LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111821\
Data File : BGO51111.D

Acqg On : 18 Nov 2021 18:51
Operator : CG/JU

Sample : M4695-02

Misc :

ALS Vvial : 10 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-BG111321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO51111.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.854 57 62 73 rBvV 27543 48086 2.83% 0.345%
2 5.758 379 386 398 rBvV 547375 912690 53.75% 6.545%
3 7.374 653 661 675 rBV 552458 999075 58.84% 7.165%
4 8.220 798 805 816 rVvB 119722 207903 12.24%  1.491%
5 9.395 996 1005 1017 rBV 319139 591627 34.84% 4.243%
6 10.793 1235 1243 1255 rBV 47853 102969 6.06% 0.738%
7 11.046 1277 1286 1295 rBV 176304 314612 18.53%  2.256%
8 13.467 1690 1698 1707 rBV 776562 1210606 71.30% 8.682%
9 13.713 1733 1740 1744 rBV 19876 31511 1.86% 0.226%
10 13.766 1744 1749 1763 rW 32721 77289 4.55% 0.554%
11 14.753 1911 1917 1926 rBV 22998 51590 3.04% 370%

12 14.847 1926 1933 1940 rVB 285095 450901 26.55%
13 16.334 2180 2186 2197 rBV 589958 939985 55.36%
14 17.221 2333 2337 2346 rBV 49516 103056 6.07%
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15 17.597 2394 2401 2406 rBV 343476 537666 31.66% 856%
16 18.220 2503 2507 2511 rVB2 17399 19537 1.15% ©0.140%
17 19.207 2670 2675 2688 rBV 276427 484869 28.56%  3.477%
18 19.377 2701 2704 2709 rVB2 49853 57622 3.39% 0.413%
19 19.506 2723 2726 2731 rVB4 15406 19434 1.14% 0.139%
20 19.636 2744 2748 2755 rVB 50004 70185 4.13% 0.503%
21 20.000 2806 2810 2818 rVB 37413 54886 3.23% 394%
22 20.182 2835 2841 2847 rBV 1316507 1697990 100.00% 12.177%
23 20.452 2881 2887 2891 rBv4 21533 42857 2.52%

24 20.764 2935 2940 2962 rBV 680754 1117636 65.82%
25 21.487 3058 3063 3073 rVB3 48242 106511 6.27%
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26 21.581 3076 3079 3084 rVB 25188 35342  2.08%
27 21.892 3125 3132 3138 rBV 294958 536436 31.59%
28 22.327 3199 3206 3224 rBV 632021 1318006 77.62%
29 24.471 3563 3571 3597 rBV = 312321 984920 58.01%
30 25.300 3704 3712 3725 rVB3 164131 490090 28.86%
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31 27.820 4132 4141 4157 rBV4 64123 328732 19.36% 2.357%

Sum of corrected areas: 13944619
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111821\
Data File : BGO51111.D

Acqg On : 18 Nov 2021 18:51
Operator : CG/JU

Sample : M4695-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG051111.D\data.ms

1200000
1000000

800000

600000 5.758 7.374

400000 9395

11.046
200000 8.220

3.854 10.793/\
O T \/L\ ‘ T T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ —rTT ‘ T 1T ‘ L ‘ T 1T ‘ L ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ T

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG051111.D\data.ms

20.182
1200000

1000000

8000001{13.467
20.764

22.327

600000 16.334

400000 17.597
14.847

200000

17.221
@1:;3.771@6 14.753 £

Time--> 13.50 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG051111.D\data.ms

1200000
1000000
800000
600000

400000 24.471

25.300
200000
27.820

AN

O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\|\\\\|\\\\|\\\\‘\\\\‘\\\\‘\

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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111821\
Data File : BGO51111.D

