LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32321\
Data File : BGO48477.D

Acqg On : 23 Mar 2021 19:51
Operator : CG/JU

Sample : M1765-04

Misc :

ALS Vvial : 11 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_G\METHODS\8270-BG031821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO48477.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.754 66 71 81 rBV 101595 149269 6.02% 1.180%
2 5.176 309 313 320 rBV 21682 32782 1.32% 0.259%
3 5.652 387 394 404 rBV 585076 924848 37.32%  7.313%
4 7.250 657 666 677 rBV 625267 1057457 42.67%  8.362%
5 8.102 802 811 820 rBV2 147380 250494 10.11%  1.981%

6 9.265 1001 1009 1021 rVB 378744 672548 27.14%  5.318%
7 10.922 1284 1291 1301 rVB 198547 360462 14.55% 2.850%
8 13.366 1699 1707 1713 rBV 920223 1392845 56.21% 11.014%
9 13.637 1746 1753 1764 rBV2 59745 125345 5.06% 0.991%
10 14.189 1841 1847 1851 rBV2 22328 31928 1.29% 0.252%

11 14.741 1935 1941 1948 rVB 354138 537709 21.70%
12 16.228 2187 2194 2202 rBV 1019922 1508113 60.86% 11.
13 17.491 2402 2409 2416 rBV 478511 739399 29.84%
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14 18.372 2554 2559 2566 rBvV2 105279 156316 6.31% 236%
15 19.136 2684 2689 2697 rBV5 29513 75093 3.03% 594%
16 19.547 2755 2759 2764 rVB2 17182 26544 1.07% 0.210%
17 19.641 2771 2775 2780 rBv4 31598 46906 1.89% 0.371%
18 19.906 2817 2820 2824 rVB2 25839 29837 1.20% ©0.236%

19 20.100 2846 2853 2861 rBV 1950314 2477998 100.00% 19.595%
20 20.693 2949 2954 2966 rBV 67938 190124 .67%
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21 21.416 3072 3077 3088 rBV3 78731 206205 8.32%
22 21.786 3133 3140 3146 rBV 454338 776266 31.33%
23 22.232 3211 3216 3224 rBV 53760 137691 5.56%
24 25.117 3697 3707 3716 rBV2 257298 739645 29.85%
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Sum of corrected areas: 12645824
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32321\
Data File : BGO48477.D

Acqg On : 23 Mar 2021 19:51
Operator : CG/JU

Sample : M1765-04

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG048477.D\data.ms
1500000
1000000
5.652 7.250
500000
9.265
3.754 8.102 10922
0 5.176
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\ T
Time--> 350 400 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9,50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG048477.D\data.ms
20.100
1500000
16.228
1000000113366
14.741
21.416
13.637 14189 18-/{2 10,136 054#1.90 20.693 22.232
O T L o o e L A B AL AL B A e
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG048477.D\data.ms
1500000
1000000
500000
Wjiww\»\m\’/l\%ﬂw\mw

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32321\
Data File : BGO48477.D

Acqg On : 23 Mar 2021 19:51
Operator : CG/JU

Sample : M1765-04

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 R-(-)-1,2-propanediol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.754 11.92 ng 149269 1,4-Dichlorobenzene-d4 8.102

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 72
2 Propylene Glycol 76 C3H802 000057-55-6 72
3 Isopropyl Alcohol 60 C3H80 000067-63-0 56
4 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 12
5 (2R,4R)-(-)-Pentanediol 104 C5H1202 042075-32-1 9
Abundance  Scan 71 (3.754 min): BG048477.D\data.ms (-66) (-) m/z 45.10 100.00%
45.1
5000 J\\
 EEEmERE S
3.60 3.80 4.00
Ol et POL 1291 1567 2054 /7 43.05  21.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #944: R-(-)-1,2-propanediol
45.0
5000 LB L L L L L L B
3.60 3.80 4.00
m/z 61.10 7.62%
19.0‘ ‘
O\\\“\“\‘H“\‘\“1‘\H“‘\\7\6\.’0\\H’\H\’\H\’HH’HH’HH’\H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #940: Propylene Glycol
45.0
e et
3.60 3.80 4.00
5000 m/z 42.10 7.20%
ool T8 e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #294: Isopropyl Alcoho
45.0 3.60 3.80 4.00
m/z 44.10 4.92%
5000
i
o
m/z--> 20 40 60 80 100 120 140 160 180 200 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32321\
Data File : BGO48477.D

