LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126184.D

Acqg On : 13 Nov 2021 23:41
Operator : JU/CG

Sample : M4573-01

Misc :

ALS Vvial : 20 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-BF110321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF126184.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 4.445 360 401 403 rBvV2 267064 2017163 12.76% 1.873%
2 4.669 412 439 441 rBV2 171904 862742 5.46% 0.801%
3 5.181 510 526 527 rBv4 132406 349708 2.21%  0.325%
4 5.451 568 572 575 rBV 1338285 1329291 8.41% 1.234%
5 5.634 589 603 608 rBv4 790691 2740703 17.33%  2.545%
6 5.892 622 647 650 rBV 615279 3141369 19.87% 2.917%
7 6.275 705 712 721 rVB2 192932 326866 2.07% 0.304%
8 6.457 739 743 747 rBV 1165839 1188602 7.52% 1.104%
9 6.516 747 753 761 rVB 289366 556774 3.52% 0.517%
10 6.828 803 806 810 rBV 1815777 1522543 9.63% 1.414%
11 6.910 816 820 825 rBV 116424 196964 1.25% 0.183%
12 6.998 826 835 836 rVv2 199324 400679 2.53% 0.372%
13 7.045 836 843 845 rVV5 366428 1030809 6.52% 0.957%
14 7.151 846 861 871 rVB 1280338 4463815 28.23% 4.145%
15 7.233 871 875 877 rBV 433094 452076  2.86% 0.420%
16 7.281 877 883 889 rVB 825957 1350619 8.54% 1.254%
17 7.392 895 902 905 rBV 4175137 3980814 25.18% 3.696%
18 7.575 930 933 941 rBV 1235140 1459430 9.23% 1.355%
19 7.645 941 945 951 rVB 218979 239764 1.52% 0.223%
20  7.869 973 983 1000 rBV2 353309 684587 4.33% 0.636%
21 8.028 1006 1010 1020 rBV 1577213 1697951 10.74% 1.577%
22 8.116 1020 1025 1028 rBV 2183770 1966474 12.44% 1.826%
23 8.333 1045 1062 1065 rBV5 272202 803799 5.08% 0.746%
24  8.404 1065 1074 1077 rVV 1158692 1947005 12.31% 1.808%
25 8.475 1083 1086 1096 rVB 164907 173083 1.09% 0.161%
26  8.822 1139 1145 1155 rBV 757506 894416 5.66%  0.830%
27 9.192 1203 1208 1211 rBV 8633728 7284019 46.07% 6.763%
28 9.310 1224 1228 1231 rVV 458768 405748 2.57% 0.377%
29 9.745 1298 1302 1304 rBV 1352128 1163023 7.36% 1.080%
30 9.769 1304 1306 1310 rVB 437011 369232 2.34% 0.343%

31 9.869 1319 1323 1326 rBV 2913520 2303794 14.57%
32 10.369 1400 1408 1413 rBV 153675 197846 1.25%
33 10.427 1413 1418 1428 rVB 360001 424454  2.68%
34 10.545 1435 1438 1441 rVB 373150 272386 1.72%
35 10.657 1449 1457 1460 rBV 2566314 2525967 15.98%
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36 10.839 1483 1488 1492 rBV 912614 918489 5.81%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126184.D

Acqg On : 13 Nov 2021 23:41
Operator : JU/CG

Sample : M4573-01

Misc :

ALS Vvial : 20 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-BF110321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 11.e51 1514 1524 1527 rBV 9468823 15811721 100.00% 14.681%

