00 5.20 5.40
m/z 41.00 12.03%
5000
101.0
L L .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40

8270E-BP060821.M Fri Jun 18 13:45:23 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061721\
Data File : BP0@5966.D

Acqg On : 17 Jun 2021 15:32
Operator : CG/JU

Sample : M2739-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.510 11.41 ng 309720 Naphthalene-d8 10.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 72
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 53
4 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 49
5 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 43

Abundance Scan 1262 (10.510 min): BP005966.D\data.ms (-1254) (-  m/z 57.05 100.00%

57.0
5000

‘ M 51 10,50
Ol ARLLLEPE 207.826663262 3910 4774 549 n/; 45.05  87.90%
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32656: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
10,50

m/z 41.05 37.84%

O“L'“Jmﬁszov
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32653: Ethanol, 1-(2-butoxyethoxy)-
57.0
10 50
5000 ITI/Z 74.95 25.03%
OM|JMH1320v j\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8872: Ethylene glycol monoisobutyl ether ‘
57.0 10 50

m/z 87.10 19.16%

5000 \J\
0 JIH\ u‘ |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061721\
Data File : BP0@5966.D

Acqg On : 17 Jun 2021 15:32
Operator : CG/JU

Sample : M2739-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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-Methyleneproline Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.839 3.56 ng 123133  Acenaphthene-die 14.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methyleneproline 127 C6HONO2 1000131-14-7 78
2 Ethyl pipecolinate 157 C8H15N02 015862-72-3 64
3 DL-Proline, 5-oxo-, methyl ester 143 C6HINO3 054571-66-3 64
4 1-Pyrrolid-2-one, N-carbamoyl- 128 C5H8N202 040451-67-0 56
5 L-Glutamic acid 147 C5HONO4 000056-86-0 56

Abundance Scan 2168 (15.839 min): BP005966.D\data.ms (-2159) (-  m/z 84.00 100.00%
84.0

-

5000
— ‘ ‘
l 148.9 15.50 16.00
Ol 5989 220.9282.1340.9 416.347515363  n/; 41,00  21.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11760: 4-Methyleneproline
84.0
5000 — —
15.50 16.00
m/z 56.05 16.34%
O‘\\\\“‘J\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29414: Ethyl pipecolinate
84.0
— ——
15.50 16.00
5000 ITI/Z 44 .00 9.84%
o"99'9‘1\””_”1‘5"7:9"HH_HWm_H‘,HH,HH,HH,‘ WMW/\WWV
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20207: DL-Proline, 5-oxo-, methyl ester — —
84.0 15.50 16.00
m/z 85.05 6.85%
- \NNMMMAMN/\MMJMAWW”W
143.0
sl e e
m/z--> 0 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\BP061721\
Data File : BP0@5966.D

Acqg On : 17 Jun 2021 15:32
Operator : CG/JU

Sample : M2739-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 4-((1E)-3-Hydroxy-1-propeny... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

16.698  4.69 ng 191835  Phenanthrene-d16 17.298

Hit# of 5 Tentative ID MW MolForm CASH# Qual

-((1E)-3-Hydroxy-1-propenyl)-2-... 180 C10H1203 1000297-95-5 90
-Benzofurandiol, 2,3-dihydro-... 180 C10H1203 017781-15-6 50
Acetylamlnomethyl) -4-amino-2-... 180 C8H12N40 023676-63-3 43
,6-Dimethyl-2,3,3a,4,5,7a-hexah... 152 C10H160 070786-44-6 35
henol, 4-ethyl-2-methoxy- 152 C9H1202 002785-89-9 27

uih WN R
'UU)U'!UJ#
O\/\\I/‘\

Abundance Scan 2314 (16.698 min): BP005966.D\data.ms (-2309) (- m/z 137.05 100.00%
137.1

5000
7.

—

16.50 17.00
m/z 124.00 61.03%

07.0 282.9340.9 414.9475.1 549.