Acqg On : 23 Mar 2021 19:51
Operator : CG/JU

Sample : M1765-04

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.176 2.62 ng 32782 1,4-Dichlorobenzene-d4 8.102

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Oxirane, [(1-methylethoxy)methyl]- 116 C6H1202 004016-14-2 40
3 Silane, ethyldimethyl- 88 C4H12Si 000758-21-4 28
4 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 28
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 25
Abundance Scan 313 (5.176 min): BG048477.D\data.ms (-309) (-) m/z 43.05 100.00%
43.0
5000
i ahoshoskosm
U\ “ ‘ 239.1 447 .. : . : : o
ot " m/z 59.10 79.92%
mlz--> 50 100 150 200 250 300 350 400
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 \‘HH‘HH‘HAH‘HH‘M
4.80 5.00 5.20 5.40
m/z 101.10 23.06%
101.0
O\“\‘l\“h\\\‘\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #8195: Oxirane, [(1-methylethoxy)methyl]-
43.0
R RmmaEa s R
4.80 5.00 5.20 5.40
5000 m/z 58.10 22.28%
‘ 101.0
miz--> 50 100 150 200 250 300 350 400
Abundance #1999: Silane, ethyldimethyl-
59.0 4.80 5.00 5.20 5.40
m/z 39.00 11.28%
5000
m/z--> 50 100 150 200 250 300 350 400 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32321\
Data File : BGO48477.D

Acqg On : 23 Mar 2021 19:51
Operator : CG/JU

Sample : M1765-04

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 3-(2-Hydroxyethyl)-2-oxazol... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.637 4.66 ng 125345  Acenaphthene-die 14.741
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-(2-Hydroxyethyl)-2-oxazolidinone 131 C5H9NO3 003356-88-5 90
2 Piperidine, 1-hydroxy- 101 C5H11NO 004801-58-5 47
3 2-Oxazolidinone,4,4-dimethyl- 115 C5HINO2 026654-39-7 37
4 Methanamine, N-(1-methylbutylide... 99 C6H13N 022431-09-0 30
5 1-Butanol 74 C4H100 000071-36-3 27

Abundance Scan 1753 (13.637 min): BG048477.D\data.ms (-1746) (- m/z 56.10 100.00%

56.1
5000
‘13‘5?)‘ 5.406
31.0 - .
o LR 3% /2 100,10 73.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13839: 3-(2-Hydroxyethyl)-2-oxazolidinone
56.0
5000 T T T T T
13.50 14.00
m/z 101.10 41.24%
HIM | (1310
O‘\“\\\[WT‘\\ \\\‘\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4087: Piperidine, 1-hydroxy-
100.0
13.50 1400
42.0
0}“H" S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7756: 2-Oxazolidinone,4,4-dimethyl- e
100.0 1350 1400
m/z 41.10 13.66%
42.
5000
o_“““wu RN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32321\
Data File : BGO48477.D

Acqg On : 23 Mar 2021 19:51
Operator : CG/JU

Sample : M1765-04

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.372 4.23 ng 156316  Phenanthrene-die 17.497
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 68
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Undecanoic acid 186 C11H2202 000112-37-8 50

Abundance Scan 2559 (18.372 min): BG048477.D\data.ms (-2554) (-  m/z 73.05 100.00%
73

.0
5000 129.1
213.2 At
ellgdagpet i,
‘ 3(71% ‘ 25‘6-1 353 18.00 18.50
0 bbb Al 992 m/z 60.00  75.77%
mlz--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 U Ol
18.00 18.50
171.0 2130 256.0 m/z 41.05 67.33%
0! \‘\\h“‘\ M‘n} ‘\““ “ “‘ \‘ o “\‘ I R
m/z--> 50 100 150 200 250 300 350
Abundance #72646: Tridecanoic acid
73.0
\,’W\ ‘ T T ‘ T
18.00 18.50
5000 m/z 57.10 62.54%
29.
129.0
‘ 171.0 214.0
J Ll
miz--> 50 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid B
73.0 18.00 18.50
m/z 43.05 60.99%
5000
129.0
29. 185.0 228.0
0 ;M‘\‘u} “ ‘ \‘\u“ “\‘ \‘ . “\‘ N ot Wr\‘ —
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32321\
Data File : BGO48477.D

