LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123248.D

Acqg On : 20 Feb 2021 16:43 Instrument :
Operator : JU/CG BNA_F

Sample : M1431-01 ClientSampleld :
Misc : IDW-BR2-AQ-BR-021621

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_F\METHODS\8270-BF021921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123248.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.116 3 5 11 rVB 1280182 1462668 22.37% 2.784%
2 3.928 306 313 318 rVB 2190884 2914630 44.57% 5.548%
3 4.510 406 412 419 rBV 64462 77832 1.19% 0.148%
4 5.469 571 575 588 rVB 2245950 2088219 31.93% 3.975%
5 5.787 626 629 631 rBV 161511 154544 2.36% 0.294%
6 6.481 742 747 752 rBV2 1384255 1772147 27.10% 3.373%
7 6.528 753 755 759 rVB 147502 124804 1.91% 0.238%
8 6.728 786 789 796 rVB2 65883 72911  1.12% 0.139%
9 6.857 807 811 814 rBV 868230 747334 11.43% 1.423%
106 6.928 817 823 826 rBV 87563 121181 1.85% 0.231%
11 7.010 833 837 843 rVB4 40851 72244 1.10% 0.138%
12 7.257 869 879 889 rBV 324842 594396 9.09% 1.131%
13 7.416 898 906 909 rBV 2349147 2496833 38.18% 4.753%
14 7.492 916 919 923 rBV 134574 113809 1.74% 0.217%
15 7.563 923 931 938 rVW 360559 647620 9.90%  1.233%
16 7.910 980 990 998 rBV 360252 673307 10.30%  1.282%
17 8.051 1010 1014 1025 rBV 944086 1195682 18.29% 2.276%
18 8.139 1025 1029 1032 rBV 1250098 989351 15.13% 1.883%
19 8.416 1073 1076 1081 rVB 69654 70460 1.08% 0.134%
20 8.516 1087 1093 1098 rBV 552207 784122 11.99% 1.493%
21 8.904 1153 1159 1163 rBV 66396 71012 1.09% 0.135%
22 9.216 1207 1212 1216 rBV 4225569 4212930 64.43% 8.019%
23 9.898 1324 1328 1331 rVB 1440668 1149440 17.58% 2.188%
24 10.557 1436 1440 1442 rBV 178810 160387 2.45% 0.305%
25 10.692 1458 1463 1466 rBV 2787882 2604013 39.82% 4.957%

26 11.304 1555 1567 1569 rBV 4236979 6539094 100.00% 12.
27 11.392 1577 1582 1585 rBV 1289966 1238782 18.94%
28 11.933 1664 1674 1690 rBV 2933796 4129557 63.15%
29 12.369 1745 1748 1751 rVB 272716 220099 3.37%
30 12.427 1755 1758 1763 rBV 66816 67574 1.03%

O ONNMN
o]
o)}
iy
R

31 12.633 1787 1793 1797 rBV3 162246 333633 5.10% ©.635%
32 12.721 1802 1808 1819 rVV 4382056 5724163 87.54% 10.896%
33 12.874 1831 1834 1847 rVB 378104 568715 8.70% 1.083%
34 12.986 1847 1853 1856 rBV 5770516 5496054 84.05% 10.462%
35 13.539 1945 1947 1957 rVB 204213 169972 2.60% ©.324%

36 13.933 2008 2014 2024 rBV3 80990 253722  3.88% 0.483%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123248.D

Acqg On : 20 Feb 2021 16:43

Operator : JU/CG

Sample : M1431-01 :
Misc : IDW-BR2-AQ-BR-021621

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_F\METHODS\8270-BF021921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 14.039 2028 2032 2035 rVB 1353376 1253998 19.18%  2.387%
38 15.510 2277 2282 2286 rBV2 684053 838652 12.83% 1.596%

39 15.986 2358 2363 2368 rVB2 50362 79284 1.21% 0.151%
40 17.539 2620 2627 2635 rBV3 114722 249017 3.81% 0.474%

Sum of corrected areas: 52534192

8270-BF021921.M Mon Feb 22 10:30:35 2021 Pag 2



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\

Data File : BF123248.D

Acq On : 20 Feb 2021 16:43

Operator Ju/caG

Sample : M1431-01 :
Misc . IDW-BR2-AQ-BR-021621
ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021921.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library ¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123248.D

Acq On : 20 Feb 2021 16:43

Operator : JU/CG

Sample : M1431-01 :
Misc : IDW-BR2-AQ-BR-021621

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.116 39.14 ng 1462670 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 27
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
Abundance Scan 5 (2.116 min): BF123248.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000 43.1
87.1
R RRRARERRSESEs e
‘ 570 ‘ 2.202.302.402.50
Obrperprrrrerbe 2 e m/z 43.10 38.77%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 TT T[T T[T T T[T TTTT]
430 2.202.302.402.50
' 87.0 m/z 55.05 26.91%
29.
3 ° | ‘\‘ ‘ %90 ‘ |
O \H‘HH‘HH‘HH‘HH‘HH“HH’HH‘HH‘H\\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
73.0
87.0 S R
2.202.302.402.50
5000 41.0 55.0 m/z 87.10 26.34%
27.0
0 112.0 129.0
T e T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8392: 3-Pentanol, 2,4-dimethyl- R RRRRE R
73.0 2.202.302.402.50
m/z 41.05 13.14%
5000
55.0
27.0 41lo0
obs3o |l eomso Il
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123248.D

