LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30421\
Data File : BGO48332.D

Acqg On : 4 Mar 2021 17:25
Operator : CG/JU

Sample : M1545-21

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO48332.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.699 393 402 413 rBV 380400 674522 19.15% 4.034%
2 7.327 671 679 685 rBV 233125 463017 13.14% 2.769%
3 7.379 686 688 696 rVB3 45640 65088 1.85% ©.389%
4 7.632 725 731 735 rBV 35974 59928 1.70% ©.358%
5 7.679 735 739 746 rVB2 33540 51772 1.47% 0.310%
6 7.873 764 772 783 rBvV2 74572 136134 3.86% 0.814%
7 8.102 806 811 819 rVB 134333 229406 6.51% 1.372%
8 9.283 1004 1012 1028 rVB 510481 953911 27.08% 5.705%
9 9.824 1096 1104 1115 rBV 1151326 2000622 56.80% 11.965%
10 10.552 1220 1228 1241 rBV9 22556 81458 2.31% 0.487%
11 10.693 1244 1252 1261 rVB6 18509 45925  1.30% 275%

12 10.922 1283 1291 1298 rBV 166038 319317 9.07%
13 11.445 1372 1380 1389 rBV 492920 908770 25.80%
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14 11.669 1412 1418 1426 rVB3 29468 59846  1.70% 358%
15 12.074 1480 1487 1495 rBV5 25267 77041 2.19% 461%
16 12.315 1515 1528 1532 rBV5 18673 65260 1.85% 0.390%
17 12.961 1633 1638 1644 rBV2 57162 96172  2.73% 0.575%
18 13.355 1698 1705 1716 rVB 1225058 2057982 58.42% 12.308%
19 14.183 1841 1846 1852 rBV 21288 36159 1.03% 0.216%

20 14.736 1933 1940 1949 rVB 301771 480625 13.64% 2.875%

21 16.240 2189 2196 2207 rBV 1266651 2003926 56.89% 11.985%
22 17.485 2399 2408 2419 rBV 403750 638919 18.14%  3.821%
23 19.101 2678 2683 2689 rBV 81993 115311 3.27% 0.690%
24 20.082 2844 2850 2856 rBV 2719066 3522501 100.00% 21.067%
25 21.375 3065 3070 3080 rBv4 62029 128285 3.64% ©.767%

26 21.763 3130 3136 3144 rBV 421128 718854 20.41%  4.299%
27 25.059 3689 3697 3712 rVB2 251248 729322 20.70% 4.362%

Sum of corrected areas: 16720073
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30421\
Data File : BG@48332.D

Acqg On : 4 Mar 2021 17:25
Operator : CG/JU

Sample : M1545-21

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG048332.D\data.ms

2500000
2000000

1500000

9.824
1000000

500000 5699 9.283 11.445

7.327

102 10.922
. 71@7}9@%}\ 1016569 1.6692.a24315 12.96
T ‘ T T 17T ‘ T T 17T ‘ T T 17T ‘ T T 17T ‘ T 1T T ‘ T T 17T ‘ T T 17T ‘ T 11 ‘ T T 1T ‘ T T 17T ‘ T 1T ‘ T T 1 T ‘ L ‘ T T ‘ T 1 11 T T ‘ T T 1T ’ T 1 T 71 ‘ T

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: BG048332.D\data.ms
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Abundance TIC: BG048332.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30421\
Data File : BG@48332.D

Acqg On : 4 Mar 2021 17:25
Operator : CG/JU

Sample : M1545-21

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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-Propanol, 1-(2-methoxy-1-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.632 5.22 ng 59928 1,4-Dichlorobenzene-d4 8.102

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 72
2 Ethane, 1-ethoxy-1-methoxy- 104 C5H1202 010471-14-4 59
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 53

4 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 53
5 2-Propanol, 1,1'-[(1-methyl-1,2-... 192 C9H2004 001638-16-0 53

Abundance Scan 731 (7.632 min): BG048332.D\data.ms (-725) (-) m/z 59.10 100.00%

59.1

5000

=

7.40 7.60 7.80 8.00
207.1 «
‘H o ‘ AT m/z 45.10  61.76%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance  #23092: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000
7.40 7.60 7.80 8.00
m/z 103.10 31.17%
‘ lw“ “\\ 117.0
‘\\\f‘ \\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #4792: Ethane, 1-ethoxy-1-methoxy-
59.0
T Y A |
7.40 7.60 7.80 8.00
5000 m/z 73.85  25.81%

