LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48575.D

Acqg On 2 Apr 2021 19:18
Operator : CG/JU

Sample : M1836-06

Misc :

ALS Vvial : 14 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-BG033021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO48575.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.163 305 310 316 rBv2 49122 76110 5.98% 0.969%
2 5.639 383 391 399 rBV 345054 539839 42.38% 6.875%
3 6.379 512 517 522 rBV3 12586 19601 1.54% 0.250%
4 6.567 546 549 556 rBV2 11676 19777 1.55% 0.252%
5 6.978 615 619 625 rBvV2 12878 21529 1.69% 0.274%
6 7.243 656 664 674 rBV2 368157 640448 50.28%  8.156%
7 7.666 731 736 745 rBvV2 29631 47316 3.71% ©0.603%
8 8.094 803 809 816 rBv2 95097 160413 12.59% 2.043%
9 9.264 1001 1008 1015 rBV 250252 436834 34.30% 5.563%
10 10.921 1280 1290 1297 rBV 122969 234932 18.44% 2.992%
11 11.062 1308 1314 1322 rBV 70524 119603 9.39% 1.523%
12 12.008 1466 1475 1484 rBV 118655 191680 15.05% 2.441%
13 13.277 1686 1691 1697 rVB6 10512 18101 1.42% 0.231%
14 13.365 1700 1706 1713 rBV 632952 991153 77.82% 12.623%
15 13.559 1736 1739 1745 rVB5 14141 20283 1.59% 0.258%
16 14.181 1839 1845 1849 rBv4 47661 100882 7.92% 1.285%
17 14.270 1855 1860 1873 rVB 61337 113723 8.93% 1.448%
18 14.487 1891 1897 1898 rBV5 19071 28076  2.20% ©.358%
19 14.575 1908 1912 1918 rVB5 46740 80677 6.33% 1.027%
20 14.646 1918 1924 1930 rBV8 16438 42593 3.34% 0.542%
21 14.745 1930 1941 1947 rBV2 213976 408383 32.06% 5.201%
22 14.834 1952 1956 1960 rVB5 31755 46056 3.62% 0.587%
23 14.963 1974 1978 1984 rBV9 11155 25503 2.00% 0.325%
24 15.180 2011 2015 2024 rVB4 33568 64941 5.10% 0.827%
25 15.257 2024 2028 2031 rBV6 24134 41441  3.25% ©.528%
26 15.368 2043 2047 2050 rBV6 21390 34045 2.67% 0.434%
27 15.468 2060 2064 2068 rVB7 23286 33250 2.61% 0.423%
28 15.539 2070 2076 2080 rBV6 51097 82518 6.48% 1.051%
29 15.991 2149 2153 2159 rVB2 66488 98178 7.71% 1.250%
30 16.238 2189 2195 2200 rVB2 378687 572102 44.92% 7.286%

31 16.473 2229 2235 2240 rVB2 229190 364968 28.65%
32 17.295 2371 2375 2381 rBV = 204272 282385 22.17%
33 17.501 2405 24160 2415 rBV 256340 438152 34.40%
34 17.906 2476 2479 2484 rBV3 112506 164348 12.90%
35 20.116 2851 2855 2860 rVB 1022058 1273700 100.00% 16.221%

N UV WD
vl
o)
o
xR

36 31.109 4723 4726 4729 rBV4 10284 18502 1.45% 0.236%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48575.D

Acqg On 2 Apr 2021 19:18
Operator : CG/JU

Sample : M1836-06

Misc

ALS Vvial : 14 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-BG©33021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 7852042
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48575.D

Acqg On : 2 Apr 2021 19:18
Operator : CG/JU

Sample : M1836-06

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG048575.D\data.ms
1600000
1400000
1200000
1000000

800000
600000

400000 5.639 7.243
9.264
200000 8.094 10,924, 12.008

2163 6.39867 6.978|| 7.666 ;
0“““““““““““““““A/_rﬁ‘“‘/r'_"‘\‘\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\‘\\\\\\\\\\\\\\\\

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG048575.D\data.ms

20.116
1600000

1400000

1200000

1000000

800000

13.365
600000
16.238 17.26%9% 7 906

400000 16.473
200000 m& ’ %915.99

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: BG048575.D\data.ms

1600000
1400000
1200000
1000000
800000
600000
400000

200000
31.109

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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\BG040221\
Data File : BGO48575.D