Acq On : 20 Feb 2021 16:43

Operator : JU/CG

Sample : M1431-01 :
Misc : IDW-BR2-AQ-BR-021621

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 Toluene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.928 78.00 ng 2914630 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Toluene 92 C7H8 000108-88-3 95
2 1,3,5-Cycloheptatriene 92 C7H8 000544-25-2 90
3 Spiro[2,4]hepta-4,6-diene 92 C7H8 000765-46-8 87
4 2,5-Norbornadiene 92 C7H8 000121-46-0 80
5 Molybdenum, di-.mu.-chlorobis[(1... 532 C20H26C12Mo2 ©35625-66-2 72
Abundance Scan 313 (3.928 min): BF123248.D\data.ms (-306) (-) m/z 91.10 100.00%
91.1
5000
T amme e A RRRS
39.0 519 690 3.60 3.80 4.00 4.20
Obrr et el 70wl myz 92.10 57.02%
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2455: Toluene
91.0
5000 L B L L R
3.60 3.80 4.00 4.20
m/z 65.00 13.00%
65.0
O \\\‘\\\\‘\\\\‘\2\\7\-(’)\\3\?‘-\0\\5\?}\-(\)\\‘}‘\‘\\‘\7\\7\-‘0\\\\“\‘\\\‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
91.0
amma e ARRAS
3.60 3.80 4.00 4.20
5000 m/z 39.05 10.02%
39.0 65.0
ol 20 150 270 510 77.0
T e
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2472: Spiro[2,4]hepta-4,6-diene ammE e R RRRE
91.0 3.60 3.80 4.00 4.20
m/z 63.00 8.59%
5000
65.0
. 270 390 510 [ 770 |
e e e e e e R AR
m/z--> 0O 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_F\Data\BF022021\
Data File : BF123248.D

Acq On : 20 Feb 2021 16:43

Operator : JU/CG

Sample : M1431-01 :
Misc : IDW-BR2-AQ-BR-021621

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Hexanal Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
4.510 2.08 ng 77832 1,4-Dichlorobenzene-d4 6.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 86
2 1,5-Pentanediol 104 C5H1202 000111-29-5 33
3 Butanal 72 C4H80 000123-72-8 30
4 2,2-Dimethyl-3-hydroxypropionald... 102 C5H1002 000597-31-9 23
5 Glutaraldehyde 100 C5H802 000111-30-8 23
Abundance Scan 412 (4.510 min): BF123248.D\data.ms (-406) (-) m/z 56.10 100.00%
44.0 56.1
5000
72.1 N R A RRRERRRRET
H ‘ | 4.20 4.40 4.60 4.80
Ol gl L L njz 44.00  98.39%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3772: Hexanal
44.0
56.0
27.0
5000
4.20 4.40 4.60 4.80
720 m/z 41.05 82.11%
O\\\’\\\\’\\i\"\\\\"\‘\\’\‘{\1’\\\‘\“!\\\8‘\3\.9\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
31.0 56.0
4.20 4.40 4.60 4.80
5000 44.0 m/z 57.00 70.83%
68.0
ol 180 850 101.0
AR R R R R AR ER R R R
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #647: Butanal ‘ﬂ“ﬂ““‘ﬂme‘_“‘
44.0 4.20 4.40 4.60 4.80
m/z 43.00 67.78%
72.0
29.0
5000
57.0
150 | |
O b el et e e N e e a
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123248.D