38 11.098 1527 1532 1537 rVV 3933125 3877641 24.52%  3.600%
39 11.157 1537 1542 1552 rVV 4934015 5360551 33.90% 4.977%
40 11.357 1571 1576 1579 rBV 2240286 1887186 11.94% 1.752%
41 11.786 1641 1649 1650 rBV 7303634 8822787 55.80% 8.192%
42 11.816 1652 1654 1656 rVV 8047317 5634666 35.64% 5.232%
43 11.845 1656 1659 1662 rVV 212399 209894  1.33% 0.195%
44 11.880 1662 1665 1672 rVVv2 1361431 1320582  8.35%  1.226%
45 11.945 1673 1676 1684 rVB2 854135 972325 6.15% ©.903%
46 12.133 1704 1708 1709 rBV 717479 606160 3.83% 0.563%
47 12.151 1709 1711 1721 rVB2 1126027 948091 6.00% ©0.880%
48 12.245 1724 1727 1731 rVB 901564 766648  4.85% < ©.712%
49 12.457 1761 1763 1766 rVB 221327 158378 1.00% 0.147%
50 12.939 1841 1845 1848 rBV 5273837 4825122 30.52% 4.480%
51 13.174 1880 1885 1895 rBV2 385034 521583 3.30% 0.484%
52 13.862 1995 2002 2013 rBV2 212064 414267 2.62% 0.385%
53 13.992 2020 2024 2028 rVB 1521456 1319969 8.35%  1.226%
54 14.757 2150 2154 2156 rBV 238118 251529 1.59% 0.234%
55 15.456 2267 2273 2277 rBV 1247922 1545255 9.77%  1.435%
56 15.933 2349 2354 2358 rBV 109837 163763 1.04% 0.152%
57 16.433 2435 2439 2448 rVB 111730 196523 1.24% ©.182%
58 17.409 2600 2605 2616 rVB7 128110 282196 1.78% ©.262%
59 17.715 2653 2657 2666 rVB2 59813 158589 1.00% 0.147%

Sum of corrected areas: 107698430
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 13 Nov 2021 23:41

: M4573-01

. 20

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
BF126184.D

Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF126184.D\data.ms
8000000
6000000
7.392
4000000
2000000 5.451 6.828
7.151
5.634 6.457 7.28 7.575
5.892 2 3
4.4454 669 5181 6.275 6516 & 64
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\m\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF126184.D\data.ms
910 11.051
11.816
8000000
6000000
12.939
1.157
4000000 1h098
9.869 10,657
8.116 ' 11.357
2000000 8.02 6400 074 _
JL : 8.822 10.839 945 15345
7.869 %ﬁﬁ%A;, 9310 96 B4 A_ 12.457 13.174
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF126184.D\data.ms
8000000
6000000
4000000
2000000
13.992 15.456
1386% 14.757 15.933 16.433 17.409 17.715
0 T ‘ T T T T ‘ T T ‘ T T T T ‘ T T ‘ T T T T ‘ T T T ‘ T T T T T T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126184.D

Acqg On : 13 Nov 2021 23:41
Operator : JU/CG

Sample : M4573-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Propanoic acid, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4.445  26.50 ng 2017160 1,4-Dichlorobenzene-d4 6.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 86
2 Propanoic acid, 2-oxo- 88 C3H403 000127-17-3 38
3 Methyl glyoxal 72 C3H402 000078-98-8 23
4 Formic acid, 2-methylpropyl ester 102 C5H1002 000542-55-2 17
5 Isobutyl nitrite 103 C4H9NO2 000542-56-3 10
Abundance Scan 401 (4.445 min): BF126184.D\data.ms (-360) (-) m/z 43.10 100.00%
5000
73.0
AN AREEaEEREE
‘ || 81 88.0 4.20 4.40 4.60 4.80
\\\‘\\\\‘\\\\‘\\\\‘"\1\\‘\\‘\\‘\\\\“\\\\’\\\1‘\\\\ m/z 41.16 54.54%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2317: Propanoic acid, 2-methyl-
43.0
5000 L L L I LA B
270 4.20 4.40 4.60 4.80
730 m/z 73.00  33.25%
550 580
\\\‘\\\\‘\\\\‘\\\{"\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2191: Propanoic acid, 2-oxo-
43.0
AR AR R
4.20 4.40 4.60 4.80
5000 m/z 39.10 21.07%
15.0
|20l ssoeso ss0
et e e
miz--> 10 20 30 40 50 60 70 80 90
Abundance #712: Methyl glyoxal Mﬁﬁ?\‘uww‘\\u‘\\u’\\
43.0 4.20 4.40 4.60 4.80
m/z 45.00 17.61%
5000 15.0
29.0
\‘ M‘m \‘ \‘ 56.0 72.0
e e e e R e AR RER
m/z--> 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126184.D

Acqg On : 13 Nov 2021 23:41
Operator : JU/CG

Sample : M4573-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Butanoic acid Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.

