LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8101.D

Acqg On : 23 Nov 2021 17:55
Operator : CG/JU

Sample : M4786-01

Misc :

ALS vial : 9 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-BP111921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@8101.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.028 3 7 13 rBV 546404 755391 13.61% 1.789%
2 4.946 326 333 343 rBV 178941 254851 4.59% 0.604%
3 5.411 405 412 426 rBV 1833104 2748149 49.51% 6.510%
4 6.999 673 682 698 rBV 1760473 2988735 53.85% 7.080%
5 7.822 815 822 829 rVB 589243 949909 17.11%  2.250%

6 8.046 852 860 867 rBv2 49550 77149 1.39%
7 8.981 1010 1019 1030 rBV 1150236 1956021 35.24%
8 10.405 1254 1261 1274 rBV 136087 259599  4.68%
9 10.616 1289 1297 1308 rBV 822530 1389787 25.04%
10 12.275 1572 1579 1588 rBV 56949 110974  2.00%
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11 13.087 1709 1717 1728 rBV 2598541 3932770 70.86%
12 13.387 1760 1768 1786 rBV 308012 675527 12.17%
13 14.463 1944 1951 1958 rBV 1317461 1931344 34.80%
14 15.292 2083 2092 2106 rBV 109307 233373 4.20%
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15 15.957 2199 2205 2214 rBV 2380188 3454339 62.24% 183%
16 16.887 2358 2363 2370 rBV2 40762 86432 1.56% 0.205%
17 17.222 2413 2420 2425 rBV 1668812 2420295 43.61% 5.733%
18 17.263 2425 2427 2431 rVB 65481 72429 1.30% 0.172%
19 17.898 2531 2535 2541 rVB3 52791 67008 1.21% 0.159%
20 18.004 2548 2553 2559 rBV6 31439 64577 1.16% 0.153%

21 18.122 2568 2573 2581 rBV 472964 644564 11.61%
22 18.281 2596 2600 2604 rBV2 42463 63312 1.14%
23 18.851 2692 2697 2709 rBV 325044 551820  9.94%
24 19.239 2758 2763 2770 rBV 476188 647911 11.67%
25 19.357 2779 2783 2791 rBV 215812 295341 5.32%
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26 19.586 2815 2822 2831 rVB 342066 546798  9.85%
27 19.792 2851 2857 2862 rBV 4469594 5550429 100.00% 13.
28 20.380 2952 2957 2967 rBV 850082 1325350 23.88%
29 20.539 2982 2984 2987 rVB 73627 67641 1.22%
30 21.033 3065 3068 3076 rBV2 253266 348295 6.28%
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31 21.322 3111 3117 3121 rBV 1629958 2268956 40.88%
32 21.663 3171 3175 3195 rBV 1224028 1926095 34.70%
33 23.127 3419 3424 3438 rBV 719501 1535458 27.66%
34 23.721 3518 3525 3536 rVB2 964303 2013987 36.29%
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Sum of corrected areas: 42214616
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 23 Nov 2021 17:55
: CG/IU
. M4786-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
BP008101.D

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M

Quant Title

TIC Library
TIC Integra

Abundance

4000000

3000000

2000000

1000000

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

TIC: BP008101.D\data.ms

5.411 6.999

8.981

10.616
028 7.822

4.946 8.046 10.40

0

A
LA T e L e L B L L B I B B L O D

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

4000000

3000000

2000000

1000000

TIC: BP008101.D\data.ms
19.792

13.087
15.957

17.222

14.463

13.387

12.275

0

Time-->

Abundance

4000000

3000000

2000000

1000000

0

12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP008101.D\data.ms

21.322

Time--> 20.50 21.00 2150 22.00 22.50 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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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\

Library Search Compound Report

Data File : BP@©8101.D

Acqg On : 23 Nov 2021 17:55
Operator : CG/JU

Sample : M4786-01

Misc

ALS vial : 9

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl-

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
3.028 15.90 ng 755391 1,4-Dichlorobenzene-d4 7.822
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 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
Abundance Scan 7 (3.028 min): BP008101.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000 J&
R RREEE R RN
‘ ‘ 3.103.203.303.40
obrdddl 1731 2659 3410 44305030 ./ 43.00  36.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 UL B RN R R
3.103.203.303.40
m/z 55.00 27.41%
O\\“\Jlu“l”\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R RBRRNREEEREERS
3.103.203.303.40
5000 m/z 87.05 25.47%
o\H“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #60784: Octanal, 7-methoxy-3,7-dimethyl- R RARARRRREIS Y
73.0 3.103.203.303.40
m/z 41.00 10.96%
5000 J\A\\NNNNMﬂﬂ
O‘AMMMMWH‘&7%%‘H‘_‘H‘HH‘H‘W‘H‘_H‘_‘H“ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40