Acq On : 20 Feb 2021 16:43

Operator : JU/CG

Sample : M1431-01 :
Misc : IDW-BR2-AQ-BR-021621

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Heptanal Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
5.787 4.14 ng 154544  1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanal 114 C7H140 000111-71-7 91
2 Hexanal, 3-methyl- 114 C7H140 019269-28-4 47
3 Pentane, 2-chloro- 106 C5H11C1 000625-29-6 38
4 Ethoxyacetylene 70 C4H60 000927-80-0 35
5 Vinyl ether 70 C4H60 000109-93-3 32
Abundance Scan 629 (5.787 min): BF123248.D\data.ms (-626) (-) m/z 44.00 100.00%
44.0 70.1
57.1
5000
860 ‘\/\\\\‘\\\\‘\\\\’\\\\‘\\
‘ ‘ ‘ 5.40 5.60 5.80 6.00 6.20
Obrrererpreeeeell gl L L mjz a1.16 95.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7421: Heptanal
41.0 70.0
55.0
5000 (LR B B
27, 5.40 5.60 5.80 6.00 6.20
86.0 m/z 43.10 93.14%
O\\‘H-\\’\\}l‘\\\i}\‘\\i‘\wll’\\\“\‘!\H‘\\‘!\‘\\#\9’.(\)\\\]-‘1\-\4.\.(\)‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
70.0
43.0 e RSE RREEE
5.40 5.60 5.80 6.00 6.20
5000 m/z 70.10 88.22%
27.0
57.0
0l 14.0 86.0 99.0 114.0
P T T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5024: Pentane, 2-chloro- T A REAREEEREREY
43.0 70.0 5.40 5.60 5.80 6.00 6.20
m/z 55.10 76.61%
5000 27.0
0 \\‘\4\’9,\\1MH\1‘1}\1‘”‘1‘\?1‘?1‘\‘”‘ 1\‘\1“\\\9%79”,””‘””‘” R R BEERs e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123248.D

Acq On : 20 Feb 2021 16:43

Operator : JU/CG

Sample : M1431-01 :
Misc : IDW-BR2-AQ-BR-021621

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 1-Pentanol, 2-ethyl-4-methyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
6.928 3.24 ng 121181 1,4-Dichlorobenzene-d4 6.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 83
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
3 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000357-82-9 64
4 2-Propyl-1-pentanol 130 C8H180 058175-57-8 47
5 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 47
Abundance Scan 823 (6.928 min): BF123248.D\data.ms (-817) (-) m/z 57.00 100.00%
57.0
H st 6.60 6.80 7.00 7.20
‘ 98.0
112.1 a
o‘H‘HH‘HH_‘HMH‘NMM‘HWH‘wﬂu‘uﬂ_‘u_u‘_uw‘uw m/z 41.05  38.44%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13759: 1-Pentanol, 2-ethyl-4-methyl-
57.0

5000 L
6.60 6.80 7.00 7.20
41

0 m/z 43.05 30.81%

83.0
\\\‘\\\\‘\\\M“‘HH‘HH‘HH‘HH“‘H\\’\M\\‘\??‘0\\\\%:\3\\0‘\\\\‘\\\\’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
57.0

R SRR
6.60 6.80 7.00 7.20

5000 m/z 55.10 27.50%

41.0
83.0
oL 150 98.0 1130
T T T A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance : i id, i

#85987: Carbonic acid, isobutyl 2-ethylhexyl ester T T T T T
57.0 6.60 6.80 7.00 7.20

m/z 56.10 22.79%

o

5000
83.0 112.0

0 \b H H “ ‘ 132.0

H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH’\\H‘HH‘HH‘HH‘HH‘HH’ LN B U R

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\

Data File : BF123248.D

Acq On : 20 Feb 2021 16:43

Operator Ju/caG

Sample : M1431-01 :
Misc IDW-BR2-AQ-BR-021621

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021921.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
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 unknown7.257 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
7.257 15.91 ng 594396 1,4-Dichlorobenzene-d4 6.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 49
2 Hexanoic acid 116 C6H1202 000142-62-1 47
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 43
4 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 37
5 Pentanoic acid 102 C5H1002 000109-52-4 32
Abundance Scan 879 (7.257 min): BF123248.D\data.ms (-869) (-) m/z 59.95 100.00%
60.0
1 1050 e TS
I ‘ 1 ‘ H‘ 120.0 7.00 7.20 7.40 7.60
oHw_Mwwwu‘m‘m‘mm“wW_WW m/z 72.95 54.59%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13417: Heptanoic acid
60.0
430 7.00 7.20 7.40 7.60
290 87.0 m/z 41.05  37.87%
o \‘ 100461500
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
60.0
T T T
7.00 7.20 7.40 7.60
5000 m/z 43.10 36.36%
27.0 410 87.0
0 101.0116.0
T T T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4275 Butanoic acid, 3-methyl- ARSI ARE T
60.0 7.00 7.20 7.40 7.60
m/z 55.00 30.72%
5000
43.0
87.0
27.0 “
o Ao At
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\

Data File : BF123248.D

Acq On : 20 Feb 2021 16:43

Operator : JU/CG

Sample : M1431-01 :
Misc . IDW-BR2-AQ-BR-021621

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021921.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 unknown7.492 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
7492 3.5ng 113809  1,4-Dichlorobenzene-d4  6.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nomen-1-01, (£)- 142 comiso 031502-14-4 43

2 2-Heptene, (E)- 98 C7H14 014686-13-6 25
3 (Z)-2-Heptene 98 C7H14 006443-92-1 22
4 Isopropylcyclobutane 98 C7H14 000872-56-0 22