4.669 11.33 ng 862742  1,4-Dichlorobenzene-d4 6.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 83
2 Pentanoic acid 102 C5H1002 000109-52-4 38
3 dl-Serine 105 C3H7NO3 000302-84-1 36
4 Hydrazine, 1,1-dimethyl- 60 C2H8N2 000057-14-7 9

5 4-Bromobutyric acid 166 C4H7Bro02 002623-87-2 9
Abundance Scan 439 (4.669 min): BF126184.D\data.ms (-412) (-) m/z 60.00 100.00%

60.0
5000
42.0 73.0

87.0 4.40 4.60 4.80 5.00
H‘HH‘HH‘\H‘HHH‘H‘H‘HH“‘HH‘\H‘\.‘HH‘HH‘H mZ 41.95 30.32%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2273: Butanoic acid
60.0

5000 ‘H“‘H“‘H‘,‘H,“‘
27.0 4.40 4.60 4.80 5.00

73.0
m/z 41.10  28.66%

\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\f\\‘\\\f‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4773: Pentanoic acid
60.0

4.40 4.60 4.80 5.00
5000 m/z 72.95 28.65%

73.0
210 410
15.0 H \\u\ M 87.0
S B | N S Y N N 7 R
10 20 30 40 50 60 70 80 90 100 110 J
. i A

m/z-->

Abundance #5527: dI-Serine e S RRREE R

60.0 4.40 4.60 4.80 5.00
m/z 45.00  22.31%

28.0 74.0
5000 42.0
T T e

e e e e e e A BEEaa R e S

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126184.D

Acqg On : 13 Nov 2021 23:41
Operator : JU/CG

Sample : M4573-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 unknown5.634 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.634 36.00 ng 2740700 1,4-Dichlorobenzene-d4 6.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 38
2 2-Hexen-1-o0l, (E)- 100 C6H120 000928-95-0 38
3 Cyclohexanol 100 C6H120 000108-93-0 30
4 Cyclopentanol, 2-methyl-, cis- 100 C6H120 025144-05-2 25
5 Cyclopentanol, 2-methyl- 100 C6H120 024070-77-7 25
Abundance Scan 603 (5.634 min): BF126184.D\data.ms (-589) (-) m/z 57.00 100.00%

57.0
5000
82.1

‘ ! M 5.40 5.60 5.80 6.00
el b 2089 sz 74,00 66.20%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4831: Butanoic acid, 2-methyl-
74.0
5000

410 5.40 5.60 5.80 6.00
' m/z 41.05 54.72%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4303: 2-Hexen-1-ol, (E)-
57.0

540560580600

27.0
‘ ‘ 82.0
H“wm‘{ ‘WW‘JH"_“‘_“w“‘w“‘w“u“‘u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4266: Cyclohexanol R
57.0 5.40 5.60 5.80 6.00

m/z 82.10 22.63%

5000 82.0

29.0

m/z--> 20 40 60 80 100 120 140 160 180 200 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126184.D

Acqg On : 13 Nov 2021 23:41
Operator : JU/CG

Sample : M4573-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Pentanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.892 41.26 ng 3141376 1,4-Dichlorobenzene-d4 6.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid 102 C5H1002 000109-52-4 83
2 Butanoic acid 88 (C4H802 000107-92-6 78
3 Hexanoic acid 116 C6H1202 000142-62-1 64
4 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 59
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 45
Abundance Scan 647 (5.892 min): BF126184.D\data.ms (-622) (-) m/z 60.00 100.00%
60.0
5000 73.0 //Wkﬁvj//x
41.0 T e
\‘H | 670 5.60 5.80 6.00 6.20
el L 8TO 10813 0 38, 80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4772: Pentanoic acid
6Q.0
5000 \u‘uu‘uu‘uu/,\'\/#
73.0 5.60 5.80 6.00 6.20
m/z 41.05 21.87%
270 41.0
\\‘\\\'\‘\\i“\“\\\\“‘H\‘\\‘\\M‘\ ‘\\\\‘\}\\‘\S\Z\.(‘)\\\]-gj\n\q\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2269: Butanoic acid
60.0 MWJJ&\‘
SREEEEE R e
5.60 5.80 6.00 6.20
5000 m/z 45.00 17.36%
73.0
27.0 410
aso Lo WL ese
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9149: Hexanoic acid e  ARRl
60.0 5.60 5.80 6.00 6.20
m/z 55.00 14.94%
5000 73.0
41.0
27.0 87.0
aso T ML Teee T Ll
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126184.D

