LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29031.D

Acqg On : 08 Mar 2021 22:34

Operator : CG/JU

Sample : M1582-01

Misc : EOLIA-VNJ-208

ALS Vvial : 15 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 M\Methods\8270-BM022321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BM@29031.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.399 60 70 87 rBV 337171 722818 70.21% 10.726%
2 5.246 379 384 394 rBB 170410 236427 22.96% 3.508%
3 6.869 654 660 671 rBV 159752 246059 23.90%  3.651%
4 7.669 791 796 802 rVB 42335 59977 5.83% 0.890%
5 8.845 989 996 1004 rBV 94328 152341 14.80% 2.261%
6 10.463 1264 1271 1278 rBB 49520 77869 7.56% 1.156%
7 12.951 1688 1694 1702 rBB 206958 281630 27.35% 4.179%
8 13.310 1746 1755 1769 rBV 70954 160526 15.59%  2.382%
9 14.227 1900 1911 1915 rBV3 4773 11361 1.10% 0.169%
10 14.274 1915 1919 1925 rW 17246 29328 2.85% 0.435%
11 14.339 1925 1930 1937 rVB 66878 95567  9.28% 418%

12 15.833 2178 2184 2191 rBV 166314 220300 21.40%
13 16.757 2334 2341 2352 rBV 69288 102130 9.92%

ORRLrWR
Ul
=
o)
R

14 17.086 2391 2397 2401 rBV 76727 105836 10.28% 571%

15 17.980 2541 2549 2557 rBV2 30524 42095 4.09% 625%

16 18.751 2675 2680 2690 rBV 207523 280233 27.22%  4.159%

17 19.139 2742 2746 2753 rVB 22355 27380 2.66% ©0.406%

18 19.262 2763 2767 2771 rBV 12799 15152 1.47% ©.225%

19 19.503 2800 2808 2816 rVB 20589 29521 2.87% 0.438%
5.

20 19.709 2838 2843 2848 rVB 338421 374502 36.37%

21 20.327 2939 2948 2959 rBV 520473 691713 67.18% 10.265%

22 20.974 3051 3058 3065 rBv2 40308 60703 5.90% 0.901%
23 21.174 3088 3092 3096 rBV 27003 28113 2.73% 0.417%
24 21.256 3100 3106 3110 rVV 114070 150638 14.63%  2.235%
25 21.292 3110 3112 3118 rVB 12285 15059 1.46% 0.223%

26 21.603 3159 3165 3187 rBV 763455 1029579 100.00% 15.279%
27 21.844 3203 3206 3211 rVB5 12062 16064 1.56% ©0.238%
28 22.903 3379 3386 3410 rBV 493904 886112 86.07% 13.150%
29 23.415 3468 3473 3480 rVB2 75165 125926 12.23% 1.869%
30 23.985 3565 3570 3576 rBV9 7743 17046  1.66% ©0.253%

31 24.644 3674 3682 3698 rBV 176049 446727 43.39% 6.629%

Sum of corrected areas: 6738732
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 08 Mar 2021 22:34
: CG/JU
: M1582-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
BM029031.D

EOLIA-VNJ-208

: 15  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

700000

600000

500000

400000

300000

200000

100000

0

TIC: BM029031.D\data.ms

3.399

5.246 6.869

8.845
7.669 10.463

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 1050 11.00 11.50

Abundance

700000

600000

500000

400000

300000

200000

100000

TIC: BM029031.D\data.ms

20.327

19.709

12.951 18.751
15.833

13.310 14.339 16.75%7.086
1 17.980 19,43%350

o

Time-->
Abundance

700000

600000

500000

400000

300000

200000

100000

o

Time-->

o e e e T T L e et e el il S S T e o

12.00 1250 13.00 1350 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

TIC: BM029031.D\data.ms
21.603

22.903

24.644

21.256 23.415
2091 Ty, |121.844 23.985

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 25.50 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_M\Data\BM@30821\
Data File : BM@29031.D

Acqg On : 08 Mar 2021 22:34

Operator : CG/JU

Sample : M1582-01

Misc : EOLIA-VNJ-208

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 Propylene Glycol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.399 241.03 ng 722818 1,4-Dichlorobenzene-d4 7.669