5 8-Dodecenol 184 C12H240 042513-42-8 22

Abundance Scan 919 (7.492 m|n) BF123248.D\data.ms (-916) (-) m/z 57.05 100.00%
41.0 57
5000
98.1
A e e
g H 114.0 7.20 7.40 7.60 7.80
] EE—— | R \uwmu_ - m/z 41.05 91.80%
miz--> 20 40 60 100 120 140
Abundance #19953.2—Nonen4:0h( )-
57.0
41.0
5000 LI L L L B L BN BRI B
7.20 7.40 7.60 7.80
82.0 m/z 55.05 61.31%
oas0 990 1200 10
\\\\‘\\\\‘\\\ \‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140
Abundance
55.0
A S
7.20 7.40 7.60 7.80
5000 98.0 ITI/Z 43.05 60.79%
39.0
ol 150 81.0
o el Ll P
miz--> 20 40 60 80 100 120 140
Abundance #3308: (Z)-2-Heptene R
56.0 7.20 7.40 7.60 7.80
m/z 56.00 56.70%
5000 98.0
27.0
m/z--> 20 40 60 80 100 120 140 7.20 7.40 7.60 7.80

8270-BF021921.M Mon Feb 22 10:30:42 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123248.D

Acq On : 20 Feb 2021 16:43

Operator : JU/CG

Sample : M1431-01 :
Misc : IDW-BR2-AQ-BR-021621

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Hexanoic acid, 2-ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.563 13.09 ng 647620 Naphthalene-d8 8.139

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 59
3 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 53

4 Octanoic acid, 2-methyl-, methyl... 172 C10H2002 002177-86-8 47
5 Methyl 2,3,4-tri-O-methyl-6-deox... 220 C10H2005 072983-16-5 42

Abundance Scan 931 (7.563 min): BF123248.D\data.ms (-923) (-) m/z 73.00 100.00%

73.0

—

5000 /\\
e
‘ 16.0 7.20 7.40 7.60 7.80
b el AL L m/z 88.10 81.23%
miz> 50 100 150 200 250 300 350

Abundance #20862: Hexanoic acid, 2-ethyl-
73.0

—

5000 .
7.20 7.40 7.60 7.80

m/z 41.05 37.44%

29.# ‘ 116.0
O\\H\w‘mih\‘\‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 88.0
R ARAEARREEESE
7.20 7.40 7.60 7.80
5000 m/z 57.05 34.15%
0 135.0173.0 214.0 272.0 313.0 355.!
R o e e L B e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #30204: Heptanoic acid, 2-ethyl-
88.0 7.20 7.40 7.60 7.80
m/z 55.00 23.94%
5000
41.0
o Lulil ] s
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80

8270-BF021921.M Mon Feb 22 10:30:43 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123248.D

Acq On : 20 Feb 2021 16:43

Operator : JU/CG

Sample : M1431-01 :
Misc : IDW-BR2-AQ-BR-021621

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Octanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.910 13.61 ng 673307 Naphthalene-d8 8.139

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 91
2 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 50
3 Hexanoic acid 116 C6H1202 000142-62-1 50
4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 47
5 Pentanoic acid 102 C5H1002 000109-52-4 47
Abundance Scan 990 (7.910 min): BF123248.D\data.ms (-980) (-) m/z 60.00 100.00%
60.0
5000
101.0
m ‘ H‘ ‘ 7.60 7.80 8.00 8.20
ol bl i w/z 73.00 71.72%
miz--> 50 100 150 200 250 300 350
Abundance #20837: Octanoic acid
60.0
5000 L R LR B R B
7.60 7.80 8.00 8.20
101.0 m/z 43.05  49.20%
Ol\Sl\d\ LH““ “\‘\“H‘\ \‘\ ]\_4\4.‘-()\ T T ‘ T T T ‘ L ‘ T T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance
60.0
R R RERERERRRT
127.0 7.60 7.80 8.00 8.20
5000 m/z 41.05 43.49%
0 2160 273.0 359.(
T e e e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #8069: Hexanoic acid R e EREaEES ST
60.0 7.60 7.80 8.00 8.20
m/z 55.05 36.39%
- ML\M
m/z--> 50 100 150 200 250 300 350 7.60 7.80 8.00 8.20

8270-BF021921.M Mon Feb 22 10:30:43 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123248.D

Acq On : 20 Feb 2021 16:43

Operator : JU/CG

Sample : M1431-01 :
Misc : IDW-BR2-AQ-BR-021621

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.051 24.17 ng 1195680 Naphthalene-d8 8.139

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
4 Di-sec-butyl ether 130 C8H180 006863-58-7 50
5 Propanoic acid, 2-hydroxy-, buty... 146 C7H1403 000138-22-7 47

Abundance Scan 1014 (8.051 min): BF123248.D\data.ms (-1010) (-) m/z 57.10 100.00%

57.1
5000

75.0  aARRiRsReaanattieeA
39 101.1 7.80 8.00 8.20 8.40

0 “w““uﬁ‘JMm‘WL‘JU‘WW“‘,}??ﬁ““,“‘ m/z 45.05 95.61%

m/z--> 20 40 60 80 100 120 140 160
Abundance #32656: Ethanol, 2-(2-butoxyethoxy)-
57.0