Acqg On : 13 Nov 2021 23:41
Operator : JU/CG

Sample : M4573-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Hexanoic acid, 4-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.045 13.54 ng 1030810 1,4-Dichlorobenzene-d4 6.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 4-methyl- 130 C7H1402 001561-11-1 83
2 (R)-(-)-4-Methylhexanoic acid 130 C7H1402 052745-93-4 38
3 Methane, bis(neopentyloxy)- 188 C11H2402 004457-17-4 12
4 Butanoic acid, anhydride 158 C8H1403 000106-31-0 12
5 2-Propenamide 71 C3H5NO 000079-06-1 12
Abundance Scan 843 (7.045 min): BF126184.D\data.ms (-836) (-) m/z 55.05 100.00%
55.0 711
5000
39,
101.1 o ERERE SR L
‘ ‘ ‘ J 0 ‘ 6.80 7.00 7.20 7.40
e M 880 L e Mz 71010 97.41%
m/z--> 30 40 50 60 70 80 90 100110120130140150160
Abundance #15419: Hexanoic acid, 4-methyl-
71.0
5000
6.80 7.00 7.20 7.40
101.0 m/z 41.05 74.65%
Hﬁlo"’
m/z--> 30 40 50 60 70 80 90 100110120130140150160
Abundance #15477: (R)-(-)-4-Methylhexanoic acid
71.0
55.0 e RARE AR
6.80 7.00 7.20 7.40
5000 m/z 73.00 68.83%
101.0
N
m/z--> 30 40 50 60 70 80 90 100110120130140150160
Abundance #62657: Methane, bis(neopentyloxy)- e EAEEaREEE
71.0 6.80 7.00 7.20 7.40
43.0 m/z 60.00 64.50%
5000
101.0
“\ (- / 1310 1580
T e e e e R AR
m/z--> 30 40 50 60 70 80 90 100110120130140150160 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126184.D

Acqg On : 13 Nov 2021 23:41
Operator : JU/CG

Sample : M4573-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 unknown7.151 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.151 58.64 ng 4463820 1,4-Dichlorobenzene-d4 6.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 4-methyl- 130 C7H1402 001561-11-1 74
2 Hexaborane 76 B6H10 023777-80-2 38
3 (R)-(-)-4-Methylhexanoic acid 130 C7H1402 052745-93-4 25

4 Butanoic acid, anhydride 158 C8H1403 000106-31-0 14
5 Oxirane, 3-hydroxypropyl- 102 C5H1002 021915-56-0 14

Abundance Scan 861 (7.151 min): BF126184.D\data.ms (-846) (-) m/z 55.10 100.00%

55.1 711

5000
39,

?.

101.0 .
‘ 6.80 7.00 7.20 7.40

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15419: Hexanoic acid, 4-methyl-
71.0
5000 L L L L L B B I
6.80 7.00 7.20 7.40
101.0 m/z 41.10 72.89%

Lo ]

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120130

—

Abundance #1052: Hexaborane
71.0
T
6.80 7.00 7.20 7.40
5000 m/z 73.00 62.81%
56,0
11.0 H
=0 L
‘“ " m‘m,u‘lml “ Mw W e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15477: (R)-(-)-4-Methylhexanoic acid
71.0 6.80 7.00 7.20 7.40
55.0 m/z 43.10 45.50%
5000
101.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120130 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126184.D

Acqg On : 13 Nov 2021 23:41

Operator : JU/CG

Sample : M4573-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Phenylethyl Alcohol Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
7.575 14.84 ng 1459430  Naphthalene-d8 8.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenylethyl Alcohol 122 C8H100 000060-12-8 97
2 Spiro[2,4]hepta-4,6-diene 92 C7H8 000765-46-8 76
3 Tetracyclo[3.2.0.0(2,7).0(4,6)]h... 92 C7H8 000278-06-8 64
4 Cyclobutene, 2-propenylidene- 92 C7H8 052097-85-5 64
5 2,5-Norbornadiene 92 C7H8 000121-46-0 58

Abundance Scan 933 (7.575 min): BF126184.D\data.ms (-930) (-) m/z 91.00 100.00%
91.0

5000
65.0 122.1 R EEEE S Ly S
39.1 7.20 7.40 7.60 7.80
Oberrrrrrrre e bt 2920 L m/z 92.10 52.58%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11311: Phenylethyl Alcoho
91.0
5000 L L N BN BN R B
7.20 7.40 7.60 7.80
65.0 122.0 m/z 65.00 20.30%
39.0
H‘HH"\H‘\“‘\H}“‘\\\\U{\\\H‘\H‘\H‘MHH“\‘H\‘\M-\‘HH‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2777 Spiro[2,4]hepta-4,6-diene
91.0