0,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45271: 4-((1E)-3-Hydroxy-1-propenyl)-2-methoxyphenol
137.0

—

5000
16.50 17.00

‘ m/z 180.00 55.90%
i” I

L ?‘u m L "

\H\’\\H L L I B L L B R L R R R R R B

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

O

=

16.50 17.00
5000 m/z 91.00  45.05%

65.0
\*Hw‘”*‘\*“*l‘“‘“*w*'w**w*HwH*wHw”w”www”w*
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46086: 5-(Acetylaminomethyl)-4-amino-2-methylpyrimidi
137.0 16.50 17.00

m/z 77.00  31.49%

o

%

5000

43.0

e
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\BP061721\
Data File : BP0@5966.D

Acqg On : 17 Jun 2021 15:32
Operator : CG/JU

Sample : M2739-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Pentadecanoic acid, 14-meth... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.962 2.85 ng 116589  Phenanthrene-die 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 83
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 56
3 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 55
4 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 42
5 Cyclopentanetridecanoic acid, me... 296 C19H3602 024828-61-3 42

Abundance Scan 2529 (17.963 min): BP005966.D\data.ms (-2525) (-  m/z 74.00 100.00%

74.0
205.1
5000
143.0 B
L Ol 18.00
0 ly 2T 357.1414.1 4833547, ) g7 00 64.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #119425: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
5000 270.0 .
18.00
143.0 m/z 205.10 60.87%
O \l‘\l\““\\l\‘ \l\!!!!!lq!‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
=
18.00
5000 ITI/Z 57.10 55.20%
143.0
‘ ‘ ‘ 227.0
L T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #124431: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene- T
57.0 18.00
m/z 41.00 53.50%
5000
205.0
0 'Mh \LmJmMuuww w‘H‘ ‘4\ ” 1A s
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\BP061721\
Data File : BP0@5966.D

Acqg On : 17 Jun 2021 15:32
Operator : CG/JU

Sample : M2739-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.186 19.59 ng 801912  Phenanthrene-die 17.298
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 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 Octadecanoic acid 284 C18H3602 000057-11-4 68

Abundance Scan 2567 (18.186 min): BP005966.D\data.ms (-2561) (-  m/z 73.00 100.00%

73.0
5000
213.2
= —
’H ‘ \ \ b 18.00 18.50
oL HV‘M‘ 1128103430 416047505351  n/z e@.00  71.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
H 213.0 m/z 43.05 65.98%
O\\i“ \l\"ll“\“\‘\‘\1\\\\\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 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 58.96%
L 228.0
143.0 \
o HM“H.\ U
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72646: Tridecanoic acid T —
73.0 18.00 18.50
m/z 55.05 56.67%
5000
L 2140
m/z--> 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\BP061721\
Data File : BP0@5966.D

Acqg On : 17 Jun 2021 15:32
Operator : CG/JU

Sample : M2739-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.457 5.57 ng 227823  Phenanthrene-die 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 96
2 Pyrene, 1,2,3,6,7,8-hexahydro- 208 C16H16 001732-13-4 49
3 5-(4-Methoxy-phenyl)-[1,3,4]oxad... 208 C9H8N202S 023766-26-9 46
4 2-Propenoic acid, 3-(2,3-dimetho... 208 C11H1204 007345-82-6 43
5 3',5'-Dimethoxyacetophenone 180 C10H1203 039151-19-4 42

Abundance Scan 2613 (18.457 min): BP005966.D\data.ms (-2608) (-  m/z 208.05 100.00%

208.1
5000 137.0
77.0 —
N J }\ “ L H 265.1327.8  415.3 485.3 548. 1850
O b b gLl gL 992 9 L0 193 2899985 m/z 165.10  56.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #67310: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
5000 T
18.50
5.0 1370 m/z 137.00  46.19%
O TT ‘U}HMA}HMH!M“L‘ J\A\J“\d' “H \“‘ rTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67988: Pyrene, 1,2,3,6,7,8-hexahydro-
208.0
—
18.50
5000 ITI/Z 180.00 28.46%
890 ‘
r7.0 15
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #68331: 5-(4-Methoxy-phenyl)-[1,3,4]oxadiazole-2-thiol e
208.0 18.50
m/z 177.00 25.68%
133.0
5000
O 6:gl 9\‘ '
I T e RE RS ER —
m/z--> 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\BP061721\
Data File : BP0@5966.D