5000 e e S
7.80 8.00 8.20 8.40

75.0 m/z 41.10 37.09%

Il M \h‘ \H 10?.0 132.0
\\\“\\\“\ H\\\\“\\\\‘\\\\’\\w\‘\\\\’\\\
m/z--> 40 60 80 100 120 140 160
Abundance
57.0

7.80 8.00 8.20 8.40

o

5000 m/z 75.00 19.32%
29.0 75.0
100.0
0 1320 163.0
S B B e 2 L e
m/z--> 20 40 60 80 100 120 140 160
Abundance #8872: Ethylene glycol monoisobutyl ether e e
57.0 7.80 8.00 8.20 8.40

m/z 56.05 16.21%

5000
29.0 75.0
b 2000

L B e e AL L e e B ARREREEEEEE
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40

o

8270-BF021921.M Mon Feb 22 10:30:44 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123248.D

Acq On : 20 Feb 2021 16:43

Operator : JU/CG

Sample : M1431-01 :
Misc : IDW-BR2-AQ-BR-021621

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Nonanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.516 15.85 ng 784122 Naphthalene-d8 8.139

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 86
2 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 50
3 Heptanoic acid 130 C7H1402 000111-14-8 50
4 Hexanoic acid 116 C6H1202 000142-62-1 47
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 47
Abundance Scan 1093 (8.516 min): BF123248.D\data.ms (-1087) (-) m/z 60.00 100.00%
60.0
5000
1151 PP ST
‘ ‘ ‘ ‘ 8.20 8.40 8.60 8.80
0! Ml 1381 . m/z 73.e0 87.97%
miz--> 50 100 150 200 250 300 350
Abundance #30180: Nonanoic acid
60.0
5000 J‘L\\‘HH‘HH‘HH’HH‘
8.20 8.40 8.60 8.80
J 115.0 m/z 57.05 60.30%
01\5.\ ‘\‘ LH’H“ “‘M \H\ “Li‘ \‘\ ‘\ \]-‘Sgl\()\ T ‘ L ‘ T T T ‘ L ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance
60.0
R e RS
127.0 8.20 8.40 8.60 8.80
5000 m/z 41.05 53.62%
0 216.0 273.0 359.(
P e T T e T T e
m/z--> 50 100 150 200 250 300 350
Abundance #13414: Heptanoic acid AR SN e
60.0 8.20 8.40 8.60 8.80
m/z 55.10 43.80%
5000 MJL
01.0
m/z--> 50 100 150 200 250 300 350 8.20 8.40 8.60 8.80

8270-BF021921.M Mon Feb 22 10:30:45 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123248.D

Acq On : 20 Feb 2021 16:43

Operator : JU/CG

Sample : M1431-01 :
Misc : IDW-BR2-AQ-BR-021621

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Benzenesulfonamide, N-butyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.304 105.57 ng 6539090 Phenanthrene-d10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide, N-butyl- 213 C10H15N02S 003622-84-2 94
2 N,N-Dichlorobenzenesulfonamide 225 C6H5C12N02S 000473-29-0 59
3 N-Benzenesulfonyloxy-2,2-bis(tri... 335 C1OH7F6NO3S 055734-41-3 59
4 (Phenylsulfonyl)acetonitrile 181 C8H7NO2S 007605-28-9 53
5 1-[Phenylsulfonyl]-1-nitropropane 229 C9H11NO4S 021272-84-4 50
Abundance Scan 1567 (11.304 min): BF123248.D\data.ms (-1555) (- m/z 77.05 100.00%
71.0 141.0
5000
— —
41# p1a1 11.00 1150
Ol S m/z 141.00  84.43%
miz--> 50 100 150 200 250 300
Abundance #71722: Benzenesulfonamide, N-butyl-
77.0 141.0
5000 - —
11.00 11.50
m/z 170.00 70.61%
28‘-0 2130
O\\w‘\“}‘\\‘\\‘\\\“\h\\‘\‘\\\’\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance
77.0
— ——
11.00 11.50
m/z 51.00 23.05%
5000 141.0 /
39.0 176.0
T T T T
m/z--> 50 100 150 200 250 300
Abundance #172879: N-Benzenesulfonyloxy-2,2-bis(trifluoromethyl)a — —
717.0 141.0 11.00 11.50
m/z 78.10 11.25%
5000
0 l ‘ 335 |
—_— 77— P e
m/z--> 50 100 150 200 250 300 11.00 11.50

8270-BF021921.M Mon Feb 22 10:30:46 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123248.D