Acqg On : 18 Nov 2021 18:51
Operator : CG/JU

Sample : M4695-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 1 unknown3.854 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
3.854 4.63 ng 48086 1,4-Dichlorobenzene-d4 8.220
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 43
2 Propylene Glycol 76 C3H802 000057-55-6 9
3 2-Hexanol 102 C6H140 000626-93-7 9
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 2-Heptanol, (S)- 116 C7H160 006033-23-4 9
Abundance  Scan 62 (3.854 min): BG051111.D\data.ms (-57) (-) m/z 45.00 100.00%
45.0
5000
R
61.0 3.60 3.80 4.00 4.20
Ol e e SO e m/Z 42,95 16.76%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
5000 DAL L L B
3.60 3.80 4.00 4.20
m/z 61,00 6.03%
\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1085: Propylene Glycol
45.0
R
3.60 3.80 4.00 4.20
5000 m/z 43.95 5.00%
31.0
Orrrrtrap e e 7890
m/z--> 10 20 30 40 50 60 70 80 90 100 Www
Abundance #4962: 2-Hexanol ““M,H“,“d%wmwﬁ
45.0 3.60 3.80 4.00 4.20
m/z 42.00 3.31%
5000
69.0
. 79 |50 90 e10 101 |||
e e e e e e R
m/z--> 10 20 30 40 50 60 70 80 90 100 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111821\
Data File : BGO51111.D

Acqg On : 18 Nov 2021 18:51
Operator : CG/JU

Sample : M4695-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 Ethanol, 1-(2-butoxyethoxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.793 655 ng 162969 Naphthalene-ds 11.046

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethanol, 1-(2-butoxyethoxy)-
2 Ethanol, 2-(2-butoxyethoxy)-

3 Ethanol, 2-[2-(2-methylpropoxy)e...

4 Tetraethylene glycol
5 Butane, 1-(1-methylpropoxy)-

162 C8H1803
162 C8H1803
162 C8H1803
194 C8H1805
130 C8H180

054446-78-5 90
000112-34-5 90
018912-80-6 72
000112-60-7 47
000999-65-5 47

Abundance Scan 1243 (10.793 min): BG051111.D\data.ms (-1235) (- m/z 45.00 100.00%

45.0
5000
75.0
101.0 1050 1100
0 m_mw‘km m”““ il L ““‘1‘3‘2‘1‘ ~rrr—  m/z 57.10 95.51%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
5000
1050 1100
29.0 75.0 m/z 41.00 38.18%
100.0
O M\ls?'0163.0
miz--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
/\/\ NAA
1050 1100
5000 m/z 75.00  19.46%
29.0
75.0
b Al il 4200 120
miz--> 20 40 60 80 100 120 140 160
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- P ——
45.0 10.50 11.00
m/z 56.00 15.81%
5000
89.0
27/0
bl 740 ]y 1190 1440
e e o par e e —r —
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111821\
Data File : BGO51111.D

Acqg On : 18 Nov 2021 18:51
Operator : CG/JU

Sample : M4695-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 3 3-(2-Hydroxyethyl)-2-oxazol... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.766 3.43 ng 77289  Acenaphthene-di1e 14.847
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-(2-Hydroxyethyl)-2-oxazolidinone 131 CS5H9NO3 003356-88-5 91
2 2-Propanone, ethylhydrazone 100 C5H12N2 007422-99-3 45
3 4-Hydroxypiperidine 101 C5H11NO 005382-16-1 38
4 4-Morpholineethanol 131 C6H13NO2 000622-40-2 32
5 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 25

Abundance Scan 1749 (13.766 min): BGO51111.D\data.ms (-1744) (- m/z 56.00 100.00%

56.0 100.0
5000
4110 1350 1400
30 1809 P
bt e i b e e M/ 10000 90.07%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15884: 3-(2-Hydroxyethyl)-2-oxazolidinone
28.0 56.0
100.0 /\
5000 LU
13.50 1400
m/z 100.95 49.86%
‘H I i) 730 1810
0H\‘H\“‘HH‘HH‘HH‘H\‘HH’\H\‘HH’\H\‘HH‘HH‘HH‘HH’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4087: 2-Propanone, ethylhydrazone A
56.0
e T
85.0 13.50 14.00
5000 100.0 ITI z 42.00 29.41%
28.0
oH""H_HMW‘M‘!WM""‘,wH"":‘,wmwW_WH,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4570: 4-Hydroxypiperidine L
56.0 1350 14.00
m/z 40.95 10.59%
5000 820 1010
N .
oH"‘HWWM‘H‘WM"""!,‘H"“"‘,mwm‘w_m_m,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111821\
Data File : BGO51111.D