Acqg On : 17 Jun 2021 15:32
Operator : CG/JU

Sample : M2739-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 2-Pentanone, 1-(2,4,6-trihy... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.498 9.04 ng 369970  Phenanthrene-d10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 1-(2,4,6-trihydroxy... 210 C11H1404 1000116-22-3 53
2 1-Hydroxy-6-methylphenazine 210 C13H1eN20 014031-08-4 38
3 Benzothiazole, 2-(2-hydroxyethyl... 211 C9HINOS2 004665-63-8 35
4 Caffeine, 6-thio- 210 C8H1ON40S 013182-58-6 27
5 3-(N,N-Dimethylamino)carbazole 210 C14H14N2 001140-50-7 27

Abundance Scan 2620 (18.498 min): BP005966.D\data.ms (-2616) (- m/z 167.05 100.00%
167.1

5000
77.0

N

M ‘ \ 18.50
"‘L‘{”J\M-L““"\‘L"ﬂnﬂuJ,MuJJ" | 2810 356.04171 4843549 /7 210.05 93.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #69035: 2-Pentanone, 1-(2,4,6-trihydroxyphenyl)

167.0

o

5000 1
18.50
m/z 154.00 36.77%
55.0
O \\\\“[‘J\‘!\J\‘\\\\’\\‘\\l‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69302: 1-Hydroxy-6-methylphenazine
210.0
T
18.50
5000 m/z 149.00 33.19%
105.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #70554: Benzothiazole, 2-(2-hydroxyethylthio)- ——
167.0 18.50

m/z 77.00  29.17%

5000

45.0 108.0
LthMIILL

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

-

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061721\
Data File : BP0@5966.D

Acqg On : 17 Jun 2021 15:32
Operator : CG/JU

Sample : M2739-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.657 8.81 ng 360692  Phenanthrene-d10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexatriacontane 507 C36H74 000630-06-8 90
5 Eicosane 282 C20H42 000112-95-8 90

Abundance Scan 2647 (18.657 min): BP005966.D\data.ms (-2642) (- m/z 57.10 100.00%
57.1

-

5000
‘ ' PE 2041 3003 P 18.50 19.00
O, H‘\H,um bt O 489544 s 71010 80.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #175557: Tetracosane
57.0
5000 i .
18.50 19.00
m/z 85.10 69.16%
o ” | 1270 197.0 267.0 338.0
‘\\\\‘\\\f‘T\\T’\\!\‘f\\T‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194493: Hexacosane
57.0
—— —
18.50 19.00
5000 m/z 43.10 54.97%

\‘ || P70 197.0 267.0  367.0

B

O‘H‘W‘H‘ e T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane
57.0 18.50 19.00
m/z 55.05 25.12%
5000

“ J\ FF;IM\]‘g?O 2960
O"H"H‘“‘H""H‘HH‘H‘“‘““\\H‘H\\“H“HH“

m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.50 19.00

B
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061721\
Data File : BP0@5966.D

Acqg On : 17 Jun 2021 15:32
Operator : CG/JU

Sample : M2739-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.410 9.49 ng 524777 Chrysene-d12 21.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 62
3 Undecanoic acid 186 C11H2202 000112-37-8 58
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 Decane, 1-iodo- 268 C10H21I 002050-77-3 45

Abundance Scan 2775 (19.410 min): BP005966.D\data.ms (-2771) (- m/z 73.00 100.00%