Acq On : 20 Feb 2021 16:43

Operator : JU/CG

Sample : M1431-01 :
Misc : IDW-BR2-AQ-BR-021621

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.933 66.67 ng 4129560  Phenanthrene-d10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Estra-1,3,5(10)-trien-17.beta.-ol 256 C18H240 002529-64-8 30
Abundance Scan 1674 (11.933 min): BF123248.D\data.ms (-1664) (- m/z 73.00 100.00%
5000
129.0
— =
NI
YR W A B =y o C o T3P
miz-> 50 100 150 200 250
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 IR
12.00
97.0 1710 213.0 256.0 m/z 59.95 82.83%
ob— “MH‘H H‘ \\hH\ ﬂ‘\ mi ‘ ‘ ‘ L \‘ ““\‘ , “\‘ ——
miz--> 50 150 200 250
Abundance
43.0 73.0
— ==
12.00
5000 129.0 m/z 41.10 70.27%
199.0 2420
0 167.0
e T
miz--> 50 100 150 200 250
Abundance #72646: Tridecanoic acid —
43.0 73.0 12.00
' m/z 57.10 69.48%
5000
129.0
‘ 171.0 214.0
oL “‘ ‘M uu‘ I \um h\ ‘\‘ I ‘\‘m‘ “ ‘\‘ | “\‘ o - =
m/z--> 50 100 150 200 250 12.00

8270-BF021921.M Mon Feb 22 10:30:46 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123248.D

Acq On : 20 Feb 2021 16:43

Operator : JU/CG

Sample : M1431-01 :
Misc : IDW-BR2-AQ-BR-021621

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 2,4,4,6,6,8,8-Heptamethyl-1... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.369 3.55 ng 220099  Phenanthrene-die 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 50
2 Cyclohexane, 1,1'-[1,2-bis(1,1-d... 306 C22H42 065149-85-1 28
3 2,4,4-Trimethyl-1-pentanol, trif... 226 C1OH17F302 1000365-19-5 27
4 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 25
5 Octane, 2-bromo- 192 C8H17Br 000557-35-7 17
Abundance Scan 1748 (12.369 min): BF123248.D\data.ms (-1745) (- m/z 57.05 100.00%
57.0
5000 97.0
‘ 1200 1250
169.2 : :
oHwHm“hm\uu“u““um‘Hu_‘l‘f"?n?wn‘_mw“2“3?"'9”‘ m/z 97.05 44.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 = A
12.00 12.50
113.0 m/z 113.10 43.77%
83.0
0 e 189.0 168.0
\\\‘\\H‘HH‘HH‘\H\‘\\H‘HH‘HH‘\H\‘HH‘\H\‘H\\‘\H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
== ==
12.00 12.50
5000 97.0 m/z 55.10 26.91%
153.0
o 125.0 193.0 249.(
T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #82218: 2,4,4-Trimethyl-1-pentanol, trifluoroacetate = —
57.0 12.00 12.50
m/z 83.10 19.37%
5000
97.0
29.0‘ ‘
olerpelrefhr bl 22701530 2110 — ——
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123248.D

Acq On : 20 Feb 2021 16:43

Operator : JU/CG

Sample : M1431-01 :
Misc : IDW-BR2-AQ-BR-021621

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Cyclopentadecanone, 2-hydroxy- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.633 5.39 ng 333633  Phenanthrene-d10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecanone, 2-hydroxy- 240 C15H2802 004727-18-8 53
2 Oxacyclotetradecane-2,11-dione, ... 240 C14H2403 074685-36-2 52
3 Dichloroacetic acid, undec-2-eny... 280 C13H22C1202 1000299-43-6 49
4 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 49
5 9-Borabicyclo[3.3.1]nonane, 9-hy... 138 C8H15BO 063366-65-4 46

Abundance Scan 1793 (12.633 min): BF123248.D\data.ms (-1787) (- m/z 55.00 100.00%

55.0
5000

" 0643 1250 13000
0 bl m/z 41.10  69.42%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94142: Cyclopentadecanone, 2-hydroxy-
55.0

5000
12.50 13 00
69.00 65.36%

’ 180.0 222.0
Olrprrrere
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
55.0

1250 1300
5000 ITI/Z 43.00 57.73%
96.0
5,260 138.0 180.0 222.0
T T T T T [ [ T e T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #127085: Dichloroacetic acid, undec-2-enyl ester ‘

55.0 1250 1300

67.10  54.16%

5000 '
124.0
|2 169.0195 0  245.0 280.c

m/z--> 20 40 60 80 100120140160180200220240260280 12 50 13 00

8270-BF021921.M Mon Feb 22 10:30:48 2021 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123248.D