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 90
2 Isopropyl Alcohol 60 C3H80 000067-63-0 56
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 40
4 (R)-(-)-3-Methyl-2-butanol 88 C5H120 001572-93-6 9
5 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
Abundance  Scan 70 (3.399 min): BM029031.D\data.ms (-60) (-) m/z 45.10 100.00%
458.1
5000 A
A maE e
281 61.0 3.20 3.40 3.60 3.80
530 7 76. o
O tprrrrrrrrprre e b m/z 43.00 20.20%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #938: Propylene Glycol
45.0
5000 UL L L L L B L B

3.20 3.40 3.60 3.80
m/z 61.00 5.88%

2
190 "1 380, 530°0
‘HH‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH HH‘HH‘HH‘HH’HH‘\\H‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #294: 1sopropyl Alcohol
45.0
e RRAREEETE
3.20 3.40 3.60 3.80
5000 m/z 44.00 5.44%
27.0
0 o =00
‘m,‘m‘mwu,uwwm ‘m e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #946: (S)- (+)12Propanedio| W A
45.0 3.20 3.40 3.60 3.80

m/z 42.00 3.88%

5000
1
19.0 ‘?\0380 | 53.0610 759

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29031.D

Acqg On : 08 Mar 2021 22:34

Operator : CG/JU

Sample : M1582-01

Misc : EOLIA-VNJ-208

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 3-(2-Hydroxyethyl)-2-oxazol... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.310 33.59 ng 160526  Acenaphthene-die 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 3-(2-Hydroxyethyl)-2-oxazolidinone 131 C5H9NO3 003356-88-5 78

2 1-Butanol 74 C4H1e0 000071-36-3 43
3 Piperidine, 1-hydroxy- 101 C5H11NO 004801-58-5 37
4 Methanamine, N-(1-methylbutylide... 99 C6H13N 022431-09-0 17

5 2H-1,4-Oxazine-4-propanoic acid,... 173 C8H15NO3 1000362-52-8 12

Abundance Scan 1755 (13.310 min): BM029031.D\data.ms (-1746) (- m/z 56.10 100.00%

56.1
100.0
5000
42.1
‘ 3.0 131.0 13. 00 13 50
el b 32 23D m/z 100.00 65.66%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13838: 3-(2-Hydroxyethyl)-2-oxazolidinone
56.0 100.0
5000
13. 00 13 50
970 42.0 m/z 101.08  39.95%
730 }\\\]‘-\1‘\5\;(‘)\\]\-:\3“]\.;\0\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #838: 1-Butano
56.0
31.0 13 00 13.50
190 MW 730
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4091: Piperidine, 1-hydroxy-
100.0 13. 00 13 50
m/z 41.10 12.70%
5000 28,0 42.0 84.0
5To
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13. 00 13 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29031.D

Acqg On : 08 Mar 2021 22:34

Operator : CG/JU

Sample : M1582-01

Misc : EOLIA-VNJ-208

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 unknownl14.227 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

14.227 2.38 ng 11361  Acenaphthene-die 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydroxylamine, O-(2-methylpropyl)- 89 C4H11NO 005618-62-2 12
2 Butanoic acid, 2-oxo- 102 C4H603 000600-18-0 9

3 Sulfurous acid, pentyl 2-propyl ... 194 C8H1803S 1000309-11-5 9
4 Azetidine, 2-methyl- 71 CAHSN 019812-49-8 7

5 2-Propenamide 71 C3H5NO 000079-06-1 7

Abundance Scan 1911 (14.227 min): BM029031.D\data.ms (-1900) (- m/z 60.00 100.00%

60.0
43.0
5000
‘ ‘ 14 00 14 50
T — m/z 57.00  69.89%
miz--> 20 40 60 80 100 120 140
Abundance #2220: Hydroxylamine, O-(2-methylpropyl)-
43.0
5000 T
14 00 14 50
71.0 m/z 43.00 66.43%
U“’
miz--> 20 40 60 100 120 140
Abundance #4230:Butan0u:amd,2—0xo—
57.0
29.0 14 00 14.50
74.0 102.0
I L AN
miz--> 20 40 60 80 100 120 140
Abundance #56799: Sulfurous acid, pentyl 2-propyl ester R
43.0 14.00 14.50
m/z 73.00 38.25%
5000 71.0
m/z--> 20 40 60 80 100 120 140 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29031.D