1

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

=

Abundance #15108: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0 7.40 7.60 7.80 8.00
m/z 41.10 24.71%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30421\
Data File : BG@48332.D

Acqg On : 4 Mar 2021 17:25
Operator : CG/JU

Sample : M1545-21

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 2-(2-(2-(2-(2-(2-Methoxyeth... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.679 4.51 ng 51772 1,4-Dichlorobenzene-d4 8.102

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 64
2 2-(2-(2-(2-(2-(2-Methoxyethoxy)e... 310 C13H2608 1000366-93-3 59
3 2-Propanol, 1-[2-(2-methoxy-1-me... 206 C1OH2204 020324-33-8 59
4 1-Propanol, 2-(2-methoxy-1-methy... 148 C7H1603 055956-21-3 50
5 2-(2-(2-(2-(2-Methoxyethoxy)etho... 266 C11H2207 1000366-84-6 45

Abundance Scan 739 (7.679 min): BG048332.D\data.ms (-735) (-) m/z 59.10 100.00%

59.1
5000
103.0
M ‘ 207.0 7.40 7.60 7.80 8.00
el e e m/z 45.00  64.97%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #23089: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000
7.40 7.60 7.80 8.00
310 103.0 m/z 103.00  30.63%
H‘\‘\‘\“\‘\“‘H\\H“i\\\\‘\\H‘}\H‘HH.‘\H\’H\\‘\H\‘HH‘HH‘\\H’\H
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #152415: 2-(2-(2-(2-(2-(2-Methoxyethoxy)ethoxy)ethoxy)e
59.0
103.0 TR SN S W M
7.40 7.60 7.80 8.00
5000 m/z 73.00 25.76%
31.0
147.0
s L MT0mo 2o s
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #65556: 2-Propanol, 1-[2-(2-methoxy-1-methylethoxy)-1-1
59.0 7.40 7.60 7.80 8.00
m/z 41.05 20.82%
5000
117.0
31-(1 1610
m_u“m‘uw“,‘ulWfw‘w‘Hwm,‘mWwaww,m
m/z--> 20 40 60 80 100120140160180200220240260 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30421\
Data File : BG@48332.D

Acqg On : 4 Mar 2021 17:25
Operator : CG/JU

Sample : M1545-21

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 2-Propanol, 1-(2-methoxypro... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.873 11.87 ng 136134 1,4-Dichlorobenzene-d4 8.102

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxypropoxy)- 148 C7H1603 013429-07-7 78
2 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 64
3 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 56
4 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 50
5 Pentane, 2-methoxy- 102 C6H140 006795-88-6 45
Abundance Scan 772 (7.873 min): BG048332.D\data.ms (-764) (-) m/z 59.10 100.00%
59.1
5000 nf
43,1 7.60 7.80 8.00 8.20
75.1 104.0 : : : o
H‘\H\‘HH‘HH“H‘M\‘\H‘M\H\‘\‘#\\’HH‘HH“\‘}H‘HH‘HH‘HH’\ m/z 45.16 21.324
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #23084: 2-Propanol, 1-(2-methoxypropoxy)-
59.0
5000
7.60 7.80 8.00 8.20
m/z 43.10 17.86%
31.0
104.0
H%?\-\()‘H\‘\“‘HH“U\‘H‘\H‘HHHH\\'\’HH‘H\\‘\‘1\\‘\\\\‘\%\3‘0\.9\’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #23091: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
7.60 7.80 8.00 8.20
5000 m/z 41.10 15.19%
31.0 104.0
50 Ll T80 T 1300
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15091: 1-Propanol, 2,2'-oxybis-
59.0 7.60 7.80 8.00 8.20
m/z 73.10 14.39%
5000
31.0 103.0
15.0 \“ \‘H‘ i 75.0
T e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30421\
Data File : BG@48332.D

Acqg On : 4 Mar 2021 17:25
Operator : CG/JU

Sample : M1545-21

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 Pentanedioic acid, dimethyl... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.824 125.31 ng 2000620 Naphthalene-d8 10.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 72
2 Butanedioic acid, methyl-, dimet... 160 C7H1204 001604-11-1 50
3 6-Methyl-2-heptanol, methyl ether 144 C9H200 1000365-52-0 22
4 1,3-Dioxane, 2-ethyl-5-methyl- 130 C7H1402 020627-54-7 17
5 2-Hexanol, 2,3-dimethyl- 130 C8H180 019550-03-9 12