Acq On : 20 Feb 2021 16:43

Operator : JU/CG

Sample : M1431-01 :
Misc : IDW-BR2-AQ-BR-021621

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.722 91.29 ng 5724160 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68
Abundance Scan 1808 (12.721 min): BF123248.D\data.ms (-1802) (- m/z 73.00 100.00%
43.1 73.0
5000 129.1
185.1 241.2 —T— T
‘ ‘ 284.: 12.50 13.00
- m/z 43.10  98.80%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0 N ——
12.50 13.00
185.0 2410 284.C m/z 60.00 83.84%
O ‘H\\i”\\‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
43.0 73.0
— —
12.50 13.00
5000 m/z 57.05 81.84%
129.0 2420
199.0
0 158.0
[ T e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #72646: Tridecanoic acid e =
43.0 73.0 12.50 13.00
' m/z 55.05 76.60%
5000
129.0
H ‘ 171.0 214.0
0‘“HMMmMWWMAWmLMmWMMWNHMHWHLM‘H_HWHH‘HH e —r—
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123248.D

Acq On : 20 Feb 2021 16:43

Operator : JU/CG

Sample : M1431-01 :
Misc : IDW-BR2-AQ-BR-021621

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 Phenol, 4,4'-(1-methylethyl... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.874 9.07 ng 568715 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 95
2 2H,8H-Benzo[1,2-b:5,4-b"']dipyran... 228 C14H1203 000553-19-5 58
3 Indole,6-methyl-2-(2-thienyl)- 213 C13H11NS 296245-70-0 52
4 Carbanilic acid, p-phenyl- 213 C13H11NO2 004474-53-7 47
5 2,2-Bis-(4-hyxroxyphenyl)-butane 242 C16H1802 000077-40-7 45
Abundance Scan 1834 (12.874 min): BF123248.D\data.ms (-1831) (- m/z 213.10 100.00%
213.1
5000 M
119.0 A
65.0 12. 50 13. OO
0 Lo 280 | g :
Y NUSRS RSN S WAS VATRENHIY M m/z 119.00 22.76%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
213.0
5000
12. 50 13 OO
119.0 m/z 214.10 17.12%
0 w0
O‘\H\‘\\\\‘H\\“\\H“HH‘\H‘\‘HH‘\\\\’\\\\’\\H’HH’HH’HH’\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
213.0
12. 50 13 OO
5000 m/z 228.10 14.67%
51.0 920 1280 184.0
(KON oridac AT BN SR <18 0 N A IS
m/z--> 20 40 60 80 100120140160180200220240260280 /\
Abundance #71939: Indole,6-methyl-2-(2-thienyl)-
218.0 12. 50 13 OO
m/z 91.05 14.17%
5000
45.0
77.0 180.0
o_H“‘mw“‘Hlﬁz‘ﬂ”l??ﬂu_‘hu}mJ,Hh,w,w,w,m = i S
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00

8270-BF021921.M Mon Feb 22 10:30:49 2021 Page: 20



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123248.D

Acq On : 20 Feb 2021 16:43

Operator : JU/CG

Sample : M1431-01 :
Misc : IDW-BR2-AQ-BR-021621

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 Ethanol, 2-butoxy-, phospha... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.539 2.71 ng 169972 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy-, phosphate (3:1) 398 C18H3907P 000078-51-3 72
2 trans-2,3-Epoxyoctane 128 C8H160 028180-70-3 47
3 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 22
4 Butane, 1-(ethenyloxy)- 100 C6H120 000111-34-2 22
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 16
Abundance Scan 1947 (13.539 min): BF123248.D\data.ms (-1945) (- m/z 57.05 100.00%
57.0
5000
199 1 T ‘
\H .|z
0 \\\WV\\\\‘UNNW“\\\\‘\\\\‘\\\\\\\\\‘\\\\‘\ m/z 45.00 70.85%
miz--> 50 100 150 200 250 300 350 400
Abundance #210992: Ethanol, 2-butoxy-, phosphate (3:1)
57.0
5000 o ‘
125.0 13.50
H 1990 2990 m/z 56.00 61.85%
0 T \“\ \" T \ \ “ \‘\‘\ ‘\“ T \‘ T ‘ T \“\2\5‘5\\0\ T “ T \3\5‘5\(\)\397‘\(
m/z--> 50 100 150 200 250 300 350 400
Abundance
56.0
T \
13.50
5000 m/z 85.05 47.16%
99.0
ol — MLl e e
miz--> 50 100 150 200 250 300 350 400
Abundance #3999: Butane, 2,2,3-trimethyl- T ‘
57.0 13.50
m/z 125.00 36.66%
5000
015"&,'
m/z--> 50 100 150 200 250 300 350 400 13.50

8270-BF021921.M Mon Feb 22 10:30:50 2021 Page: 21



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123248.D

Acq On : 20 Feb 2021 16:43

Operator : JU/CG

Sample : M1431-01 :
Misc : IDW-BR2-AQ-BR-021621

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 Behenic alcohol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.933 4.05 ng 253722 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 91
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 1-Nonadecene 266 C19H38 018435-45-5 83
4 n-Tetracosanol-1 354 C24H500 000506-51-4 70