Acqg On : 23 Mar 2021 19:51
Operator : CG/JU

Sample : M1765-04

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 1,4,7,10,13,16-Hexaoxanonad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.136 2.03 ng 75093  Phenanthrene-d10 17.497
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,4,7,10,13,16-Hexaoxanonadecane... 318 C16H3006 1000163-64-0 83
2 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 72
3 3,6,9,12,15-Pentaoxanonadecan-1-0l 294 C14H3006 001786-94-3 64
4 Hexaethylene glycol 282 C12H2607 002615-15-8 64
5 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-... 546 C24H50013 10008352-12-7 56

Abundance Scan 2689 (19.136 min): BG048477.D\data.ms (-2684) (- m/z 45.10 100.00%

4|:
5000 89.0
133 0 ot e
‘\ m 20170 207.1 203, 19.00 19.50
oL wwm gk T TR m/z 89.00  47.38%
mlz--> 5 100 150 200 250 300 350
Abundance #159468: 1,4,7,10,13,16-Hexaoxanonadecane, 18-(2-pro
458.0
5000 89.0 ﬁ‘ ‘M‘ | N/\MM ANW\
19.00 1950
133.0 m/z 43.05 18.09%
277.0
O T \‘h\‘ \H ““‘ ‘H“““ “\“‘ \‘\ \“\ ‘]\_77\0‘2\2\;‘;0‘\ ‘ T \‘\ T \‘?’}18-\()\ ‘ T T 17T ‘
miz--> 50 100 150 200 250 300 350
Abundance #196474: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth
43.0
b P
19.00 19.50
5000 m/z 133.00  15.07%
89.0
133.0
0 M\‘“ thwu\ 177.0221.0 283.0
e S e i
miz--> 50 100 150 200 250 300 350
Abundance #139150: 3,6,9,12,15-Pentaoxanonadecan-1-ol
43.0 19.00 19.50
m/z 73.00 14.02%
B | W
o AL s o Wt
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32321\
Data File : BGO48477.D

Acqg On : 23 Mar 2021 19:51
Operator : CG/JU

Sample : M1765-04

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 2-[2-[2-[2-[2-[2-[2-(2-Hydr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.693 4.90 ng 190124 Chrysene-d12 21.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 83
2 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 1000352-12-5 83
3 Hexaethylene glycol 282 C12H2607 002615-15-8 80
4 Heptaethylene glycol 326 C14H3008 005617-32-3 64
5 Propanoic acid, 2-(methoxymethoxy)- 134 C5H1004 081327-29-9 45

Abundance Scan 2954 (20.693 min): BG048477.D\data.ms (-2949) (- m/z 45.10 100.00%

4:
5000 89.1
2050  21.00
133 0 . .
207 0
ok J“‘“\ bboofo 2000 2501 3320 397. " g 19 a1.44%
mlz--> 50 100 150 200 250 300 350
Abundance #196473: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth
4!:
89.0 " hesly
5000 sty acyy
20.50 21.00
133.0 m/z 43.10 14.22%
ol d 1 i ] || 1770210 28303270
\\\f‘\T\\\\T\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #217050: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]e
45.0
—— —
89.0 20.50 21.00 .
5000 m/z 87.10 13.74%
133.0
ol ‘\ | ] ‘ L “ 177.0221.0263.0 327.0371.0
T T B e e e S R b
miz--> 50 100 150 200 250 300 350
Abundance #128695: Hexaethylene glycol
45.0 20.50 21.00
m/z 88.20 10.13%
5000 89.0
133.0
obtd bl T 19802300
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32321\
Data File : BGO48477.D