Acqg On : 2 Apr 2021 19:18
Operator : CG/JU

Sample : M1836-06

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.163 9.49 ng 76110 1,4-Dichlorobenzene-d4 8.089

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 47
2 Guanidine 59 CH5N3 000113-00-8 43
3 Dimethadione 129 C5H7NO3 000695-53-4 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 3-Octanol 130 C8H180 000589-98-0 33
Abundance Scan 310 (5.163 min): BG048575.D\data.ms (-305) (-) m/z 43.10 100.00%
43.1
5000
101.1 o e A oy
‘ ‘ 4.80 5.00 5.20 5.40
1
I ‘\H“”M T “ LB :I\-8\1\0‘ LB \28\2'\‘ m/Z 59.10 71.69%
m/z--> 50 100 150 200 250
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L B L LI BN B
4.80 5.00 5.20 5.40
m/z 101.10 19.81%
‘ 101.0
l?"\om\‘ ‘\h‘ ‘ ‘\ 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 #256: Guanidine
59.0
T
4.80 5.00 5.20 5.40
50001 18.0 m/z 58.10 16.66%
Ay
m/z--> 50 100 150 200 250
Abundance #12814: Dimethadione
43.0 4.80 5.00 5.20 5.40
m/z 39.10 11.40%
5000
129.0
13.0, | | 86.0 it
7 R
m/z--> 50 100 150 200 250 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48575.D

Acqg On : 2 Apr 2021 19:18
Operator : CG/JU

Sample : M1836-06

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 Hexylene glycol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
6.379 2.44 ng 19601 1,4-Dichlorobenzene-d4 8.089

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexylene glycol 118 C6H1402 000107-41-5 64
2 Oxetane, 2,2,4-trimethyl- 100 C6H120 023120-44-7 38
3 Heptane, 1-ethoxy- 144 C9H200 001969-43-3 28
4 1-(1-Methoxypropan-2-yloxy)propa... 232 C12H2404 1000367-11-4 28
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 517 (6.379 min): BG048575.D\data.ms (-512) (-) m/z 59.10 100.00%

59.1
5000
Y & YR B
‘ 02.9 ‘ 6.00 6.20 6.40 6.60 6.80
- m“w L sy 203 380 n/z 43.10 60.01%
miz--> 50 100 150 200 250 300 350
Abundance #8814: Hexylene glycol
59.0
5000
6.00 6.20 6.40 6.60 6.80
m/z 57.00 29.80%
15.0 ‘ .
\H\M\“}““M‘\\‘F-\O“3\O\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #3910: Oxetane, 2,2,4-trimethyl-
59.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 45.10 23.76%
miz--> 50 100 150 200 250 300 350
Abundance #21118: Heptane, 1-ethoxy- “A‘A“N‘m““‘u‘«‘w
59.0 6.00 6.20 6.40 6.60 6.80
m/z 56.00 23.67%
5000
laee Al
m/z--> 50 100 150 200 250 300 350 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48575.D

Acqg On : 2 Apr 2021 19:18
Operator : CG/JU

Sample : M1836-06

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 Ethanol, 2-(2-methoxyethoxy)- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
6.567 2.47 ng 19777 1,4-Dichlorobenzene-d4 8.089
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 72
2 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 33
3 Triethylene glycol 150 C6H1404 000112-27-6 28
4 2-Hexanol 102 C6H140 000626-93-7 23
5 Hydrazine, (2-methoxyethyl)- 90 C3H10N20 003044-15-3 9
Abundance Scan 549 (6.567 min): BG048575.D\data.ms (-546) (-) m/z 45.10 100.00%
45.1
5000 59.1
U L PN A
90.1
75‘.0 H 104.8 6.20 6.40 6.60 6.80 ;
H‘HH‘HH‘\H\‘\‘H\‘\H\‘HH‘HH‘HH‘HH‘H‘H‘HH‘HH‘HH‘ m/z 59.16 41-194
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9256: Ethanol, 2-(2-methoxyethoxy)-
45.0
1 A Lh
5000 L L B N A LR B
29.0 59.0 6.20 6.40 6.60 6.80
' m/z 58.00 26.09%
o e
L i, | ‘
H‘HH‘HH‘!\H‘\H\‘\H\ HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8862: 2-Propanol, 1-(1-methylethoxy)-
45.0
6.20 6.40 6.60 6.80
5000 59.0 m/z 43.10 19.95%
31.0 73.0
SN LE
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #24165: Triethylene glyco
45.0 6.20 6.40 6.60 6.80
m/z 90.10 15.28%
5000
31.0
89.0
75.0
H“QWRH‘MA“wlwm“?%{e‘ww‘VW“MM‘H“H“M%}ETQH“H“ AA“““‘H““““““‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48575.D