Acqg On : 18 Nov 2021 18:51
Operator : CG/JU

Sample : M4695-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 Tetraethylene glycol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.753 2.29 ng 51590  Acenaphthene-d10 14.847
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 83
3 Pentaethylene glycol 238 C10H2206 004792-15-8 83
4 Propanoic acid, 2-(methoxymethoxy)- 134 C5H1004 081327-29-9 72
5 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 56
Abundance Scan 1917 (14.753 min): BG051111.D\data.ms (-1911) (- m/z 45.00 100.00%
45.0
5000
89.0 — S
14.50 15.00
Lo 1190 9
ottt m/z 89.00  23.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69771: Tetraethylene glycol
45.0
5000 T 1
14.50 15.00
89.0 m/z 58.00 10.72%
0 150, | 119'0 163.0
\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27985: Triethylene glycol
45.0 N\
—— i
14.50 15.00
5000 m/z 43.95 10.49%
89.0
I LTI I I ML OSSO
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #120150: Pentaethylene glycol T —
45.0 14.50 15.00
m/z 87.00 8.17%
5000
89.0
ol |y h‘ 1330 1630 195.0219.
e e e e e e e —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111821\
Data File : BGO51111.D

Acqg On : 18 Nov 2021 18:51
Operator : CG/JU

Sample : M4695-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 Pentaethylene glycol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

17.221 3.83 ng 103056  Phenanthrene-di10 17.597
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentaethylene glycol 238 C10H2206 004792-15-8 83
2 Heptaethylene glycol 326 C14H3008 005617-32-3 83
3 Triethylene glycol 150 C6H1404 000112-27-6 64
4 3,6,9,12-Tetraoxatetradecan-1-ol 222 C10H2205 005650-20-4 56
5 Tetraethylene glycol 194 C8H1805 000112-60-7 56

Abundance Scan 2337 (17.221 min): BG051111.D\data.ms (-2333) (- m/z 45.00 100.00%

45.0
5000
89.0
—— 5
17.00 17.50
133.0
ob b 9301631 m/z 89.00  26.96%
miz--> 50 100 150 200 250
Abundance #120150: Pentaethylene glycol
45.0
5000 T 7 ‘[T/\ ¥
17.00 17.50
89.0 m/z 87.00 11.00%
O HU \‘H“ Hr iy h‘\ T \13\‘3\0%6\3\0\195‘0\ L B B B
m/z--> 50 100 150 200 250
Abundance #231001: Heptaethylene glycol
45.0
L gl A
17.00 17.50
5000 89.0 m/Z 43.00 8.88%
133.0
o504y | 177.0207.0239.0 283
L e e AR T
m/z--> 50 100 150 200 250
Abundance #27988: Triethylene glycol 7 —
45.0 17.00 17.50
m/z 44.00 7.90%
5000
89.0
150, | | | | 119.0
obael b bl e —
m/z--> 50 100 150 200 250 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111821\
Data File : BGO51111.D

Acqg On : 18 Nov 2021 18:51
Operator : CG/JU

Sample : M4695-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 Hexaethylene glycol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.207 18.04 ng 484869  Phenanthrene-d10 17.597
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexaethylene glycol 282 C12H2607 002615-15-8 91
2 Pentaethylene glycol 238 C10H2206 004792-15-8 90
3 2,5,8,11,14-Pentaoxahexadecan-16-0l1 252 C11H2406 023778-52-1 83
4 3,6,9,12-Tetraoxatetradecan-1-ol 222 C10H2205 005650-20-4 78
5 Ethanol, 2-[2-(2-methoxyethoxy)e... 164 C7H1604 000112-35-6 78

Abundance Scan 2675 (19.207 min): BG051111.D\data.ms (-2670) (- m/z 45.00 100.00%