Abundance Scan 1104 (9.824 min): BG048332.D\data.ms (-1096) (-) m/z 59.10 100.00%

59.1
100.1
5000
129.0
m ‘ ‘ 9. 50 lO 00
e el e 2200 7 100,10 72.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31102: Pentanedioic acid, dimethyl ester
59.0
15.0 100.0
5000 r ‘ ‘
129.0 9.50 10.00
m/z 101.10 55.87%
”
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31113: Butanedioic acid, methyl-, dimethyl ester
59.0
—
9 50 lO 00
150 101.0 ‘
el g
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21171: 6-Methyl-2-heptanol, methyl ether
59.0 9. 50 lO 00
m/z 42.10 36.33%
5000
239, | 970 1290
| ly . |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 lO 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30421\
Data File : BG@48332.D

Acqg On : 4 Mar 2021 17:25
Operator : CG/JU

Sample : M1545-21

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 unknownl1®.552 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.552 5.10 ng 81458 Naphthalene-d8 10.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethylbutanedioic acid 146 C6H1004 000597-43-3 35
2 2-Heptanone 114 C7H140 000110-43-0 35
3 Silane, bicyclo[2.2.1]hept-2-ylt... 210 C13H26Si 065118-97-0 27
4 Morpholine, 2,6-dimethyl- 115 C6H13NO 000141-91-3 27
5 4-Nonanol, 4-methyl- 158 C10H220 023418-38-4 27
Abundance Scan 1228 (10.552 min): BG048332.D\data.ms (-1220) (-  m/z 43.00 100.00%
43.0 71.0
100.0
5000
—— —
‘ ‘ 2222 10.50
‘,U‘““U_‘1“mwHH_ww_w”m m/z 71.80 94.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21823: 2,2-Dimethylbutanedioic acid
59.0
5000 87.0 ﬁ/\M /\\W MMM
7. 10,50
m/z 87.10 90.71%
\\\\’\\\\‘ ’1280
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7426: 2-Heptanone
43.0
L g
10.50
5000 m/z 100.00 68.28%
71.0
0 0
I | |
-t
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #69425: Silane, bicyclo[2.2.1]hept-2-yltriethyl-, exo-
87.0
590 10.50
m/z 55.10 61.33%
181.0
5000 115.0
153.0
29.0
210.0 AM\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 1050
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30421\
Data File : BG@48332.D

Acqg On : 4 Mar 2021 17:25
Operator : CG/JU

Sample : M1545-21

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 1-Methoxy-3-(2-hydroxyethyl... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.693 2.88 ng 45925 Naphthalene-d8 10.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methoxy-3-(2-hydroxyethyl)nonane 202 C12H2602 070928-44-8 53
2 1-Cyclohexylethanol 128 C8H160 001193-81-3 38
3 3-Buten-2-o0l 72 C4H80 000598-32-3 27
4 trans-2-Undecen-1-o0l 170 C11H220 075039-84-8 27
5 2-Nonen-1-o0l1, (E)- 142 C9H180 031502-14-4 25
Abundance Scan 1252 (10.693 min): BG048332.D\data.ms (-1244) (- m/z 57.05 100.00%
57.0
5000
95.1
10.50 11.00
123.1 222.¢
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62642: 1-Methoxy-3-(2-hydroxyethyl)nonane
45.0
5000 A ——
69.0 10.50 11.00
95.0 m/z 45.85 60.37%
123.0
| | 1550 202.0
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12482: 1-Cyclohexylethanol
45.0
VW ‘MM‘MMN
10.50 11.00
5000 820 m/z 95.10  35.85%
110.0
g Wl e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 “ M
Abundance #666: 3-Buten-2-ol Al [y M Ly
57.0 10.50 11.00
m/z 55.05 33.64%
5000
29.0
N R B A i A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30421\
Data File : BG@48332.D