Acqg On : 2 Apr 2021 19:18
Operator : CG/JU

Sample : M1836-06

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 unknown6.978 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.978 2.68 ng 21529 1,4-Dichlorobenzene-d4 8.089

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2,2'-oxybis- 106 C4H1003 000111-46-6 9
2 Glycolaldehyde dimethyl acetal 106 C4H1003 030934-97-5 9
3 2-Hydrazinoethanol 76 C2H8N20 000109-84-2 5
4 Methane, nitroso- 45 CH3NO 000865-40-7 4
5 Formamide 45 CH3NO 000075-12-7 4
Abundance Scan 619 (6.978 min): BG048575.D\data.ms (-615) (-) m/z 45.10 100.00%
4!:
- %WM AVMW
751 \‘\\\\‘\\\\’\\\\‘\\\\‘\
H ‘ 1218 971 6.60 6.80 7.00 7.20 7.40
H\‘HH“\\H“H\\‘HH‘HH‘\;H‘\H\’\\H’H\\’HH’HH’HH’HH"\ m/z 75.16 25.97%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #4981: Ethanol, 2,2'-oxybis-
43.0
5000 \‘\\\\‘\\\\’\\\\‘\K\A\\\‘\A
75.0 6.60 6.80 7.00 7.20 7.40
' m/z 76.10 17.00%
H\‘\WH‘UH\‘HH‘HH‘\H.\‘HH‘H\\’\H\’HH’HH’HH’HH’HH’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #4988: Glycolaldehyde dimethyl acetal
45.0 75.0
TIRRS——— i ] S
6.60 6.80 7.00 7.20 7.40
5000 m/z 43.10 15.24%
e —
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #915: 2-Hydrazinoethanol %&WT\W\\\AﬁT%%M\\\‘
45.0 6.60 6.80 7.00 7.20 7.40
m/z 44.10 13.82%
5000
76.0
1510\\\‘
R Ao a A aaa et aannan s e
m/z--> 20 40 60 80 100120140160180200220240260 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48575.D

Acqg On : 2 Apr 2021 19:18
Operator : CG/JU

Sample : M1836-06

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.666 5.90 ng 47316 1,4-Dichlorobenzene-d4 8.089

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-508-5 50
3 Diethyl carbitol 162 C8H1803 000112-36-7 50
4 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 45
5 Methyl 2-(2-methoxyethoxy)acetate 148 C6H1204 1000366-88-1 38
Abundance Scan 736 (7.666 min): BG048575.D\data.ms (-731) (-) m/z 45.10 100.00%
458.1
5000
72.0
,M'\\\\‘\\\\‘\\\\’\\\\‘\\\A\
7.40 7.60 7.80 8.00
103.1
HwWwmww‘!‘ww}HH_‘mwHw_‘:H_Mwlfﬁ‘:?” m/z 59.10 44.63%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15097: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 ’\\u‘HH‘H\A\,MH’”{\HN
720 7.40 7.60 7.80 8.00
29)0 ' m/z 72.00 31.23%
104.0
H‘H\\‘H\H“\H\‘\MH‘H\\l‘\\\\‘\‘\‘H‘\ﬁ?‘g\\‘\w\\‘\\H‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #44467: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45.0
A e
7.40 7.60 7.80 8.00
5000 m/z 43.05 21.35%
72.0
29.0 890
N H 104.0119.0
H_H‘_Hw‘uwHH‘HH_‘H_HW‘HWH‘WHH_‘H_H‘_HWH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #32644: Diethyl carbitol ,““H“,“‘,H“Tvﬁ‘
45.0 7.40 7.60 7.80 8.00

m/z 73.10 17.31%

5000 72.0
29.0
4.0 Il g7.0 1030
A4 M 8T e

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48575.D

Acqg On : 2 Apr 2021 19:18
Operator : CG/JU

Sample : M1836-06

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 Ethanol, 2-[2-(2-methoxyeth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