Acqg On : 08 Mar 2021 22:34

Operator : CG/JU

Sample : M1582-01

Misc : EOLIA-VNJ-208

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 Tetraethylene glycol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.274 6.14 ng 29328  Acenaphthene-die 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetraethylene glycol 194 C8H1805 000112-60-7 83
2 Triethylene glycol 150 C6H1404 000112-27-6 78
3 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 64
4 Ethanol, 2-[2-(2-methoxyethoxy)e... 164 C7H1604 000112-35-6 64
5 Ethanol, 2-[2-(ethenyloxy)ethoxy]- 132 C6H1203 000929-37-3 56
Abundance Scan 1919 (14.274 min): BM029031.D\data.ms (-1915) (-  m/z 45.05 100.00%
45.0
5000
—— —
89.0 119.0 14.00 14.50
H\‘HH‘H\‘\\\H‘\H‘\‘\HH‘\H\“.HH‘HH‘HH m/Z 89.00 16.62%
miz--> 20 40 60 80 100 120 140 160
Abundance #56804: Tetraethylene glycol
45.0
5000 —r ——
14.00 14.50
m/z 44.00 9.55%
89.0
T ‘ \*\ T ‘H\‘\ T \H‘ \7\()\(p\ ‘ \‘1‘\ T “\ L ‘ \1\:3\‘3\.(‘)\ T \]\.6‘:\3.\()\ T ‘
miz--> 20 40 60 80 100 120 140 160
Abundance #24168: Triethylene glycol
45.0
14.00 14.50
5000 m/z 43.00 7.11%
89.0
10y 630 ) 90
miz--> 20 40 60 80 100 120 140 160
Abundance #65552: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
45.0 14.00 14.50
m/z 58.00 6.99%
5000
89.0
150 | || || 710 m‘ | 1190 144.0163.0
T B o e S —— ——
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29031.D

Acqg On : 08 Mar 2021 22:34

Operator : CG/JU

Sample : M1582-01

Misc : EOLIA-VNJ-208

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 Hexaethylene glycol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.756 19.30 ng 102130  Phenanthrene-die 17.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexaethylene glycol 282 C12H2607 002615-15-8 83
2 Tetraethylene glycol 194 C8H1805 000112-60-7 83
3 Heptaethylene glycol 326 C14H3008 005617-32-3 78
4 Ethanol, 2-[2-(ethenyloxy)ethoxy]- 132 C6H1203 000929-37-3 78
5 Triethylene glycol 150 C6H1404 000112-27-6 74

Abundance Scan 2341 (16.757 min): BM029031.D\data.ms (-2334) - m/z 45.10 100.00%

451
5000
89.1
133.0 16 50 17 00
\\\\H‘H\\‘\h\‘\\\‘.\‘16\3.\0\\‘\\\\‘\\\\ m/Z 89.10 20.48%
miz--> 50 100 150 200 250
Abundance #128696: Hexaethylene glycol
45.0
5000 — ——
16.50 17.00
89.0 m/z 43.00 11.13%
160, | .| . 133016301950 2300 281
miz--> 50 100 150 200 250
Abundance #56804: Tetraethylene glycol
45.0
16 50 17.00
89.0
el om0
miz--> 50 100 150 200 250
Abundance #165401: Heptaethylene glycol
45.0 16.50 17.00
m/z 87.00 7.64%
5000
89.0
160, | . . 130 177020702300 281c
e . — e e —— ——
m/z--> 50 100 150 200 250 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29031.D

Acqg On : 08 Mar 2021 22:34

Operator : CG/JU

Sample : M1582-01

Misc : EOLIA-VNJ-208

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 10
R.T. EstConc Area Relative to ISTD R.T.
17.980 7.95 ng 42095  Phenanthrene-d10 17.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 Undecanoic acid 186 C11H2202 000112-37-8 50

Abundance Scan 2549 (17.980 min): BM029031.D\data.ms (-2541) (- m/z 43.10 100.00%