7.20 7.40 7.60 7.80
5000 m/z 122.10  19.25%

39.0 65.0
\\240\\\‘\“‘\\\\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2784: Tetracyclo[3.2.0.0(2,7).0(4,6)]heptane
91.0

\
7.20 7.40 7.60 7.80
m/z 39.10 9.40%

5000

66.0
39.0 M
Il

m/z-->

10 20 30 40 50 60 70 80 90 100110120130

8270-BF110321.M Tue Nov 16 14:37:11 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126184.D

Acqg On : 13 Nov 2021 23:41
Operator : JU/CG

Sample : M4573-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.028 17.27 ng 1697950  Naphthalene-d8 8.116

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 78
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 78
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
5 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
Abundance Scan 1010 (8.028 min): BF126184.D\data.ms (-1006) () m/z 57.10 100.00%
57.1
5000
R A REmmnaEEEEEER S
‘ 87.0 1311 7.80 8.00 8.20 8.40
S—k M gl SR 2071 . 45,60 97.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L L I L I LA B
29.0 7.80 8.00 8.20 8.40
m/z 41.05 37.58%
‘810
\\\‘\‘H“\‘\“‘H‘\\ H\ \‘1‘\“\“\‘\!}‘\\\\‘]\.\3\2\.?\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
7.80 8.00 8.20 8.40
5000 m/z 75.00 17.67%
29.0
‘ ‘810
ey 120 seso
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- A REEE s R
45.0 7.80 8.00 8.20 8.40
m/z 56.05 16.21%
5000
89.0
o0/ | lozd | 19010
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126184.D

Acqg On : 13 Nov 2021 23:41
Operator : JU/CG

Sample : M4573-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Benzeneacetic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.404 19.80 ng 1947016 Naphthalene-d8 8.116

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 95
2 Benzene, (2-methoxyethyl)- 136 C9H120 003558-60-9 72
3 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 59
4 Benzeneacetaldehyde 120 C8H80 000122-78-1 50
5 Benzyl 2-chloroethyl sulfone 218 C9H11C102S 066998-67-2 50
Abundance Scan 1074 (8.404 min): BF126184.D\data.ms (-1065) (-) m/z 91.00 100.00%
91.0
5000
135.9
650 [TT T T T T[T T[T TTT T
39.0 ‘ ‘ ‘ 8.00 8.20 8.40 8.60 8.80
ot el 2070 /7 135,95 25.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18692: Benzeneacetic acid
91.0
5000 ‘\\\\‘\\\\/’\\\\\‘\\\\‘\\
8.00 8.20 8.40 8.60 8.80
136.0 64.95 18.16%
65.0 ‘ m/Z . . 0

39.0 ‘
[V \“

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

Abundance #18896: Benzene, (2-methoxyethyl)-
91.0

8.00 8.20 8.40 8.60 8.80
5000 45.0 136.0 m/z 92.00 17.77%

I A b

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

Abundance #18705: Benzoic acid, 4-methyl- e
91.0 8.00 8.20 8.40 8.60 8.80
m/z 39.05 8.51%
136.0
5000
65.0
39.0 ‘
\ ‘\‘m w \ ‘\ ABANARSE I I I
pr b b e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60 8.80

8270-BF110321.M Tue Nov 16 14:37:13 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126184.D

Acqg On : 13 Nov 2021 23:41
Operator : JU/CG

Sample : M4573-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 unknown8.822 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.822 9.10 ng 894416  Naphthalene-d8 8.116

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl cyclopropanecarboxylate 114 C6H1002 004606-07-9 39
2 Isoamyl crotonate 156 C9H1602 1010429-17-3 33
3 Cyclopropanecarboxylic acid, 3-m... 154 C9H1402 1000299-37-4 33
4 (+-)-3-hydroxybutyric acid, trif... 200 C6H7F304 1010374-31-1 9
5 1,6-Hexanediamine 116 C6H16N2 000124-09-4 9

Abundance Scan 1145 (8.822 min): BF126184.D\data.ms (-1139) () m/z 69.00 100.00%
0