11.062 10.18 ng 119603 Naphthalene-d8 10.921
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-[2-(2-methoxyethoxy)e... 164 C7H1604 000112-35-6 78
2 2,5,8,11,14-Pentaoxahexadecan-16-0l1 252 C11H2406 023778-52-1 64
3 2-Propanol, 1,1'-oxybis- 134 C6H1403 000110-98-5 64
4 Triethylene glycol 150 C6H1404 000112-27-6 53
5 Tetraethylene glycol 194 C8H1805 000112-60-7 50

Abundance Scan 1314 (11.062 min): BG048575.D\data.ms (-1308) (-  m/z 45.10 100.00%

4581
5000
89.1 A
‘ ‘ 11.00
\\\\“i\‘\‘\‘ “ 13\2\9‘\\\\2‘1\2\2\\‘\\\\‘\\\\3‘5\8.‘\ m/Z 59.10 68.13%
mlz--> 50 100 150 200 250 300 350
Abundance #34053: Ethanol, 2-[2-(2-methoxyethoxy)ethoxy]-
45.0
5000 ! '
11.00
89.0 m/z 89.18  31.22%
\‘\“‘\‘ “‘\]‘\-3\3\.0‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #103468: 2,5,8,11,14-Pentaoxahexadecan-16-ol
453.0
11.00
5000 m/z 58.10  25.53%
89.0
133.0
L ®0vmeame
m/z--> 50 100 150 200 250 300 350
Abundance #15094: 2-Propanol, 1,1'-oxybis- b th o ] bt pra
45.0 11.00
m/z 43.10 19.81%
89.0
5000
L. 20
5

m/z--> 0 100 150 200 250 300 350 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48575.D

Acqg On : 2 Apr 2021 19:18
Operator : CG/JU

Sample : M1836-06

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 Ethanol, 2-[2-(2-ethoxyetho... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.008 16.32 ng 191680 Naphthalene-d8 10.921
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 86
2 3,6,9,12-Tetraoxatetradecan-1-ol 222 C10H2205 005650-20-4 83
3 Formic acid, 1-methylpropyl ester 102 C5H1002 000589-40-2 53
4 Tetraethylene glycol 194 C8H1805 000112-60-7 50
5 Butane, 2-ethoxy- 102 C6H140 002679-87-0 47

Abundance Scan 1475 (12.008 min): BG048575.D\data.ms (-1466) (-  m/z 45.10 100.00%

45.1
5000
‘ H 12,00 |
03.0 :
‘Hu‘mmmH,m‘_m_m"m_m,ﬁ‘?"?; m/z 59.10  25.08%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #44466: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
43.0
5000 - e e
12.00
m/z 72.10 24.02%
miz-> O 100 150 200 250 300 350 400
Abundance #78618. 3,6,9,12-Tetraoxatetradecan-1-ol
45.0
T ‘ T T /\\ ‘
12.00
5000 ITI/Z 73.10 23.00%
e
miz—> 0 50 100 150 200 250 300 350 400
Abundance #4338: Formic acid, 1-methylpropyl ester e ‘
45.0 12.00
m/z 89.10 19.40%
5000 N
oo L
m/z--> 0 50 100 150 200 250 300 350 400 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48575.D

Acqg On : 2 Apr 2021 19:18
Operator : CG/JU

Sample : M1836-06

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 3,6,9,12,15-Pentaoxanonadec... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.270 5.57 ng 113723  Acenaphthene-die 14.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,6,9,12,15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 87
2 3,6,9,12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 86
3 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 80
4 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C1OH2204 000143-22-6 80
5 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 582 C22H46012 1000352-13-2 64
Abundance Scan 1860 (14.270 min): BG048575.D\data.ms (-1855) (- m/z 45.10 100.00%
45.1
5000 M
89.1 e a.
H | H 1452 1902 14.00 14.50
T ‘\“‘M\ H\‘HM\‘“H“\ ‘”“\‘”\ T \“.\ T \‘-‘ T T T T T m/Z 57.10 52.28%
miz--> 50 100 150 200 250
Abundance #139151: 3,6,9,12,15-Pentaoxanonadecan-1-ol
43.0
5000 i s
89.0 14.00 14.50
m/z 41.1@ 37.51%
: ‘\HL\ ‘M‘\‘\M“ ‘H\‘\‘M i“\ : \‘13‘\\3‘0“16‘3‘0‘ —
miz--> 50 100 150 200 250
Abundance #101981: 3,6,9,12-Tetraoxahexadecan-1-o0
45.0
—— —
14.00 14.50
5000 m/z 89.10 21.66%
89.0
144.0
175.0 207.0 —
miz--> 50 100 150 200 250 M
Abundance #196474: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth Lh g i Wl W e
45.0 14.00 14.50
m/z 43.05 16.04%
5000
89.0
133.0
160, | | . | . .| 177.0207.0 2510283
L B H re P
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48575.D