438.1
73.0
5000 129.1
Ty 1M
2131 T T T T T T
157.0
T
\H‘\\H‘l\\h\‘\h\\\H“‘H\\‘H\\‘\H\‘\\H‘H\\‘\H\‘\H\‘\\H“\ m/z 41.06 97-56%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 e e
18.00
97.0 157.0 g5 02130 2560 m/z 60.00 87.37%
\H‘\\H“}‘\\H!H \H‘{\‘H\L\wh“‘\\‘”‘h\“\‘\\‘\H\‘\\H‘\‘\\\‘\H‘\‘\H\‘\\\!‘\
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #84453: Tetradecanoic acid
73.0
1
il
43.0 18.00
5000 m/z 73.00  80.99%
129.0
185.0 228.0
e s ||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid pb T A L
43.0 ,73.0 18.00
m/z 55.10 79.39%
5000 129.0
199.0
s e T
%ﬁ?kﬂNHM‘MMWMWHWMMM‘HJM‘h_MHMH‘MHW‘HW‘ I R
m/z--> 20 40 60 80 100120140 160180200 220240260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29031.D

Acqg On : 08 Mar 2021 22:34

Operator : CG/JU

Sample : M1582-01

Misc . EOLIA-VNJ-208

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 2-[2-[2-[2-[2-[2-[2-(2-Hydr... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.750 52.96 ng 280233  Phenanthrene-die 17.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 74
2 Tetraethylene glycol 194 C8H1805 000112-60-7 72
3 Triethylene glycol 150 C6H1404 000112-27-6 72
4 Acetaldehyde, tetramer 176 C8H1604 000108-62-3 64
5 Hexaethylene glycol 282 C12H2607 002615-15-8 58

Abundance Scan 2680 (18.751 min): BM029031.D\data.ms (-2675) (- m/z 45.10 100.00%

45.1
5000 Jk
89.1
18 50 19 00
133.1
\\\\“‘“\\‘h\h\“\\\‘\’\1\77\.9‘\\\\’\\\\‘\\\ m/Z 89.10 23.65%
m/z--> 50 100 150 200 250 300
Abundance #196473: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth
458.0
89.0
5000 — ‘
18.50 19 00
133.0 m/z 43.05 10.92%
T H\‘ \“‘ M\ \“‘\ “\ i T ‘\ \“ T ’ \1\7‘3.(\) 2\2\1"\0\ ’ T 2\8\3\0 \3\27\l
m/z--> 50 100 150 200 250 300
Abundance #56804: Tetraethylene glycol
45.0
e =
18.50 19.00
5000 m/z 44.05 8.98%
89.0
ey
miz--> 50 100 150 200 250 300
Abundance #24166: Triethylene glyco
45.0 18 50 19 00
m/z 87.00 8.45%
5000
89.0
I 1830

“
m/z--> 50 100 150 200 250 300 18 50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29031.D

Acqg On : 08 Mar 2021 22:34

Operator : CG/JU

Sample : M1582-01

Misc : EOLIA-VNJ-208

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 Pentadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.262 2.01 ng 15152 Chrysene-d12 21.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 53
4 Dodecanoic acid 200 C12H2402 000143-07-7 50
5 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 43

Abundance Scan 2767 (19.262 min): BM029031.D\data.ms (-2763) (-  m/z 43.05 100.00%

43.0
73.0
5000
129.1
T —
H H H‘ ‘ 1851 2412 ( 19.00 19.50
e 2808 sz 57.10 75.98%
m/z--> 50 100 150 200 250
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 M \A‘m‘ JM‘N ‘ m
19.00 19.50
M97.0 1o 2130 2560 m/z 55.10  75.48%
N ‘M‘H‘H W . Mhu\ {‘H‘\‘M} ‘\ | “ “ “‘ \‘ ““\‘ . “\‘ N
m/z--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid
43.0 73.0
19.00 19.50
5000 129.0 ITI/Z 41.05 67.79%
‘ 199.0 2420
‘ L‘ H\“H‘n MH “\m‘ uh\‘\\ M‘ ul “1‘55‘9 ;“ ‘i . “‘ —
m/z--> 50 100 150 200 250
Abundance #72648: Tridecanoic acid
73.0 19.00 19.50
m/z 73.00 65.35%
43.0
5000
129.0
171.0 2140
]-‘41‘0‘\‘ U\‘u‘n‘ ‘m“” A ‘m‘ “\ ‘\‘ ‘ “\‘ — — —
m/z--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29031.D