69.
5000
41.1
103.0 e L
86‘.0 ‘ ' o 8.40 8.60 8.80 9.00 9.20
SR “‘H"lm_“m_ml‘z“?"?wmﬁ_ m/z 41.10  31.34%
miz--> 20 40 60 80 100 120 140 160
Abundance #8196: Ethyl cyclopropanecarboxylate
69.0
5000 [T rrrrfrri
41.0 8.40 8.60 8.80 9.00 9.20
86.0 m/z 39.00 23.19%
150 \‘i“\‘\ \‘\“ T “‘\‘\ ‘ \“‘\ T ‘ \]\-J\-ﬁ.‘o\ T ‘ T T 1T ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #33741: Isoamyl crotonate
69.0
RN R e S
8.40 8.60 8.80 9.00 9.20
m/z 103.00 16.77%
5000 41.0
87.0
L o
A T T T B T e e T
miz-> 20 40 60 80 100 120 140 160
Abundance #32254: Cyclopropanecarboxylic acid, 3-methylbut-2-eny Rmaas e AR RRRET o
69.0 8.40 8.60 8.80 9.00 9.20
m/z 87.00 16.26%
5000 41.0
e 980 1120 183701840 o L e
m/z--> 20 40 60 80 100 120 140 160 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126184.D

Acqg On : 13 Nov 2021 23:41
Operator : JU/CG

Sample : M4573-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 1,3-Benzenediamine, 4-methoxy- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
9.745 10.10 ng 1163020  Acenaphthene-d10 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenediamine, 4-methoxy- 138 C7H10N20 000615-05-4 96
2 Benzene, 1,4-dimethoxy- 138 C8H1002 000150-78-7 78
3 2-Methoxy-5-methylphenol 138 C8H1002 001195-09-1 72
4 Ethyl p-hydroxybenzoate 138 C8H1002 002349-70-4 58
5 Benzene, 2-fluoro-1,3,5-trimethyl- 138 CO9H11lF 000392-69-8 52

Abundance Scan 1302 (9.745 min): BF126184.D\data.ms (-1298) (-}  m/z 123.00 100.00%

128.0
5000 95.0
—r —
41.0 67.0 9.50 10.00
O bttt L JASL0 2089 7 138,05 50.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19784: 1,3-Benzenediamine, 4-methoxy-
128.0
5000 —— —
95.0 9.50 10.00
m/z 95.00 40.18%
52.0
\\\\‘2\{'\\‘i“\‘\‘“‘\‘\H\\‘i\\\!‘\\‘\\‘1\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19916: Benzene, 1,4-dimethoxy-
138.0
— —
9.50 10.00
m/z 96.00 14.42%
5000 95.0
41.0
15.0 63.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19924: 2-Methoxy-5-methylphenol —— e
1238.0 9.50 10.00
m/z 67.00 8.14%
5000
95.0
39.0 67.0 Jk
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00

8270-BF110321.M Tue Nov 16 14:37:14 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126184.D

Acqg On : 13 Nov 2021 23:41
Operator : JU/CG

Sample : M4573-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 p-Anisidine, 3-nitro-, Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.839 9.73 ng 918489  Phenanthrene-dile 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Anisidine, 3-nitro-, 168 C7H8N203 000577-72-0 98
2 Benzenamine, 2-methoxy-5-nitro- 168 C7H8N203 000099-59-2 32
3 Benzenamine, 2-methoxy-4-nitro- 168 C7H8N203 000097-52-9 27
4 Pyridine, 4-methyl-2-nitro- 138 C6H6EN202 018368-71-3 25
5 Phenol, 4-methoxy-3-(methoxymeth... 168 C9H1203 059907-65-2 25
Abundance Scan 1488 (10.839 min): BF126184.D\data.ms (-1483) (-  m/z 168.00 100.00%
168.0
65.0 920
5000
‘ T \/\\ ‘ T
41.0
10.50 11.00
;_wh“l‘ﬁo‘ ‘ ‘1‘4‘9‘\‘1_ L m/z 64.95 67.23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43866: p-Anisidine, 3-nitro-,
168.0
65.0 o920
5000
10. 50 ll 00

m/z 92.00 65.91%

41.0
15.0 [ 120.0139.0 l
\‘\\\\’\\\\‘\\\\‘\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43893: Benzenamine, 2-methoxy-5-nitro-
168.0