45.0
5000
89.0
—— —
19.00 19.50
1330
ob A dw o UIT16811952 2810 .., g9 @0 33.81%
miz--> 50 100 150 200 250
Abundance #175222: Hexaethylene glycol
45.0
5000 — —
89.0 19.00 19.50
m/z 87.00 11.16%
133.0
o5y | | 7]7163.0195.0 239.0
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 #120149: Pentaethylene glycol
45.0
P e
19.00 19.50
5000 m/Z 44 .00 9.69%
89.0
ol L1l 1301630 20802300
miz--> 50 100 150 200 250
Abundance #137461: 2,5,8,11,14-Pentaoxahexadecan-16-ol S —
45.0 19.00 19.50
m/z 43.00 9.67%
5000
89.0
o I ] ‘ . 13301630 2070 2530
— “‘ ol ‘ LR e e
miz--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111821\
Data File : BGO51111.D

Acqg On : 18 Nov 2021 18:51
Operator : CG/JU

Sample : M4695-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 7 15-Octadecenoic acid, methy... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.377 2.14 ng 57622  Phenanthrene-d10 17.597
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 91
2 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 91
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 91
4 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 90
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 90

Abundance Scan 2704 (19.377 min): BG051111.D\data.ms (-2701) (- m/z 55.00 100.00%

55.0
5000 97.0
P P
138.0 180.1 2223 264.1 19.00 19.50
ob—— ‘;\‘ “\ ‘\‘Hm‘m‘\‘\ LH I \‘\ il \ L ‘\h‘ : ‘“‘ — m/z 41.00 73.42%
miz--> 50 100 150 200 250 300
Abundance #194417: 15-Octadecenoic acid, methyl ester
53.0
5000 87.0 T T
19.00 19.50
264.0 m/z 69.00 64.26%
23.0 180.0 222 0 ‘
ob— ‘\“ ‘; n“‘ “ TM‘\HH‘ \“\‘H sl \\ e ;u L “‘ ‘2‘96‘0
miz-> 50 100 150 200 250 300
Abundance  #194454: trans-13-Octadecenoic acid, methyl ester
55.0
P P
19.00 19.50
5000 m/z 74.00  59.74%
97.0
264.0
38.0 180 0 222.0
01‘5"0\\‘ \“‘ ‘\HH m u‘H\ ‘HM ‘ﬁ‘ alli ‘\h ) . }“ N ‘h‘ ‘2‘960
miz-> 50 100 150 200 250 300
Abundance #194421: 14-Octadecenoic acid, methyl ester M/\
55.0 19. 00 19 0
m/z 83.00 57.50%
5000
87.0
264.0
250 1800 222.0 ‘
olb— ““ “‘ ‘\‘““ h \ \‘H “ ‘Mn‘ \\H‘H e }‘ P ;‘L‘ . “‘ ‘2‘96‘0 — P
m/z--> 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111821\
Data File : BGO51111.D

Acqg On : 18 Nov 2021 18:51
Operator : CG/JU

Sample : M4695-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 Tetraethyleneglycol monomet... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.764 41.67 ng 1117640  Chrysene-di12 21.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentaethylene glycol 238 C10H2206 004792-15-8 83
2 Tetraethyleneglycol monomethylether 208 C9H2005 023783-42-8 83
3 Acetaldehyde, tetramer 176 C8H1604 000108-62-3 72
4 2,5,8,11,14-Pentaoxahexadecan-16-0l1 252 C11H2406 023778-52-1 72
5 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 68

Abundance Scan 2940 (20.764 min): BG051111.D\data.ms (-2935) (- m/z 45.00 100.00%