Acqg On : 08 Mar 2021 22:34

Operator : CG/JU

Sample : M1582-01

Misc : EOLIA-VNJ-208

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 Acetaldehyde, tetramer Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.327 91.84 ng 691713 Chrysene-d12 21.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde, tetramer 176 C8H1604 000108-62-3 72
2 Hexaethylene glycol 282 C12H2607 002615-15-8 70
3 Ethanol, 2-[2-(2-methoxyethoxy)e... 164 C7H1604 000112-35-6 64
4 Triethylene glycol 150 C6H1404 000112-27-6 64
5 Heptaethylene glycol 326 C14H3008 005617-32-3 62

Abundance Scan 2948 (20.327 min): BM029031.D\data.ms (-2939) (- m/z 45.05 100.00%

45.0
5000
89.1
- ——
133.0 ) 20.00 20.50
doiw o I 1771207.02391 283 .., g9 19 28.61%
miz--> 50 100 150 200 250
Abundance #42932: Acetaldehyde, tetramer
43.0
5000 — —
20.00 20.50
89.0 m/z 43.05 11.08%
150 L‘ | 1310
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #128695: Hexaethylene glycol
45.0
== e
20.00 20.50
5000 89.0 m/z 87.00 9.43%
133.0
150, | o, |, T]163.01950 239.0
L e e L et e
miz--> 50 100 150 200 250
Abundance #34053: Ethanol, 2-[2-(2-methoxyethoxy)ethoxy]- — ——
45.0 20.00 20.50
m/z 44.05 9.31%
5000
89.0
svRu
T ——
m/z--> 50 100 150 200 250 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29031.D

Acqg On : 08 Mar 2021 22:34

Operator : CG/JU

Sample : M1582-01

Misc : EOLIA-VNJ-208

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 Trifluoroacetoxy hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

20.974 8.06 ng 60703 Chrysene-d12 21.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
2 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 95
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
4 1-Docosene 308 C22H44 001599-67-3 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 3058 (20.974 min): BM029031.D\data.ms (-3051) (- 43.05 100.00%

43.0

| H || 17607290 2810 21.00
H“" H“‘\\\‘\\‘\\\\‘\\\\‘\\\‘\\\\’\\\\ mz 55.10 9296/

miz--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57.0

5000
11.0 21,00
m/z 57.05 91.90%

T \“\ ‘ " “‘ ‘ “ “ “\ 1]\-9\6‘ \()\ T \‘2\6\9\()\ :‘3\2\0\0\ ‘ L ’ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecyl ester
57.0
Lovpatprspony

21.00
m/z 41.05 69.02%
5000 11.0
169.0
L T 4% a0
miz--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecyl heptafluorobutyrate Fer
57.0 21.00
m/z 83.10 68.80%
5000
11.0
69.0
1 b h,H“_???-‘0‘2‘&4-9””_m,f&s&-‘ AN
m/z--> 50 100 150 200 250 300 350 400 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29031.D

Acqg On : 08 Mar 2021 22:34

Operator : CG/JU

Sample : M1582-01

Misc : EOLIA-VNJ-208

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 2-[2-[2-[2-[2-[2-[2-[2-[2-(... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.603 136.70 ng 1029580 Chrysene-d12 21.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C2@H42011 1000352-12-6 90
2 2,5,8,11,14-Pentaoxahexadecan-16-0l1 252 C11H2406 023778-52-1 78
3 Triethylene glycol 150 C6H1404 000112-27-6 72
4 Heptaethylene glycol 326 C14H3008 005617-32-3 70
5 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 62

Abundance Scan 3165 (21.603 min): BM029031.D\data.ms (-3159) (-  m/z 45.05 100.00%

45.0
5000
89.0
133.0177 1 21 50 22 00
Al ] 17712211 2830 3409/, g9.es  32.63%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #228732: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethox
43.0
89.0
5000
133.0 21 50 22 00
m/z 87.00 11.54%
177.0
‘ T “\‘ \‘ ’ “‘\ \‘“‘\ 1} ‘H T ‘\ \‘ T ‘ T \“\ T ‘221 0\2‘6\5\ 9\3?9q 371 0415‘
miz--> 0 50 100 150 200 250 300 350 400
Abundance #103467: 2,5,8,11,14-Pentaoxahexadecan-16-ol
45.0
21 50 22 00
89.0
1] L \‘ | 1330177.0224.0
R R R e e R R R R
miz--> 0 50 100 150 200 250 300 350 400
Abundance #24168: Triethylene glycol
45.0 21 50 22 00
m/z 133.00 10.12%
5000
89.0
]| h‘

m/z--> 0 50 100 150 200 250 300 350 400 21 50 22 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29031.D