73.0
5000
241.2
—
L ] s
ol Al W M b 3249 4151 48545421 /7 43.e5  71.47%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131262: Octadecanoic acid
73.0
5000 284.0 —
185.0 19.50
H m/z 60.00 70.21%
0f|| \‘\I“\M‘\h\\\\\\\\\“\‘\L\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84455: Tetradecanoic acid
73.0
—r
19.50
5000 m/z 57.05 63.85%
185.0
Obrrty ‘“M{“M ol
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #50053: Undecanoic acid 7
60.0 19.50
m/z 55.05 60.25%
5000
129.0
bl =
0 m“;'ﬂwwﬁ‘ﬁ"w‘H“H‘W“H‘H‘W“H‘H“_‘H“ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061721\
Data File : BP0@5966.D

Acqg On : 17 Jun 2021 15:32
Operator : CG/JU

Sample : M2739-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.021 8.98 ng 496522 Chrysene-d12 21.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91

Abundance Scan 2879 (20.021 min): BP005966.D\data.ms (-2873) (- m/z 57.10 100.00%
57.1

%

5000
’ | [Fﬁ 207.0 281.1 351.3 416.1 4844547, 20.00
O b e e e e e e m/z 71.05 83.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141425: Heneicosane
57.0
5000 = :

20.00
m/z 85.10 66.99%

“‘ L1270 1970 296.0
O‘\\\[\f\y\\\f’\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194506: Octadecane, 5,14-dibutyl-
43.0
U \
20.00
5000 ITI/Z 43.05 58.07%
126.0 309.0
0 } ], 1970 |, 367.0
_““‘H,H"V“w‘H“H“_‘H“H“H‘w“u“u‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane T ‘
57.0 20.00
m/z 55.10  25.55%
5000

ALV ERTO 1070 2670 3650
O‘H‘u‘H‘W‘H,HwW‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00

4
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061721\
Data File : BP0@5966.D

Acqg On : 17 Jun 2021 15:32
Operator : CG/JU

Sample : M2739-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Diisooctyl adipate Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

20.586 3.75 ng 207638 Chrysene-d12 21.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisooctyl adipate 370 C22H4204 001330-86-5 93
2 Adipic acid, 2-ethylhexyl octyl ... 370 C22H4204 1000324-48-6 90
3 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 83
4 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 58
5 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604 004337-65-9 58

Abundance Scan 2975 (20.586 min): BP005966.D\data.ms (-2971) (-  m/z 129.00 100.00%
129.0

%

5000
57.0
U \
20.50
241.2
O\H‘.J.’ll‘\..l‘342-1429-0503-0 m/z 57.05 35.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #196853: Diisooctyl adipate
129.0
57.0
5000 ——
20.50
m/z 70.05 29.66%
‘ ’ ‘ ‘ 241.0
0 ‘H‘\‘\M‘r'#‘\]“\\\ \“H\\‘H\H\‘!\\?%?’\.93‘\7\1\.\0‘\\\\‘\\\\‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #196930: Adipic acid, 2-ethylhexyl octyl ester
129.0
U \
20.50
5000 ITI/Z 71.05 28.56%
241.0
57.0
SEUTY TR NI Y S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #196972: Hexanedioic acid, bis(2-ethylhexyl) ester T
129.0 20.50

m/z 55.00 24.02%

5000 57.0

o

‘ 241.0
OJ”'j’\ H‘H‘\”‘M‘”$%%9\H“M‘H\”‘w“ww

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061721\
Data File : BP0@5966.D

Acqg On : 17 Jun 2021 15:32
Operator : CG/JU

Sample : M2739-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Docosane, 7-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.980 7.80 ng 431395 Chrysene-d12 21.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 7-hexyl- 394 C28H58 055373-86-9 91
2 Heptacosane 380 C27H56 000593-49-7 90
3 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90

Abundance Scan 3042 (20.980 min): BP005966.D\data.ms (-3037) (- m/z 57.10 100.00%
57.1