8270E-BP111921.M Wed Nov 24 11:47:37 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8101.D

Acqg On : 23 Nov 2021 17:55
Operator : CG/JU

Sample : M4786-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.946 5.37 ng 254851 1,4-Dichlorobenzene-d4 7.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 33
3 3-Hexanol 102 C6H140 000623-37-0 28
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 333 (4.946 min): BP008101.D\data.ms (-326) (-)

m/z 43.00 100.00%

43.0
5000
101.0 e T
4.60 4.80 5.00 5.20
O 2920 2811 3551 4312 5223 p/z 58.95  65.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L N LA BN BN R
4.60 4.80 5.00 5.20
m/z 101.00 21.64%
101.0
O‘\\‘IV‘J‘ \\‘\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9501: n-Propyl t-butyl ether
59.0
T
4.60 4.80 5.00 5.20
5000 m/z 58.00 16.64%
oJ” R RS R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4970: 3-Hexanol R R
59.0 4.60 4.80 5.00 5.20
m/z 41.00 9.94%
5000
o_““u‘JH‘W‘HH‘HH‘mWm_m‘mwwmw S

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

8270E-BP111921.M Wed Nov 24 11:47:38 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8101.D

Acqg On : 23 Nov 2021 17:55

Operator : CG/JU

Sample : M4786-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.465 3.7ang 250599 Naphthalene-ds 16.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 CgH1803 000112-34-5 90

2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803
3 Ethylene glycol monoisobutyl ether 118 C6H1402
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803

054446-78-5 83
004439-24-1 64
018912-80-6 56

5 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 50
Abundance Scan 1261 (10.405 min): BP008101.D\data.ms (-1254) (-  m/z 57.85 100.00%
57.0
5000
=
‘ 132.0 10.50
ol Mhil 1320 221128163430 424.9 4944 |/, 4500 94.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 U
10.50
‘ m/z 41.05  34.52%
O‘\\U‘ "\I\‘i“\‘“\‘l%\ga-‘o\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
——
10.50
5000 ITI/Z 74.95 19.53%
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10091: Ethylene glycol monoisobutyl ether e
57.0 10.50
m/z 56.00 16.05%
5000
‘ ‘ 118.0
ol 80 e

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

8270E-BP111921.M Wed Nov 24 11:47:39 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8101.D

Acqg On : 23 Nov 2021 17:55
Operator : CG/JU

Sample : M4786-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 3-(2-Hydroxyethyl)-2-oxazol... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.387 7.00 ng 675527  Acenaphthene-di10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-(2-Hydroxyethyl)-2-oxazolidinone 131 CS5H9NO3 003356-88-5 83
2 4-Morpholineethanol 131 C6H13NO2 000622-40-2 35
3 1-Butanol 74 C4H100 000071-36-3 27
4 N-(3-Hydoxypropyl)morpholine 145 C7H15N02 1000425-83-2 17
5 Aminothiazole 100 C3H4N2S 000096-50-4 12

Abundance Scan 1768 (13.387 min): BP008101.D\data.ms (-1760) (- m/z 56.00 100.00%

56.0
5000
309 1300 1350
ob i | [130:91930251.0 3409 4288 5052 1/, 99.95 g1.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15883: 3-(2-Hydroxyethyl)-2-oxazolidinone
568.0
5000
1300 1350
m/z 101.0 50.37%
HMEE
O‘\\\\I‘\\\\\l\!‘\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15934: 4-Morpholineethano
100.0
1300 1350
5000 ITI z 42.00 24 .35%
42.0
ot i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #966: 1-Butano
56.0 1300 1350
m/z 41.00 9.82%
- \/\//L
o‘H'MHH‘HHw‘,‘m‘H‘wWwwwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1300 1350

8270E-BP111921.M Wed Nov 24 11:47:39 2021 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8101.D

Acqg On : 23 Nov 2021 17:55
Operator : CG/JU

Sample : M4786-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.122 5.33 ng 644564  Phenanthrene-di10 17.222
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 96
3 Octadecanoic acid 284 C18H3602 000057-11-4 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 64

Abundance Scan 2573 (18.122 min): BP008101.D\data.ms (-2568) (-  m/z 73.00 100.00%

73.0
5000
2132 e =
WM oy | 18.00 18.50
ol ALY mwﬁ???w‘@ll 4769 549 1/, 6p.60  84.46%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
213.0 m/z 43.05 82.65%
0\\{“ ‘“‘"J"“l\\\f \\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
— —
18.00 18.50
5000 ITI/Z 57.10 73.82%
171.0
o“\ m'"“ﬂ'\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid T —
73.0 18.00 18.50
m/z 55.00 67.41%
5000
H 185.0  284.0
0 WU‘ JWMMﬂwﬁwq‘mAw‘ww‘u“u‘w‘u“u‘w“u“ e =
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BP111921.M Wed Nov 24 11:47:40 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8101.D