Acqg On : 08 Mar 2021 22:34

Operator : CG/JU

Sample : M1582-01

Misc : EOLIA-VNJ-208

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 unknown21.844 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.844 2.13 ng 16064 Chrysene-d12 21.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 38
2 Cyclopentadecane 210 C15H30 000295-48-7 38
3 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 38
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 35
5 Isoheptadecanol 256 C17H360 057289-07-3 35

Abundance Scan 3206 (21 844 min): BM029031.D\data.ms (-3203) (- ' m/z 97.00 100.00%
55.0 .0

207.0
5000 (/V\
T ’\ \\‘\‘\\\‘\\\\“\ \‘\\‘\\\\‘\\\\“\\\\‘\ m/z 83.06 92-67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #177132: 1-Heneicosyl formate
57.0
it |l
11.0 21.50 22.00
m/z 55.05 91.56%
1T ’ T “\h T H ‘H‘ “ T “” T “\ ]\-9\6‘ 9\ T ‘ T \2\9\‘4.‘ o\ \3\4(\) ‘q 1T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #69583: Cyclopentadecane
83.0
210.0 “ ——
41.0 21.50 22.00
5000 m/z 207.00  84.23%
25 0 W
m/z--> 50 100 150 200 250 300 350 400
Abundance  #217811: Pentafluoropropionic acid, octadecyl ester “ 7
57.0 21.50 22.00
m/z 242.00 78.28%
5000 11.0
252 0
ey M LL133%900 2202070 sos. /\ ﬂn/\ ‘
m/z--> 50 100 150 200 250 300 350 400 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29031.D

Acqg On : 08 Mar 2021 22:34

Operator : CG/JU

Sample : M1582-01

Misc : EOLIA-VNJ-208

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 2,5,8,11,14-Pentaoxahexadec... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

22.903 140.74 ng 886112 Perylene-di2 23.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexaethylene glycol 282 C12H2607 002615-15-8 83
2 2,5,8,11,14-Pentaoxahexadecan-16-0l1 252 C11H2406 023778-52-1 72
3 Heptaethylene glycol 326 C14H3008 005617-32-3 70
4 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 1000352-12-5 70
5 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 70

Abundance Scan 3386 (22.903 min): BM029031.D\data.ms (-3379) (- m/z 45.05 100.00%

45.0
5000
89.0

133.0 177.1 22. 50 23 00
o dpa L 17712100 2810 3274 L0 g9 65 35.06%

m/z--> 0 50 100 150 200 250 300 350
Abundance #128695: Hexaethylene glycol
458.0

5000

89.0 22'50 23,00
m/z 86.95 12.59%
33.0
‘ T ‘“\‘ \H‘ “\ \m\ h\ ‘H T \ T ‘ T ]\_9\5‘0\ \2\3\9 P\ T T 7T ‘ T T T 7T ‘ T
mz—> 0 50 100 150 200 250 300 350
Abundance #103467: 2,5,8,11,14-Pentaoxahexadecan-16-ol
458.0
22. 50 23 OO
5000 m/z 133.00  11.88%

89.0
n Ly \‘ | 1330 1770 2240
il A1
m/z--> 0 50 100 150 200 250 300 350
Abundance :

#165400: Heptaethylene glycol
45.0 22. 50 23 OO

m/z 43.05 11.32%

5000 89.0
133.0
y Ly | 1770 239.0 2830

m/z--> 0 50 100 150 200 250 300 350 22. 50 23 OO
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29031.D

Acqg On : 08 Mar 2021 22:34

Operator : CG/JU

Sample : M1582-01

Misc : EOLIA-VNJ-208

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 unknown23.985 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.985 2.71 ng 17046 Perylene-di2 23.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosyl heptafluorobutyrate 494 C24HA41F702 1000351-83-5 35
2 Docosyl trifluoroacetate 422 C24H45F302 1000351-75-5 35
3 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 35
4 1-Hexacosanol 382 C26H540 000506-52-5 30
5 n-Tetracosanol-1 354 C24H500 000506-51-4 30