Acqg On : 4 Mar 2021 17:25
Operator : CG/JU

Sample : M1545-21

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 Hexanedioic acid, dimethyl ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.445 56.92 ng 908770 Naphthalene-d8 10.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedioic acid, dimethyl ester 174 C8H1404 000627-93-0 90
2 Pentanedioic acid, 3-methyl-, di... 174 C8H1404 019013-37-7 32
3 (R)-(+)-3-Methyladipic acid 160 C7H1204 000623-82-5 25
4 Hydrazine, (1-methylethyl)- 74 C3H1ON2 002257-52-5 18
5 Pentanedioic acid, 2-methyl-, di... 174 C8H1404 014035-94-0 16

Abundance Scan 1380 (11.445 min): BG048332.D\data.ms (-1372) (- m/z 55.10 100.00%
il

55.
114.1
5000
741 143.1
P
H‘ ‘ ‘ 11.50
\H‘HHM‘HML ‘\“‘\“\‘\\“i‘\\‘\“\‘\\H“MH‘HH‘\ m/Z 59.10 97.97%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41452: Hexanedioic acid, dimethyl ester
59.0 114.0
143.0
5000 T
83.0 11.50
15.0 39 m/z 114.10 69.04%
bl L as0
‘\‘\f\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #41474: Pentanedioic acid, 3-methyl-, dimethyl ester
59.0 114.0
143.0
e
11.50
m/z 111.00 53.03%
5000 39
82.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31090: (R)-(+)-3-Methyladipic acid —=r—
55.0 114.0 11.50
83.0 m/z 101.10  44.55%
5000 27.0
\‘\H‘ M L 142.0
e e
m/z--> 20 40 60 80 100 120 140 160 180 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30421\
Data File : BG@48332.D

Acqg On : 4 Mar 2021 17:25
Operator : CG/JU

Sample : M1545-21

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 1-Phenoxypropan-2-ol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.669 3.75 ng 59846 Naphthalene-d8 10.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 87
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 58
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 53
4 2-Phenoxybutyric acid 180 C10OH1203 013794-14-4 40
5 3-Phenoxypropionic acid 166 C9H1003 007170-38-9 38
Abundance Scan 1418 (11.669 mln) BG048332.D\data.ms (-1412) - m/z 94.00 100.00%
94.0
5000
45.1 152.1 e U
11.50 12.00
18.9 5
\\\\’\\\\“}h‘{‘\“‘\\“‘ﬁ‘b\-\\h‘\\‘\“\‘\‘\\\“\\\\‘\\!‘\‘\\\\‘\\\\‘\\2\\2‘()\.\, m/z 77.05 42-31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25942: 1-Phenoxypropan-2-ol
94.0
5000 NM!{VM‘ ‘/\/\‘ . A‘/\ A
11.50 12.00
39.0 152.0 m/Z 108.00 21.50%
"WWh.lgO‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25961: 1-Propanol, 3-phenoxy-
94.0 A
o A
11.50 12.00
5000 m/z 78.05 20.33%
45.0 152.0
ilesd | hmo
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17283: Ethanol, 2-phenoxy- I ‘ L J"‘ —
94.0 11.50 12.00
m/z 45.10 19.81%
5000
138.0
I
!
‘H‘W‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘u‘_‘u‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30421\
Data File : BG@48332.D

Acqg On : 4 Mar 2021 17:25
Operator : CG/JU

Sample : M1545-21

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 Butanoic acid, 4-methoxy-, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.074 4.83 ng 77041 Naphthalene-d8 10.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 4-methoxy-, methy... 132 C6H1203 029006-01-7 50
2 Hexanedioic acid, monomethyl ester 160 C7H1204 000627-91-8 42
3 Heptanedioic acid, dimethyl ester 188 C9H1604 001732-08-7 38
4 Methyl 2-ethoxyacetate 118 C5H1003 1000366-88-5 37
5 Ethyl ether 74 C4H100 000060-29-7 37

Abundance Scan 1487 (12.074 min): BG048332.D\data.ms (-1480) (-  m/z 55.10 100.00%
55.1

74.1
5000 114.0
T \
I LA
e il ,“ m/z 59.00  98.86%
miz--> 20 40 60 100 120 140 160
Abundance #14318: Butanoic aC|d, 4-methoxy-, methyl ester
43.0
5000 74.0
101.0 12.00
m/z 74.10 76.62%
\\\\‘\H‘\\‘H\\\‘\“’\\‘H\‘\‘\\\}‘\\\\"\]-\:3\2\()‘\\\\‘\\
miz--> 60 80 100 120 140 160
Abundance #31105.Hexanemok:add,monomeﬂwlemer
55.0 74.0
114.0
12.00
5000 15.0 ITI/Z 41.10 54.24%
miz--> 20 40 60 80 100 120 140 160
Abundance #52079: Heptanedioic acid, dimethyl ester ——
15.0 55.0 12.00
74.0 115.0 m/z 45.10 53.44%
5000
97.0 157.0
B Ll Lo | D My
m/z--> 20 40 60 80 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30421\
Data File : BG@48332.D