‘ 21.00
207.0 281.1 484.4 ’
0bnr _w‘}"Mh‘H"m"m_3““‘1“1”‘4‘1‘5‘?‘““_‘5““?‘ m/z 71.10  85.75%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209568: Docosane, 7-hexyl-
57.0
5000 L
21.00
m/z 85.10 64.65%
- 309.0
O\\\"\J‘\‘\J\\F.\E?\Jc‘)‘\l\\\‘\2\3\\9‘\0\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane
57.0
e
21.00
5000 ITI/Z 43.10 63.06%
0 “‘ | 4270 197.0 267.0 380.0
‘H‘_H‘_‘H‘H‘W‘HW‘H‘_‘H‘H‘WH‘W‘H‘_‘H‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #94351: Hexadecane, 3-methyl- ——
57.0 21.00
m/z 55.05 25.01%
5000
J 127.0 211.0
L —_—
m/z--> 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\BP061721\
Data File : BP0@5966.D

Acqg On : 17 Jun 2021 15:32
Operator : CG/JU

Sample : M2739-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 5-Eicosene, (E)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.074 6.70 ng 370621 Chrysene-d12 21.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 98
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 E-14-Hexadecenal 238 C16H300 330207-53-9 92
4 Heptacosyl acetate 438 C29H5802 1000351-78-2 91
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91

Abundance Scan 3058 (21.074 min): BP005966.D\data.ms (-3055) (-  m/z 83.10 100.00%

83.1
5000
Jl 484.4 21,00 |
02101 281.1 ' :
ol AbMLLL LR 210 28113410 4150 | 549 . 5716 o4.67%
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127769: 5-Eicosene, (E)-
55.0
5000 < :
21.00
’ m/z 97.05 93.49%
O\\J\l\‘J\\\’\1“\\\%‘]\-\8%‘0\\\\‘2\\8\0\‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
T \
21.00
5000 ITI/Z 55.10 89.10%
238.0
ol _m m‘m‘w‘L‘HwH_ww_ww_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92510: E-14-Hexadecenal T
43.0 21.00
m/z 69.10 87.64%
5000
111.0
o ML 500 20 U
m/z--> 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\BP061721\
Data File : BP0@5966.D

Acqg On : 17 Jun 2021 15:32
Operator : CG/JU

Sample : M2739-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Heptadecane, 9-octyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.786 9.68 ng 535279 Chrysene-d12 21.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
2 Triacontane 422 C30H62 000638-68-6 91
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Docosane, 11-butyl- 366 C26H54 013475-76-8 91

Abundance Scan 3179 (21.786 min): BP005966.D\data.ms (-3174) (- m/z 57.05 100.00%
57.0

o LL
—— —
‘ ' H 1972 2811 21.50 22.00
obr ale P S 341.0401.04612 5360 /7 71,10 84.97%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 R —
21.50 22.00
m/z 85.10 65.75%
1 239.0
O \\J‘\}\\\d‘\F\J\\J‘l\l\W\‘Y\\T‘\12\9\6‘10\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #219831: Triacontane
57.0
—— —
21.50 22.00
5000 m/z 43.10 56.33%
1
0 i # ﬁ | | \197.0 267.0 337.0 4220
“w“‘w“u A e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117648: Octadecane, 2-methyl- — —
43.0 21.50 22.00
m/z 55.05 23.20%
h w
| 113.0 225.0
L e e
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\BP061721\
Data File : BP0@5966.D

Acqg On : 17 Jun 2021 15:32
Operator : CG/JU

Sample : M2739-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Terephthalic acid, di(4-oct... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.251 7.61 ng 421057 Chrysene-d12 21.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Terephthalic acid, di(4-octyl) e... 390 C24H3804 1000323-74-2 64
2 Terephthalic acid, 4-octyl octyl... 390 C24H3804 1000323-73-7 64
3 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 62
4 Terephthalic acid, 2-bromo-4-flu... 450 C22H24BrF04 1000323-71-2 43
5 Terephthalic acid, 3-hexyl octyl... 362 C22H3404 1000356-23-1 43
Abundance Scan 3258 (22.251 min): BP005966.D\data.ms (-3254) (-  m/z 70.10 100.00%
70.1 1490
261.1
5000
N o
H ’ ” o 5351 22.00 22.50
obr by L L1 327.0 415047825351 /0 149 00 86.28%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #207685: Terephthalic acid, di(4-octyl) ester
261.0
167.0
5000 A —
22.00 22.50
m/z 261.10 73.26%
70.0
0 \\M”\“\‘\I\H\‘\l\‘\‘uu‘uu‘ ‘\\\‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #207702: Terephthalic acid, 4-octyl octyl ester
261.0
et ]
22.00 22.50
112.10 52.18%
5000 167.0 m/z
70.0 \
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #207813: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl) P e
261.0 22.00 22.50
149.0 m/z 167.00 42.39%
70.0
5000
ST 0 T S P | PP
m/z--> 50 100 150 200 250 300 350 400 450 500 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061721\
Data File : BP0@5966.D