Acqg On : 23 Nov 2021 17:55
Operator : CG/JU

Sample : M4786-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Tetraethyleneglycol monomet... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

18.851 456 ng S51820  Phenanthrene-die 17.222
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Tetraethyleneglycol monomethylether 208 C9H2005
2 Triethylene glycol 150 C6H1404
3 Tetraethylene glycol 194 C8H1805
4 2,5,8,11,14-Pentaoxahexadecan-16-0l1 252 C11H2406
5 Ethanol, 2-[2-(2-methoxyethoxy)e... 164 C7H1604

Abundance Scan 2697 (18.851 min): BP008101.D\data.ms (-2692) (-

023783-42-8 78
000112-27-6 78
000112-60-7 72
023778-52-1 72
000112-35-6 64

m/z 44.95 100.00%

45.0
5000
— =
133.0 g5 » 18.50 19.00
O bl T 1952 28103411 4291489.2549. ., g9 @9 32.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #85785: Tetraethyleneglycol monomethylether
45.0
5000 — e
18.50 19.00
103.0 m/z 87.00 11.09%
O‘\‘\Juf“}wmw‘\f‘\\r‘:\L?\s’\.Q‘\\H‘HH“H\‘HH‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27989: Triethylene glycol
45.0
= —
18.50 19.00
5000 m/z 43.00 9.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69770: Tetraethylene glycol “ T
45.0 18.50 19.00
m/z 44.00 9.08%
ph, 1330
0 A e e e e e

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

8270E-BP111921.M Wed Nov 24 11:47:41 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8101.D

Acqg On : 23 Nov 2021 17:55
Operator : CG/JU

Sample : M4786-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Octadecanoic acid

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.357 2.60 ng 295341  Chrysene-di12 21.322
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 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 2783 (19.357 min): BP008101.D\data.ms (-2779) (-

43.0
5000 129.0
241.2
o Ml ‘Hﬂnum "H\u_é?};‘l“ﬁ?%-?ws‘lﬁ-‘%_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 1290
284.0
O”J“‘h‘““lXWHIl‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid
73.0
5000

L 228.0
ob ’JHJIH.‘H. ‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid

73.0
5000

199.0

15, m ‘IJ 1390 | \

m/z 43.05 100.00%

-

— —
19.00 19.50
m/z 73.00 96.74%

:

19.00 19.50
m/z 60.00  95.30%

:

19.00 19.50
m/z 57.05 94.03%

a8

— —
19.00 19.50
m/z 55.00 79.19%

-

(= ‘Wm_m‘m‘_HwH_Wwwww
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP111921.M Wed Nov 24 11:47:42 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8101.D

Acqg On : 23 Nov 2021 17:55
Operator : CG/JU

Sample : M4786-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Hexaethylene glycol

R.T. EstConc Area Relative to ISTD R.T.
20.380 11.68 ng 1325350  Chrysene-d12 21.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexaethylene glycol 282 C12H2607 002615-15-8 83
2 Heptaethylene glycol 326 C14H3008 005617-32-3 78
3 2,5,8,11,14-Pentaoxahexadecan-16-0l1 252 C11H2406 023778-52-1 78
4 Acetaldehyde, tetramer 176 C8H1604 000108-62-3 72
5 Tetraethylene glycol 194 C8H1805 000112-60-7 64

Abundance Scan 2957 (20.380 min): BP008101.D\data.ms (-2952) (-

Concentration Rank 4

m/z 45.00 100.00%

45.0
5000
133.0 2000 2050
ol dbad (12070 28113402401.246085203 /7 g9 00  37.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175225: Hexaethylene glycol
45.0
5000
2000 2050
m/z 87.00 13.21%
133.0
O ‘\\“\‘\J‘If\m\i\’\!!‘\[\:\L%S‘\O\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #231002: Heptaethylene glycol
45.0
2000 2050
oL thlhl s 20702670
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #137460: 2,5,8,11,14-Pentaoxahexadecan-16-ol
45.0 2000 2050
m/z 44.00 9.21%
5000 mvvwmwmmwwA\AV¢WWWWWN
133.0
ol LR 200
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2000 2050
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8101.D

Acqg On : 23 Nov 2021 17:55
Operator : CG/JU

Sample : M4786-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Dichloroacetic acid, heptad... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

21.033 3.07 ng 348295 Chrysene-d12 21.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 95
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
4 Pentadecafluorooctanoic acid, pe... 624 C23H31F1502 1000406-04-5 94
5 1-Hexacosene 364 C26H52 018835-33-1 93

Abundance Scan 3068 (21.033 min): BP008101.D\data.ms (-3065) (-  m/z 57.10 100.00%
57.1