Acqg On : 4 Mar 2021 17:25
Operator : CG/JU

Sample : M1545-21

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 5,8-Methano-5H-cyclohepta-1... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.315 4.09 ng 65260 Naphthalene-d8 10.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5,8-Methano-5H-cyclohepta-1,4-di... 166 C10H1402 055956-36-0 50
2 5-Todo-6-hydroxybicyclo[2.2.1]he... 308 C9H9IO4 015573-45-2 50
3 Tricyclo[4.2.1.0(2,5)]non-7-en-3... 134 C9H100 035150-63-1 50
4 Tricyclo[8.2.1.0(2,9)]trideca-5,... 190 C13H180 1000163-15-3 50
5 4,7-Methano-1H-indene-2,6-dicarb... 220 C12H1204 037995-02-1 50

Abundance Scan 1528 (12.315 min): BG048332.D\data.ms (-1515) (-  m/z 55.05 100.00%
55.0

91.0
5000
— —r
T ] ‘\‘ . M\ ““‘\H\“‘\‘ T “ LA B e s \‘\.\ T m/Z 43.00 77 .56%
miz--> 50 100 150 200 250 300
Abundance #34962: 5,8-Methano-5H-cyclohepta-1,4-dioxin, 2,3,6,7,8
66.0
110.0
166.0
5000{ 27:0 — —
12.00 12.50
m/z 66.10 75.83%
T M}h‘ \HM‘ “ ‘\h \‘\ “\ ‘ T ‘\ L ‘ T L T ‘ L L ‘ T
miz--> 50 100 150 200 250 300
Abundance #151601: 5-lodo-6-hydroxybicyclo[2.2.1]heptane-2,3-dica
1 LA 1
—
181.0 12.00 12.50 .
5000 m/z 41.106 69.61%
135.0
27.
Lol
Miz--> 50 100 150 200 250 300
Abundance #15354: Tricyclo[4.2.1.0(2,5)]non-7-en-3-one — ——
91.0 12.00 12.50
m/z 91.00 63.62%
134.0
BT 1
mlz--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30421\
Data File : BG@48332.D

Acqg On : 4 Mar 2021 17:25
Operator : CG/JU

Sample : M1545-21

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 2-Methyl-1,5-heptadien-4-o0l Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.961 4.00 ng 96172  Acenaphthene-d10 14.736
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-1,5-heptadien-4-o0l 126 C8H140 000926-98-7 50
2 3-Penten-2-0l 86 C5H100 001569-50-2 47
3 1,6-Octadien-3-0l, 3,7-dimethyl- 154 C10H180 000078-70-6 47
4 1,5,7-Octatrien-3-0l, 3,7-dimethyl- 152 C10H160 029957-43-5 38
5 Phytol 296 C20H400 000150-86-7 38

Abundance Scan 1638 (12.961 min): BG048332.D\data.ms (-1633) (- m/z 71.10 100.00%
1

71.
43.0
5000
108.1
AN ot g Yt
135.2 13.00
SN L “H"\Mw : \!M‘\’ ; \H‘ “‘H‘!‘ Aol — ‘1‘\7”3"‘1 m/z 43.00 70.20%
miz--> 20 40 60 80 100 120 140 160
Abundance #11407: 2-Methyl-1,5-heptadien-4-ol
71.0
s00o 500
41.0 :
93.0 m/z 108.10  36.80%
m/z--> 20 40 60 80 100 120 140 160
Abundance #1728: 3-Penten-2-ol
71.0 )’\
43.0 (S VR R
13.00
5000 m/Z 93.10 34.64%
2
m/z--> 20 40 60 80 100 120 140 160
Abundance #26774: 1,6-Octadien-3-ol, 3,7-dimethyl- etk A
71.0 13.00
93.0 m/z 67.00 27.59%
43.0
5000
121.0
sy W Bl w4 sss0
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30421\
Data File : BG@48332.D