Acqg On : 23 Mar 2021 19:51
Operator : CG/JU

Sample : M1765-04

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 1-Nonadecene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.416 5.31 ng 206205 Chrysene-d12 21.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 97
2 9-Nonadecene 266 C19H38 031035-07-1 90
3 Pentafluoropropionic acid, tride... 346 C16H27F502 959261-22-4 87
4 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 87
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 87

Abundance Scan 3077 (21.416 min): BG048477.D\data.ms (-3072) (- m/z 55.10 100.00%

5|:
5000
111.2
—r
||| 1550 2089 2651 3422 43 21.50
ol bl d ARy SR T2 m/z 43.100 77.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115906: 1-Nonadecene
43.0 97.0
5000 R
21.50
m/z 57.10 77.15%
O\\“\“‘\H\‘T\‘ }%921902660
m/z--> 50 100 150 200 250 300 350 400
Abundance #115903: 9-Nonadecene
55.0
—r
21.50
5000 ITI/Z 69.05 68.78%
11.0
266.0
0 L0
miz--> 50 100 150 200 250 300 350 400
Abundance  #180910: Pentafluoropropionic acid, tridecyl ester P
43.Q 21.50
m/z 97.10 66.26%
) WM/\WW
1540
0 WAL oL 2270 328.0
ARG “““ e e AR AR R ma e —
m/z--> 50 100 150 200 250 300 350 400 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32321\
Data File : BGO48477.D

Acqg On : 23 Mar 2021 19:51
Operator : CG/JU

Sample : M1765-04

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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-[2-[2-[2-[2-[2-[2-[2-[2-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.233 3.55 ng 137691 Chrysene-d12 21.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 [2-[2-[2-[2-[2-[2-[2-[2-[2-(tert... 528 C24H52010Si 1000352-11-3 78
2 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 78
3 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C2@H42011 1000352-12-6 64
4 [2-[2-[2-[2-[2-[2-[2-(tert-Butyl... 440 C20H4408Si 1000352-10-4 64
5 Pentaethylene glycol 238 C10H2206 004792-15-8 64

Abundance Scan 3216 (22.232 min): BG048477.D\data.ms (-3211) (- m/z 45.10 100.00%

451
5000
ot P
\ Bio 193.0 2763 357.0 22.00 22:50
bbbl 00 2103 970 4500y 89,10 44.30%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #237716: [2-[2-[2-[2-[2-[2-[2-[2-[2-(tert-Butyldimethylsilylo
45.0
5000 dtthip o o R
22.00 22.50
0’3-0 150.0 m/z 87.05 16.47%
207.0
O — \"““! M\“T J‘ \m\ \l‘ \u‘ ‘?‘\‘\ ‘x "\\ =TT f T \2\9\5‘\0\ T \\4\4?"(\)

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #196473: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth

45.0

Al Ml
22.00 22.50
5000 m/z 133.00 16.09%

o

133.0

op bty zr0 o
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #228732: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethox ; ; :
45.0 22.00 22.50

m/z 43.05 10.84%

i

5000
133.0

3

0 i “ “‘ 1“\ \‘ [ L | 221.0 283.0 371.0
L L L L L L L L B B L B T

\ —
m/z--> 0 50 100 150 200 250 300 350 400 450 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32321\
Data File : BGO48477.D

Acqg On : 23 Mar 2021 19:51
Operator : CG/JU

Sample : M1765-04

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG@31821.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|
R-(-)-1,2-propa... 3.754  11.9 ng 149269 1 8.102 250494 20.0
2-Pentanone, 4-... 5.176 2.6 ng 32782 1 8.102 250494 20.0
3-(2-Hydroxyeth... 13.637 4.7 ng 125345 3 14.741 537709 20.0
n-Hexadecanoic ... 18.372 4.2 ng 156316 4 17.497 739399 20.0
1,4,7,10,13,16-... 19.136 2.0 ng 75093 4 17.497 739399 20.0
2-[2-[2-[2-[2-[... 20.693 4.9 ng 190124 5 21.786 776266 20.0
1-Nonadecene 21.416 5.3 ng 206205 5 21.786 776266 20.0
[2-[2-[2-[2-[2-... 22.233 3.5 ng 137691 5 21.786 776266 20.0
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