Acqg On : 2 Apr 2021 19:18
Operator : CG/JU

Sample : M1836-06

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 9 unknownl14.575 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.575 3.95 ng 80677  Acenaphthene-die 14.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Pyran-4-one, 2,6-dimethyl- 124 C7H802 001004-36-0 30
2 3-Heptanol 116 C7H160 000589-82-2 27
3 Undecanol-3 172 C11H240 006929-08-4 27
4 Neopentylidenecyclohexane 152 C11H20 039546-80-0 25
5 2-Thiopheneacetic acid, 2-ethylc... 252 C14H2002S 1000278-96-1 22

Abundance Scan 1912 (14.575 min): BG048575.D\data.ms (-1908) (-  m/z 193.20 100.00%
19B8.2
59.0

5000 97.1
137.1
222 14.50
164. m/z 59.00 81.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10449: 4H-Pyran-4-one, 2,6-dimethyl-
43.0 124.0
69.0 /\ s y
5000 T T T T T T \A/’!\‘J\‘
14.50
95.0 m/z 69.05  80.90%
90, ) L]
\\\‘\‘\‘H\\“i“‘\\”\‘}’\‘\\\‘1‘\\1‘\\\\"\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8320: 3-Heptanol
59.0
—r |
14.50
5000 ITI/Z 45.10 67.58%

31.0
87.0
L . 115.0
e T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 MA
Abundance #39783: Undecanol-3 sl e ety

59.0 14.50
m/z 41.10 56.31%

5000
83.0
29.0
143.0

u 11.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48575.D

Acqg On : 2 Apr 2021 19:18
Operator : CG/JU

Sample : M1836-06

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 10 unknownl4.646 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.646 2.09 ng 42593  Acenaphthene-d10 14.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-(tert-Butyldimethylsilyl... 264 C12H2804Si 1000352-10-1 38
2 2-Tridecanol 200 C13H280 001653-31-2 32
3 2-Octanol 130 C8H180 000123-96-6 32
4 2-Dodecanol 186 C12H260 010203-28-8 32
5 Methyl pentadecyl ether 242 C16H340 007307-52-0 32
Abundance Scan 1924 (14.646 min): BG048575.D\data.ms (-1918) (- 45.10 100.00%
45.1
1190 ;935 A ‘
M! o 12 so 1500
LI T

— - m/z 82.10 37.42%
miz—> 0 50 100 150 200 250 300 350 400 450 500

Abundance #113592: 2-[2-[2-(tert-Butyldimethylsilyloxy)ethoxy]ethoxy
45.0

[y,

5000 Ul bl
14.50 15.00

119.0 m/z 41.05 36.30%
I
\”””MVWMM“‘“““w“‘H\“H\“H\‘H‘\‘H‘\H“\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #61339: 2-Tridecano
45.0
14f50 15f00
5000 m/z 43.10 33.81%
‘HH|1820
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13634: 2-Octanol T —
45.0 14.50 15.00
m/z 118.95 24.75%
5000

[ ” ‘I\ | ,\1‘12 0 IM

m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48575.D

Acqg On : 2 Apr 2021 19:18
Operator : CG/JU

Sample : M1836-06

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 11 Ethene, (2-ethoxy-1-methoxy... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.834 2.26 ng 46056  Acenaphthene-d10 14.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethene, (2-ethoxy-1-methoxyethoxy)- 146 C7H1403 054063-18-2 53
2 2,5,8,11-Tetraoxadodecane 178 C8H1804 000112-49-2 50
3 Carbonic acid, 2-ethoxyethyl 2,2... 264 C7H11C1304 1000331-44-6 47
4 Methyl 2,5,8,11,14,17-hexaoxanon... 324 C14H2808 1000366-81-4 47
5 Propane, 1,2,3-trimethoxy- 134 C6H1403 020637-49-4 45

Abundance Scan 1956 (14.834 min): BG048575.D\data.ms (-1952) (-  m/z 59.00 100.00%
59.0