Acqg On : 4 Mar 2021 17:25
Operator : CG/JU

Sample : M1545-21

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 unknown19.101 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.101 3.61 ng 115311  Phenanthrene-die 17.485
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 38
2 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 37
3 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 37
4 Cyclohexane, 1,1'-[1,2-bis(1,1-d... 306 C22H42 065149-85-1 33
5 Octane, 2-bromo- 192 C8H17Br 000557-35-7 32

Abundance Scan 2683 (19.101 min): BG048332.D\data.ms (-2678) (- m/z 57.10 100.00%
5

7.1
5000 97.0
1900 1950
169.1 : :
- u“ ““ } “‘ 4291 70702001 2440 2820 /sy 97.05  42.74%
miz--> 50 100 150 200 250 300
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 —— sy
19.00 19.50
113.0 m/z 113.10 35.51%
T T T T ‘M‘\ “\‘ \‘h‘\ “‘ \““\ T T ‘1\6§.(\) T ‘ T T T T ’ T T T T ‘ T T
miz--> 50 100 150 200 250 300
Abundance #165279: 2,4,4-Trimethyl-1-pentanol, heptafluorobutyrate
57.0
TANIVANEIN AL ST PN TN
19.00 19.50
5000 ITI/Z 55.05 33.02%
97.0
169.
15.0, “\ ‘\ L 1310 190 o0 311
e B R s e e
miz--> 50 100 150 200 250 300
Abundance #123759: 2,4,4-Trimethyl-1-pentanol, pentafluoropropion: — —
57.0 19.00 19.50
m/z 83.05 20.20%
5000
97.0
15.0 “\ ‘\ | | | 1470 219.0 261.0
L e A E B e — e
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30421\
Data File : BG@48332.D

Acqg On : 4 Mar 2021 17:25
Operator : CG/JU

Sample : M1545-21

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 Cyclotetradecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.375 3.57 ng 128285 Chrysene-d12 21.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 95
2 1-Tetradecene 196 C14H28 001120-36-1 91
3 1-Tridecene 182 C13H26 002437-56-1 91
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 89
5 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 89

Abundance Scan 3070 (21.375 min): BG048332.D\data.ms (-3065) (-  m/z 43.10 100.00%
43.1

o

111.1

286.1 T -
193.8 3561 4293 549 2100 21.50

5000
i m/z 57.10  99.44%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #58280: Cyclotetradecane
53.0
5000 “ ——
21.00 21.50
m/z 55.10 93.42%
1o 00
| L
‘\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #58272: 1-Tetradecene
43.0
— —
21.00 21.50
5000 ITI/Z 83.10 89.07%
AT o
““H“MH‘mu‘ua‘w‘“w“‘w““_“‘_“‘_“‘_““
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #47263: 1-Tridecene “ —
43.0 21.00 21.50
m/z 41.10 83.94%
- ANWWNMMWMU%ﬂkMxMWMﬂwmAW
T
‘H‘H‘Jﬂwﬂmw‘H,H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘ - —r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30421\
Data File : BGO48332.D

Acqg On : 4 Mar 2021 17:25
Operator : CG/JU

Sample : M1545-21

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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-Propanol, 1-(... 7.632 5.2 ng 59928 1 8.102 229406 20.0
2-(2-(2-(2-(2-(... 7.679 4.5 ng 51772 1 8.102 229406 20.0
2-Propanol, 1-(... 7.873 11.9 ng 136134 1 8.102 229406 20.0
Pentanedioic ac... 9.824 125.3 ng 2000620 2 10.922 319317 20.0
unknown10.552 10.552 5.1 ng 81458 2 10.922 319317 20.0
1-Methoxy-3-(2-... 10.693 2.9 ng 45925 2 10.922 319317 20.0
Hexanedioic aci... 11.445 56.9 ng 908770 2 10.922 319317 20.0
1-Phenoxypropan... 11.669 3.8 ng 59846 2 10.922 319317 20.0
Butanoic acid, ... 12.074 4.8 ng 77041 2 10.922 319317 20.0
5,8-Methano-5H-... 12.315 4.1 ng 65260 2 10.922 319317 20.0
2-Methyl-1,5-he... 12.961 4.0 ng 96172 3 14.736 480625 20.0
unknown19.101 19.101 3.6 ng 115311 4 17.485 638919 20.0
Cyclotetradecane 21.375 3.6 ng 128285 5 21.763 718854 20.0
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