Abundance Scan 3570 (23.985 min): BM029031.D\data.ms (-3565) (-  m/z 55.00 100.00%

55.0
111.0
5000
67.0 ‘24\00‘
WL D o S
\\‘\ \\\\‘\\‘\\“\\\\‘\\“\\\\\“‘\\\\‘\\\\‘\\\\ m/z 43.09 96.214
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234498: Eicosyl heptafluorobutyrate
57.0
5000 111.0 —
24.00
m/z 57.05 95.66%
280 0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #219709: Docosyl trifluoroacetate
57.0
e
24.00
5000 111.0 m/z 83.00 64.50%
AL L 870 pza0 2000, 204080
m/z--> 50 100 150 200 250 300 350 400 450 A h m A A h A
Abundance #225763: Eicosyl pentafluoropropionate : —
57.0 24.00
m/z 56.00 63.14%
5000 111.0
o ssgm00 e
““““‘ | Hol
m/z--> 50 100 150 200 250 300 350 400 450 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29031.D

Acqg On : 08 Mar 2021 22:34

Operator : CG/JU

Sample : M1582-01

Misc : EOLIA-VNJ-208

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 2-[2-[2-[2-[2-[2-[2-[2-[2-[... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.644 70.95 ng 446727 Perylene-di2 23.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 582 C22H46012 1000352-13-2 91
2 Heptaethylene glycol 326 C14H3008 005617-32-3 78
3 2,5,8,11,14-Pentaoxahexadecan-16-0l1 252 C11H2406 023778-52-1 72
4 Pentaethylene glycol 238 C10H2206 004792-15-8 72
5 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 1000352-12-5 70

Abundance Scan 3682 (24.644 min): BM029031.D\data.ms (-3674) (- m/z 45.05 100.00%
45.0

5000

%

133.0 24.50 25.00
o dgl 2070 290389 0 Tag 05 36.08%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #235432: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)eth
45.0

—

5000 —r—! ——
133.0 24.50 25.00
m/z 133.00 14.03%
Ly ] 2210 2050 415.0
‘\\\\‘\f\\[\\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #165401: Heptaethylene glycol
45.0
—— ——
24.50 25.00
5000 m/z 87.00 13.74%
133.0
g T 2070 2670
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #103467: 2,5,8,11,14-Pentaoxahexadecan-16-ol

T e
45.0 24.50 25.00

m/z 43.00 11.30%

5000

1‘03.0
||| 1630 2240

7 \ \
m/z--> 0 50 100 150 200 250 300 350 400 450 24.50 25.00

-
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30821\
Data File : BM@29031.D

Acqg On : 08 Mar 2021 22:34
Operator : CG/JU

Sample : M1582-01

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@22321.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|
Propylene Glycol 3.399 241.0 ng 722818 1 7.669 59977 20.0
3-(2-Hydroxyeth... 13.310 33.6 ng 160526 3 14.339 95567 20.0
unknownl4.227 14.227 2.4 ng 11361 3 14.339 95567 20.0
Tetraethylene g... 14.274 6.1 ng 29328 3 14.339 95567 20.0
Hexaethylene gl... 16.756 19.3 ng 102130 4 17.086 105836 20.0
n-Hexadecanoic ... 17.980 8.0 ng 42095 4 17.086 105836 20.0
2-[2-[2-[2-[2-[... 18.750 53.0 ng 280233 4 17.086 105836 20.0
Pentadecanoic acid 19.262 2.0 ng 15152 5 21.256 150638 20.0
Acetaldehyde, t... 20.327 91.8 ng 691713 5 21.256 150638 20.0
Trifluoroacetox... 20.974 8.1 ng 60703 5 21.256 150638 20.0
2-[2-[2-[2-[2-[... 21.603 136.7 ng 1029580 5 21.256 150638 20.0
unknown21.844 21.844 2.1 ng 16064 5 21.256 150638 20.0
2,5,8,11,14-Pen... 22.903 140.7 ng 886112 6 23.415 125926 20.0
unknown23.985 23.985 2.7 ng 17046 6 23.415 125926 20.0
2-[2-[2-[2-[2-[... 24.644 71.0 ng 446727 6 23.415 125926 20.0
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