5000 é
030 4681
w‘”w ‘w“wvw | 2282 P i ml/t5045.0915'0§1.29%
miz--> 50 100 150 200 250 300
Abundance #21965: Ethene, (2-ethoxy-1-methoxyethoxy)-
59.0
5000
14.50 15.00
m/z 58.10 44.16%
15.0
‘Mw w‘ N‘%Oﬁp““‘ N
miz--> 50 100 150 200 250 300
Abundance #44458: 2,5,8,11-Tetraoxadodecane
59.0
14.50 15.00
5000 m/z 88.95 24.69%
‘ 103.0
L‘S"O\““L‘ "H“\“H\“‘H“HH‘HH‘HH
miz-> 50 100 150 200 250 300 /R\
Abundance #114327: Carbonic acid, 2-ethoxyethyl 2,2,2-trichloroethy ] L ! ‘M ‘M‘MA :
59.0 14.50 15.00
m/z 43.10 22.62%
5000
‘ 9‘5,0 131.0
AL yssez00 R
m/z--> 50 100 150 200 250 300 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48575.D

Acqg On : 2 Apr 2021 19:18
Operator : CG/JU

Sample : M1836-06

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 12 3,6,9,12-Tetraoxatetradecan... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.180 3.18 ng 64941  Acenaphthene-die 14.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,6,9,12-Tetraoxatetradecan-1-o0l 222 C10H2205 005650-20-4 64
2 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 64
3 Tetraethylene glycol diethyl ether 250 C12H2605 004353-28-0 45
4 [2-[2-[2-[2-[2-[2-[2-[2-(tert-Bu... 484 C22H4809Si 1000352-10-5 40
5 2-Heptanol, 3-methyl- 130 C8H180 031367-46-1 38
Abundance Scan 2015 (15.180 min): BG048575.D\data.ms (-2011) (-  m/z 45.10 100.00%
45.1
5000
73.1 A
i sy fei gt
‘ ‘ 1051 1511 202.1 15.00 15.50
WWM el bt w” gl bl m/z 73,10 31.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78618: 3,6,9,12-Tetraoxatetradecan-1-ol
45.0
5000
15.00 15.50
73.0 m/z 72.18  28.63%
103.0
109 | | H h‘ | 1330 163.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #44467: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45.0
15.00 15.50
5000 m/z 43.05 27.89%
72.0
190 | || 03055,
e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101983: Tetraethylene glycol diethyl ether —— ——
45.0 72.0 15.00 15.50
m/z 59.00 23.17%
5000
117.0

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48575.D

Acqg On : 2 Apr 2021 19:18
Operator : CG/JU

Sample : M1836-06

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 13 unknownl5.257 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.257 2.03 ng 41441  Acenaphthene-d10 14.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethane, 1,1,2-trichloro- 132 C2H3(C13 000079-00-5 38
2 1-Hentetracontanol 593 C41H840 040710-42-7 38
3 1-Pentadecene 210 C15H30 013360-61-7 27
4 Cyclohexanone, 3-ethyl- 126 C8H140 022461-89-8 27
5 Propionitrile, 3-[(isochroman-1-... 216 C13H16N20 1000302-78-5 27

Abundance Scan 2028 (15.257 min): BG048575.D\data.ms (-2024) (-  m/z 41.10 100.00%
41.1

133.0
5000

y

04.1 15.00 15.50
o LN e e M/Z 83,10 82.58%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14115: Ethane, 1,1,2-trichloro-
97.0
5000 — ——
15.00 15.50
m/z 55.10 80.99%
26.0
L

‘H\\‘HH\\H‘\H\‘HH‘\H\‘\\H’\H\‘\H\‘HH’\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #240848: 1-Hentetracontano

57.0

s

15.00 15.50
5000 m/z 57.10  75.41%

5.0
H‘ ﬁn i 1950 278.0343.0 432050205720

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

.

Abundance #69580: 1-Pentadecene
41.0 15.00 15.50
m/z 71.10 70.70%
5000
1.0
\ | 210.0
| |
RAR _‘H‘HH‘H‘W‘H‘_H‘_‘H,H‘WH‘W‘H‘WH‘_‘H“ e —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48575.D

Acqg On : 2 Apr 2021 19:18
Operator : CG/JU

Sample : M1836-06

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 14 unknownl5.539 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.539 4.04 ng 82518 Acenaphthene-die 14.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(1H)-Naphthalenone, octahydro-4... 222 C15H260 055332-04-2 46
2 2,11-Dioxabicyclo[4.4.1]undeca-3... 222 C13H1803 070412-52-1 43
3 Longipinane, (E)- 206 C15H26 1000156-14-5 42
4 (+)-(Z)-Longipinane 206 C15H26 1000156-12-3 35
5 2,2-Dimethylocta-3,4-dienal 152 C10H160 000590-71-6 30