5 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 68

Abundance Scan 2014 (13.933 min): BF123248.D\data.ms (-2008) (- m/z 83.10 100.00%
43.0 83.1
5000
1150
207.1 :
—] : ‘1“ J‘w ““‘1‘65“3?‘\1‘ b 2810 m/z 43.05 98.47%
miz--> 50 100 150 200 250 300
Abundance #166292: Behenic alcohol
83.0
43.0
5000 T
14.00
25.0 m/z 55.10 95.10%
05— “\‘ ‘\“ “‘ ‘\ ‘\‘ \‘ \““ ‘H‘ \‘L‘\ ‘h ‘%\63(\) \2‘1\0\0\ T \2\8\0\0‘ T
miz--> 50 100 150 200 250 300
Abundance
55.0
97.0
—
14.00
5000 m/z 57.10 87.99%
019.0 139.0 182.0 224.0 266.0
s
miz--> 50 100 150 200 250 300
Abundance #115906: 1-Nonadecene —
43.0 97.0 14.00
m/z 97.10 81.77%
5000
39.0
ol LLLLLLL 199 1020 220 2sn0 -
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123248.D

Acq On : 20 Feb 2021 16:43

Operator : JU/CG

Sample : M1431-01 :
Misc : IDW-BR2-AQ-BR-021621

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 unknownl7.539 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.539 5.94 ng 249017 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Pyrrolo[1,2-b]pyrazole, 5,6-d... 184 C12H12N2 010183-74-1 30
2 Benzidine 184 C12H12N2 000092-87-5 25
3 Benzaldehyde, 3-fluoro-5,6-dimet... 184 C9H9FO3 114635-98-2 25
4 2-Fluoro-5-nitrobenzenamine, N-f... 184 C7H5FN203 1000130-24-8 22
5 Benzimidazole-2-thiol, 5-chloro-... 266 C13H15C1N2S 298684-28-3 18
Abundance Scan 2627 (17.539 min): BF123248.D\data.ms (-2620) (- m/z 55.05 100.00%
55.0
184.1
5000
100.0
140.1
238.2 323.2 : LN
280. 366. 17.50
0 m/z 184.10  69.26%
m/z--> 50 100 150 200 250 300 350
Abundance #48680: 4H-Pyrrolo[1,2-b]pyrazole, 5,6-dihydro-3-phenyl-
184.0
5000 o :
77.0 128.0 17.50
m/z 41.00 61.47%
a1,
O' }HM\M\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance
184.0
T \
17.50
5000 ITI/Z 69.00 40.85%
92.0
0 52.0 130.0
e T T T
miz--> 50 100 150 200 250 300 350
Abundance #49397: Benzaldehyde, 3-fluoro-5,6-dimethoxy- —— ‘
184.0 17.50
m/z 43.00 36.35%
5000
70.0 126.0
SRS U8 WY — .
m/z--> 50 100 150 200 250 300 350 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123248.D

Acqg On : 20 Feb 2021 16:43

Operator : JU/CG

Sample : M1431-01 :
Misc : IDW-BR2-AQ-BR-021621

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021921.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|
Butane, 2-metho... 2.116 39.1 ng 1462670 1 6.857 747334 20.0
Toluene 3.928 78.0 ng 2914630 1 6.857 747334 20.0
Hexanal 4.510 2.1 ng 77832 1 6.857 747334 20.0
Heptanal 5.787 4.1 ng 154544 1 6.857 747334 20.0
1-Pentanol, 2-e... 6.928 3.2 ng 121181 1 6.857 747334 20.0
unknown?7.257 7.257 15.9 ng 594396 1 6.857 747334 20.0
unknown?7.492 7.492 3.0 ng 113809 1 6.857 747334 20.0
Hexanoic acid, 7.563 13.1 ng 647620 2 8.139 989351 20.0
Octanoic acid 7.910 13.6 ng 673307 2 8.139 989351 20.0
Ethanol, 2-(2-b... 8.051 24.2 ng 1195680 2 8.139 989351 20.0
Nonanoic acid 8.516 15.9 ng 784122 2 8.139 989351 20.0
Benzenesulfonam... 11.304 105.6 ng 6539090 4 11.392 1238780 20.0
n-Hexadecanoic ... 11.933 66.7 ng 4129560 4 11.392 1238780 20.0
2,4,4,6,6,8,8-H... 12.369 3.5 ng 220099 4 11.392 1238780 20.0
Cyclopentadecan... 12.633 5.4 ng 333633 4 11.392 1238780 20.0
Octadecanoic acid 12.722 91.3 ng 5724160 5 14.039 1254000 20.0
Phenol, 4,4'-(1... 12.874 9.1 ng 568715 5 14.039 1254000 20.0
Ethanol, 2-buto... 13.539 2.7 ng 169972 5 14.039 1254000 20.0
Behenic alcohol 13.933 4.0 ng 253722 5 14.039 1254000 20.0
unknownl17.539 17.539 5.9 ng 249017 6 15.509 838652 20.0
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