45.0
5000 89.0
‘ 133.0 1751 ' 20 50 21 00
ol b b 1791207.0239.1 283 ./, 89,00  38.72%
miz--> 50 100 150 200 250
Abundance #120148: Pentaethylene glycol
45.0
5000 U
89.0 20.50 21 00
m/z 87.00 13.65%
01\5.‘\0”‘\‘ \H“ H\ il hi ‘M\ \13\3\0163\0 195. O\ LA B B B
miz--> 50 100 150 200 250
Abundance #85785: Tetraethyleneglycol monomethylether
45.0
-
20 50 21 00
89.0
o0l Ll 00
miz--> 50 100 150 200 250
Abundance #51385: Acetaldehyde, tetramer
45.0 20 50 21 00
m/z 43.95 9.22%
5000
89.0
o150, 131.0

miz--> 50 100 150 200 250 20,50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111821\
Data File : BGO51111.D

Acqg On : 18 Nov 2021 18:51
Operator : CG/JU

Sample : M4695-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 11 1-Tetracosene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.486 3.97 ng 106511  Chrysene-di12 21.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 94
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
4 1-Tricosene 322 C23H46 018835-32-0 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91

Abundance Scan 3063 (21.487 min): BG051111.D\data.ms (-3058) (-  m/z 57.05 100.00%
571.0

97.0
5000
——
39.0 1827 2281 5694 2150
ol ¥ W 'ﬁ b S m/z 55.00 93.08%
m/z--> 50 100 150 200 250 300
Abundance #244231: 1-Tetracosene
43.0 83.0
5000 T
21.50
25.0 m/z 43.00 77.74%
0 \“\ ‘\ ‘M\ ”“ ; \‘H“ ‘H‘ ‘“\‘ "%\6§9\‘2‘1\0\0\ LI L \3\36\'
m/z--> 50 100 150 200 250 300
Abundance #173731: 3-Eicosene, (E)-
57.0
——
97.0 21.50
5000 m/Z 69.00 76.07%
0234L 1 i 1390 1800 2240 2800 MM
m/z--> 50 100 150 200 250 300
Abundance #292190: Trichloroacetic acid, hexadecyl ester T
43.0 21.50
83.0 m/z 83.10 75.49%
5000
Fs.o
QLT w0 -
m/z--> 50 100 150 200 250 300 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111821\

Data File : BG@51111.D

Acqg On : 18 Nov 2021 18:51
Operator : CG/JU

Sample : M4695-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 12 2-[2-[2-[2-[2-[2-[2-[2-(2-H...

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
22.327 49.14 ng 1318010 Chrysene-d12 21.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 003386-18-3 91
2 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 91
3 Hexaethylene glycol 282 C12H2607 002615-15-8 91
4 Heptaethylene glycol 326 C14H3008 005617-32-3 72
5 Acetaldehyde, tetramer 176 C8H1604 000108-62-3 64

Abundance Scan 3206 (22.327 min): BG051111.D\data.ms (-3199) (-

m/z 45.00 100.00%

45.0
5000 89.0
‘ 133.0 1771 22. 00 22 50
ol b ba by [ 17112170 28313270y, g9.e0  42.65%
miz--> 50 100 150 200 250 300 350
Abundance #309997: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]e
43.0
89.0
5000
2200 2250
133.0 m/z 86.95 14.90%
ol d L ‘\ L “ 177:0 221.0263.0  327.0 371
\\\\‘\\\’\\\\‘\\\\‘\1\\‘\\\\\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance #278601: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth
45.0
890 2200 2250
5000 ’ m/z 43.00 11.01%
133.0
0 Iy ‘ “ H\ “ Il \‘ 17“70 2210 2830 3270
e A T e T T
m/z--> 50 100 150 200 250 300 350
Abundance #175222: Hexaethylene glycol
45.0 22.00 22.50
m/z 133.00 10.61%
5000 890
133.0
ol bud ST 19502390
m/z--> 50 100 150 200 250 300 350 2200 2250
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111821\
Data File : BGO51111.D

Acqg On : 18 Nov 2021 18:51
Operator : CG/JU

Sample : M4695-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 13 Heptaethylene glycol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.471 40.19 ng 984920  Perylene-di2 25.300
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexaethylene glycol 282 C12H2607 002615-15-8 91
2 Heptaethylene glycol 326 C14H3008 005617-32-3 91
3 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 003386-18-3 91
4 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 91
5 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 502 C22H46012 006809-70-7 90