Abundance Scan 2076 (15.539 min): BG048575.D\data.ms (-2070) (-  m/z 123.10 100.00%

128.1
41.1
5000 81.1 207.1
154.7 — ‘
79.0 15.50
m/z 41.10 74.44%

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #79493: 2(1H)-Naphthalenone, octahydro-4a,5-dimethyl-:
41.0

4

110.0

5000 69.0 T T

15.50
153.0 180.0 207.0 m/z 43.10 64.62%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79089: 2,11-Dioxabicyclo[4.4.1]undeca-3,5-dien-10-one

L

123.0
R \
43.0 15.50
5000 179.0 m/z 109.10 58.68%
222.0
95.0
RN TR PN Y A £ W O
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66197: Longipinane, (E)- T ‘
109.0 15.50
m/z 55.10 55.65%
5000 41.0
81.0
135.0
m ‘ ‘ " 1630 2060
Hﬁqﬂwuﬂhuwwﬁhwh‘m‘uh‘_\‘w‘u —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48575.D

Acqg On : 2 Apr 2021 19:18
Operator : CG/JU

Sample : M1836-06

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 15 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.991 4.81 ng 98178  Acenaphthene-d10 14.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 72
2 Tridecane 184 C13H28 000629-50-5 68
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
5 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 59

Abundance Scan 2153 (15.991 min): BG048575.D\data.ms (-2149) (- m/z 57.10 100.00%
57.1

113.1 L
16.00
183.2
S U‘ ‘h “ \H‘\HM‘H‘\\“\“““H \‘hnh‘ I ‘\h M ‘ \‘%3‘\\2\1‘ ‘2‘8‘1‘0‘ T m/z 71.10 66.89%
mi/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
5000 T
16.00
m/z 43.10 59.99%
Al 1 141916302250 5570 3090366,
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #48835: Tridecane
57.0
——
16.00
5000 ITI/Z 41.10 50.31%
oL 220 sroao
i e T
m/z--> O 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- —
57.0 16.00
m/z 55.10 42.11%
- JNMWwaMMWAMAWVMﬂquﬁ
L\ h\ I \‘ u‘ 141 0 183.0 239.0 296.0
e T A A R o e ——
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48575.D

Acqg On : 2 Apr 2021 19:18
Operator : CG/JU

Sample : M1836-06

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 16 Hexadecane, 2,6,10,14-tetra... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.473 16.66 ng 364968 Phenanthrene-d10 17.501
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 86
3 Pentadecane, 4-methyl- 226 Cl6H34 002801-87-8 83
4 Pentadecane, 7-methyl- 226 C1l6H34 006165-40-8 81
5 Hexadecane, 2,6,10-trimethyl- 268 C19H40 055000-52-7 80

Abundance Scan 2235 (16.473 min): BG048575.D\data.ms (-2229) (-  m/z 57.10 100.00%
57.1

5000
85.1

r

183.1
127.1 16.50

,w\‘mwh:‘p!um““wlw‘”wHmM‘HM‘z“lﬁﬁ?ﬁ‘f‘ﬁ,”H,m m/z 71.10 97.79%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #129512: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 —
16.50
113.0 m/z 43.10 80.10%
169 0
2r0) | | ||| 198.0 238.0267.0

1l

’\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #117659: Pentadecane, 2,6,10,14-tetramethyl-
57.0

:

16.50
5000 m/z 41.10  38.34%

113.0
27,0 183.0
0 Ll 1540 " 5402530

m/z--> 20 40 60 80 100120140160180200220240260280

4

Abundance #83044: Pentadecane, 4-methyl-

43.0 16.50
m/z 85.10 35.90%
5000
85.0
113.0 183.0

L o T s G
m/z--> 20 40 60 80 100120140160180200220240260280 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48575.D

Acqg On : 2 Apr 2021 19:18
Operator : CG/JU

Sample : M1836-06

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 17 Dodecane, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.295 12.89 ng 282385  Phenanthrene-die 17.501
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 91
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 90
3 Pentadecane, 4-methyl- 226 Cl6H34 002801-87-8 90
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 90
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 90

Abundance Scan 2375 (17.295 min): BG048575.D\data.ms (-2371) (- m/z 57.10 100.00%
57.1