Acqg On : 17 Jun 2021 15:32
Operator : CG/JU

Sample : M2739-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Nonadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.709 6.67 ng 526167 Perylene-di2 23.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heptacosane 380 C27H56 000593-49-7 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Docosane, 11-decyl- 451 C32H66 055401-55-3 90

Abundance Scan 3336 (22.709 min): BP005966.D\data.ms (-3331) (- m/z 57.10 100.00%

57.1
5000
2250  23.00
211.1 : .
Ouu‘“\”i\“HH\"w‘m‘\\2\9\3‘%3\5%%%35\9‘47\5\%\5\3?’\9 m/z 71.10  88.18%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #117638: Nonadecane
57.0
5000 — —
22.50 23.00
m/z 85.10 65.38%
l‘ PF70 197.0 268.0
O\\‘\\‘\\\J‘\‘\\‘\\‘“\‘\\\‘\\\1‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #202662: Heptacosane
57.0
—— —
22.50 23.00
5000 ITI/Z 43.10 59.30%
0 H L 127.0 197.0 267.0 380.0 /\M/\/M
"H‘H"_‘H,‘H‘_"W‘H“H‘w“u‘u“_‘u“u‘_
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #223851: Hentriacontane T ——
57.0 22.50 23.00
m/z 55.10 22.81%
- MM/\/\
oLl MLIEID 1070 2070 ss10 aze0
m/z--> 50 100 150 200 250 300 350 400 450 500 22.50 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061721\
Data File : BP0@5966.D

Acqg On : 17 Jun 2021 15:32
Operator : CG/JU

Sample : M2739-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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|
2-Pentanone, 4-... 5.028 2.5 ng 53147 1 7.928 421050 20.0
Ethanol, 2-(2-b... 10.510 11.4 ng 309720 2 10.733 543109 20.0
4-Methyleneproline 15.839 3.6 ng 123133 3 14.557 691730 20.0
4-((1E)-3-Hydro... 16.698 4.7 ng 191835 4 17.298 818719 20.0
Pentadecanoic a... 17.962 2.9 ng 116589 4 17.298 818719 20.0
n-Hexadecanoic ... 18.186 19.6 ng 801912 4 17.298 818719 20.0
3,5-Dimethoxy-4... 18.457 5.6 ng 227823 4 17.298 818719 20.0
2-Pentanone, 1-... 18.498 9.0 ng 369970 4 17.298 818719 20.0
Tetracosane 18.657 8.8 ng 360692 4 17.298 818719 20.0
Octadecanoic acid 19.410 9.5 ng 524777 5 21.368 1106220 20.0
Heneicosane 20.021 9.0 ng 496522 5 21.368 1106220 20.0
Diisooctyl adipate 20.586 3.8 ng 207638 5 21.368 1106220 20.0
Docosane, 7-hexyl- 20.980 7.8 ng 431395 5 21.368 1106220 20.0
5-Eicosene, (E)- 21.074 6.7 ng 370621 5 21.368 1106220 20.0
Heptadecane, 9-... 21.786 9.7 ng 535279 5 21.368 1106220 20.0
Terephthalic ac... 22.251 7.6 ng 421057 5 21.368 1106220 20.0
Nonadecane 22.709 6.7 ng 526167 6 23.780 1577810 20.0
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