Abundance Scan 3571 (24.471 min): BG051111.D\data.ms (-3563) (- m/z 45.00 100.00%

45.0
5000 89.0

133.0 24.50
ol b ‘M bl ATIO 2520 8272 n/, g9.00  44.38%
m/z--> 50 100 150 200 250 300 350
Abundance #175222: Hexaethylene glycol /\\
45.0
5000 890 4’50

87.00 16.48%

33.0
T \‘“\‘ \“ “\ \m\ h\ ’H\ T \ T ‘ T \]\-9\5‘(\) \2\3\9 P\ L ’ T 1T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #231001: Heptaethylene glycol
45.0

2450
5000 89.0 133.00 12.76%

133.0
obouliud, | 1770 23002830
miz--> 50 100 150 200 250 300 350

Abundance #309997: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]e
45.0 24 50
43.00 10.70%

89.0
5000
133.0
i ‘\ . “ 177.0 221.0263.0  327.0 371,

L e A
miz--> 50 100 150 200 250 300 350 24.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111821\

Data File : BG@51111.D

Acqg On : 18 Nov 2021 18:51
Operator : CG/JU

Sample : M4695-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 14 unknown27.820

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
27.820 13.42 ng 328732  Perylene-d12 25.300
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptaethylene glycol 326 C14H3008 005617-32-3 91
2 Hexaethylene glycol 282 C12H2607 002615-15-8 90
3 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 003386-18-3 76
4 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 72
5 Tetraethylene glycol 194 C8H1805 000112-60-7 64

Abundance Scan 4141 (27.820 min): BG051111.D\data.ms (-4132) (-

m/z 45.00 100.00%

45.0
89.0
5000
1330
‘ 177.0 219 1 2750 2800
ok d by m 21l 2990 3960 - n/; 89.e0  52.75%
miz--> 50 100 150 200 250 300 350
Abundance #231001: Heptaethylene glycol
45.0
5000 89.0
2750 2800
m/z 87.00 18.28%
133.0
0 \‘“\‘ \“‘ ‘“\ \H‘\“i ’H\ { \“\ T %\77\\0‘ T \2\3\9‘0\2\8\3\0’ LA
miz--> 50 100 150 200 250 300 350
Abundance #175222: Hexaethylene glycol
45.0
2750 2800
m/z 133.00 16.68%
5000 89.0 /
133.0
ol byl T 19502390
m/z--> 50 100 150 200 250 300 350
Abundance #309997: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]e P ——
45.0 27.50 28.00
m/z 43.00 11.48%
89.0
5000
133.0
ol L1 ‘\ L “ 177022102630  327.0 371
e e S B R e — —
m/z--> 50 100 150 200 250 300 350 27.50 28.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111821\
Data File : BGO51111.D

Acqg On : 18 Nov 2021 18:51
Operator : CG/JU

Sample : M4695-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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|
unknown3. 854 3.854 4.6 ng 48086 1 8.220 207903 20.0
Ethanol, 1-(2-b... 10.793 6.5 ng 102969 2 11.046 314612 20.0
3-(2-Hydroxyeth... 13.766 3.4 ng 77289 3 14.847 450901 20.0
Tetraethylene g... 14.753 2.3 ng 51590 3 14.847 450901 20.0
Pentaethylene g... 17.221 3.8 ng 103056 4 17.597 537666 20.0
Hexaethylene gl... 19.207 18.0 ng 484869 4 17.597 537666 20.0
15-Octadecenoic... 19.377 2.1 ng 57622 4 17.597 537666 20.0
Tetraethylenegl... 20.764 41.7 ng 1117640 5 21.892 536436 20.0
1-Tetracosene 21.486 4.0 ng 106511 5 21.892 536436 20.0
2-[2-[2-[2-[2-[... 22.327 49.1 ng 1318010 5 21.892 536436 20.0
Heptaethylene g... 24.471 40.2 ng 984920 6 25.300 490090 20.0
unknown27.820 27.820 13.4 ng 328732 6 25.300 490090 20.0
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