-

5000
5.1 T ‘
21.00
2080 3021 .
o ,‘ Jhm bbbt e e A00SS4AL s 55,05 82.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0
5000 —— :
21.00
50 m/z 43.05 82.31%
OJ‘TLl’lJllllrﬂllllll‘23§.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #280777: Trichloroacetic acid, pentadecyl ester
43.0
T \
21.00
5000 m/z 83.10 73.57%
1.0
ol UL, 2220
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #282680: Pentafluoropropionic acid, pentadecyl ester T
57.0 21.00
m/z 97.10 65.66%

5000

-

9.0
} ‘ 210.0

o UL, 7200 sseo -
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\BP112321\
Data File : BP0@8101.D

Acqg On : 23 Nov 2021 17:55
Operator : CG/JU

Sample : M4786-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Heptaethylene glycol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

21.663 16.98 ng 1926100 Chrysene-d12 21.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptaethylene glycol 326 C14H3008 005617-32-3 91
2 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 003386-18-3 91
3 Pentaethylene glycol 238 C10H2206 004792-15-8 64
4 Acetaldehyde, tetramer 176 C8H1604 000108-62-3 64
5 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 64

Abundance Scan 3175 (21.663 min): BP008101.D\data.ms (-3171) (- m/z 45.00 100.00%

45.0
5000

l 133.0 21 50 22 00
obdlidy [ 219128303462 43715043 ./, g9 00  42.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #231001: Heptaethylene glycol
45.0
5000 — —r—
21.50 22.00

m/z 86.95 14.96%

133.0
oboadiil, L 2070 2830
‘\1!\‘!1\1[\T!\]\\1\’1!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #309997: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]e
45.0

2150 2200
5000 133.00 11.01%
133.0
ol L] \ I \‘ \\207 0265.0327.0
R e R R LA R RRREEREERREEE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #120148: Pentaethylene glycol
45.0 2150 2200

43.00 9.80%

| ] 133.0
i)

195.0
0 e e 2 e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2150 2200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8101.D

Acqg On : 23 Nov 2021 17:55
Operator : CG/JU

Sample : M4786-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 unknown23.127

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
23.127 15.25 ng 1535460  Perylene-di12 23.716
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409
2 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 582 C22H46012
3 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C20H42011
4 Hexaethylene glycol 282 C12H2607
5 Heptaethylene glycol 326 C14H3008

Abundance Scan 3424 (23.127 min): BP008101.D\data.ms (-3419) (-
45.0

5000

1330

0 [l ‘ ’ ‘ 207.0 302.1361.9 429.1492.3
R R o e o o R RARARREREEEEREae

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

Abundance #278601: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth
4:

5000

133.0
0l lm‘ ‘ 207.0 283.0

‘H‘rr“HH HH[HH[WIH[\H\‘\H\‘H\\‘HH‘HH‘HH‘\

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

Abundance #338274: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)eth
45.0

5000
133.0

Ll 2210 2050 atso

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #328203: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethox
45.0

5000
133.0

|| | 221.0283.0 371.0

005117-19-1 91
006809-70-7 91
005579-66-8 91
002615-15-8 90
005617-32-3 80

m/z 45.00 100.00%

o

— ‘
23.00 23.50

m/z 89.05 47.88%

o

=
23.00 23.50
m/z 87.00 17.28%

%

23.00 23.50
m/z 133.00 13.81%

%

23.00 23.50
m/z 59.00 10.74%

0“HH“W"H“‘H“M“W“‘W"H“H“H“‘H“M“W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP111921.M Wed Nov 24 11:47:45 2021
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8101.D

Acqg On : 23 Nov 2021 17:55
Operator : CG/JU

Sample : M4786-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 3.028 15.9 ng 755391 1  7.822 949909 20.0
2-Pentanone, 4-... 4.946 5.4 ng 254851 1  7.822 949909 20.0
Ethanol, 2-(2-b... 10.405 3.7 ng 259599 2 10.616 1389790 20.0
3-(2-Hydroxyeth... 13.387 7.0 ng 675527 3 14.463 1931340 20.0
n-Hexadecanoic ... 18.122 5.3 ng 644564 4 17.222 2420300 20.0
Tetraethylenegl... 18.851 4.6 ng 551820 4 17.222 2420300 20.0
Octadecanoic acid  19.357 2.6 ng 295341 5 21.322 2268960 20.0
Hexaethylene gl... 20.380 11.7 ng 1325350 5 21.322 2268960 20.0
Dichloroacetic ... 21.033 3.1 ng 348295 5 21.322 2268960 20.0
Heptaethylene g... 21.663 17.0 ng 1926100 5 21.322 2268960 20.0
unknown23.127 23.127 15.3 ng 1535460 6 23.716 2013990 20.0
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