. v&vmeWmJj\wmﬁmemw/
91 e P
“ | [ 34201831551 39609 358 1700 1759
b L T 12232609 898 s 7110 79.76%
miz--> 50 100 150 200 250 300 350
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 e ——
17.00 17.50
m/z 43.10 59.86%
113.0 1
T \“‘\ ‘\“ T U‘ \“‘\““‘ \“‘\“\ \‘ “\ \8\‘3\‘0‘ L \2\5‘3\.0\ L ‘ LI ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #48854: Dodecane, 2-methyl-
57.0
P e
17.00 17.50
5000 m/z 41.10  47.55%
9.0 141.0
EE RO T N Y R
miz--> 50 100 150 200 250 300 350
Abundance #83044: Pentadecane, 4-methyl- — —
43.0 17.00 17.50
m/z 85.10 46.49%
5000
5.0
183.0
27.0
S 7 O O 1 N B bl e
m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48575.D

Acqg On : 2 Apr 2021 19:18
Operator : CG/JU

Sample : M1836-06

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 18 Hexadecane, 2,6,10-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
17.907 7.50 ng 164348 Phenanthrene-die 17.501
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10-trimethyl- 268 C19H40 055000-52-7 70
2 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 64
3 Nonadecane 268 C19H40 000629-92-5 53
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 52
5 Octadecane, 2,6-dimethyl- 282 C20H42 075163-97-2 49

Abundance Scan 2479 (17.906 min): BG048575.D\data.ms (-2476) (- m/z 43.10 100.00%
43.1
5000 85.1 MM
119.0 179.1 —r—
10.1 18.00
. ‘ ‘ ‘M“ me M“ Al 1“‘p‘:““w%ﬁ“‘ﬂ“‘:‘ b i ﬁ B2 2 ), 5710 95.88%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #117657: Hexadecane, 2,6,10-trimethyl-
57.0
5000 IR
18.00
112.0 183.0 m/z 71.10 88.62%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94353: Hexadecane, 7-methyl-
57.0
——
18.00
5000 ITI/Z 85.10 49,88%
112.0
‘ ‘ 154.0
b 1830 2250
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #117638: Nonadecane T
57.0 18.00
m/z 55.10 46.57%
5000 M
99.0
ZWO‘ ‘\H\H\u‘ 1410 1830 2250 268.0
wH‘WH‘w‘Hw‘Hw‘H‘_H‘M‘HM‘HM‘HM‘H‘HH,HH‘H‘WH“ P
m/z--> 20 40 60 80 100120140160180200220240260280 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040221\
Data File : BGO48575.D

Acqg On : 2 Apr 2021 19:18
Operator : CG/JU

Sample : M1836-06

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG@33021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.163 9.5 ng 76110 1 8.089 160413 20.0
Hexylene glycol 6.379 2.4 ng 19601 1 8.089 160413 20.0
Ethanol, 2-(2-m... 6.567 2.5 ng 19777 1 8.089 160413 20.0
unknown6.978 6.978 2.7 ng 21529 1 8.089 160413 20.0
Ethanol, 2-(2-e... 7.666 5.9 ng 47316 1 8.089 160413 20.0
Ethanol, 2-[2-(... 11.062 10.2 ng 119603 2 10.921 234932 20.0
Ethanol, 2-[2-(... 12.008 16.3 ng 191680 2 10.921 234932 20.0
3,6,9,12,15-Pen... 14.270 5.6 ng 113723 3 14.746 408383 20.0
unknown14.575 14.575 4.0 ng 80677 3 14.746 408383 20.0
unknownl4.646 14.646 2.1 ng 42593 3 14.746 408383 20.0
Ethene, (2-etho... 14.834 2.3 ng 46056 3 14.746 408383 20.0
3,6,9,12-Tetrao... 15.180 3.2 ng 64941 3 14.746 408383 20.0
unknown15.257 15.257 2.0 ng 41441 3 14.746 408383 20.0
unknown15.539 15.539 4.0 ng 82518 3 14.746 408383 20.0
Hexacosane 15.991 4.8 ng 98178 3 14.746 408383 20.0
Hexadecane, 2,6... 16.473 16.7 ng 364968 4 17.501 438152 20.0
Dodecane, 2-met... 17.295 12.9 ng 282385 4 17.501 438152 20.0
Hexadecane, 2,6... 17.907 7.5 ng 164348 4 17.501 438152 20.0
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