10 50 11.00
520  79.0 122.0
30.0 ‘ \
0 osg | aaso |
miz-> 20 40 60 80 100 120 140 160 180
Abundance #43887: Benzenamine, 2-methoxy-4-nitro-
168.0 10. 50 ll 00

m/z 79.00 50.35%

5000 79.0
52.0 138.0
280 107.0 ‘ ‘
, L1l \“\\}HH‘ ‘\ i , i ‘

m/z--> 20 40 60 80 100 120 140 160 180 10. 50 ll 00

8270-BF110321.M Tue Nov 16 14:37:15 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126184.D

Acqg On : 13 Nov 2021 23:41
Operator : JU/CG

Sample : M4573-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Benzenamine, 2-methoxy-5-ni... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.051 167.57 ng 15811700  Phenanthrene-d1e 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenamine, 2-methoxy-5-nitro- 168 C7H8N203 000099-59-2 98
2 Benzenamine, 2-methoxy-4-nitro- 168 C7H8N203 000097-52-9 86
3 Benzenamine, 3-methoxy-5-nitro- 168 C7H8N203 000586-10-7 68
4 p-Anisidine, 3-nitro-, 168 C7H8N203 000577-72-0 64
5 Benzenamine, 4-methoxy-2-nitro- 168 C7H8N203 000096-96-8 52

Abundance Scan 1524 (11.051 min): BF126184.D\data.ms (-1514) (-1 m/z 168.10 100.00%

168.1
52.0
5000 79.0
122.0 a Il |
\ ‘ 150.0 11.00
0 Ol b0 L m/z 52.00  48.88%
m/z--> 20 40 60 80 100 120 140 160
Abundance #43886: Benzenamine, 2-methoxy-5-nitro-
168.0
5000 520 499 ‘/L‘ll‘OO‘ T
122.0 ’
m/z 79.00 39.38%
30.0
‘}‘0\4“\0\ T “‘\ T \“]\.5\9"\0‘ T ‘\ T ‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #43883: Benzenamine, 2-methoxy-4-nitro-
168.0
AL :
11.00
5000 20 790 m/z 153.00  39.03%
138.0
107.
300 Tl |
i I n L i
e T N L
miz-> 20 40 60 80 100 120 140 160
Abundance #43884: Benzenamine, 3-methoxy-5-nitro- — ‘
122.0 168.0 11.00
m/z 95.00 36.68%
5000
52.0 79.0
29 roll Lo | |l
m/z--> 20 40 60 80 100 120 140 160 11.00

8270-BF110321.M Tue Nov 16 14:37:15 2021 Page:

16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126184.D

Acqg On : 13 Nov 2021 23:41
Operator : JU/CG

Sample : M4573-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 unknownl11.098 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

11.098 41.09 ng 3877640  Phenanthrene-d10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-[4-(1,1-dimethylethyl... 208 C13H2002 054934-87-1 49
2 4',6'-Dimethoxy-2',3"-dimethylac... 208 C12H1603 1010244-80-3 49
3 Methyl 5-acetyl-2-methoxybenzoate 208 C11H1204 039971-36-3 49
4 Benzaldehyde, 2-hydroxy-4-diethy... 208 C11H16N202 198280-97-6 47
5 2-Acetylthiophene, 5-(2-thienyl)- 208 C10H80S2 003515-18-2 47

Abundance Scan 1532 (11.098 min): BF126184.D\data.ms (-1527) (-] m/z 193.05 100.00%

193.1
5000
1171 146.0
ma 160 | 11.00 1150
m‘,w‘wmww_wm‘w‘w m/z 208.05  55.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85104: Ethanol, 2-[4-(1,1-dimethylethyl)-2-methylphenos
198.0
149.0
5000
ll 00 ll 50
1910 m/z 146.00 34.91%
18\0 41-0 650\91\0 \ ‘ A ‘ |
Lil 1y
\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #84824: 4',6'-Dimethoxy-2',3'-dimethylacetophenone
193.0
ll 00 ll 50
5000 ITI/Z 117.10 31.00%
17.0, 430 g0 910 1900 1900 | |
R T L AR R RAR R R ane EER
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #84486: Methyl 5-acetyl-2-methoxybenzoate
193.0 11.00 11.50
m/z 118.10 15.66%
5000 jL\\
165.0
43.0 119.0
150 "0 eso 910 T | 1]

m/z--> 20 40 60 80 100 120 140 160 180 200 11 00 11 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126184.D

Acqg On : 13 Nov 2021 23:41
Operator : JU/CG

Sample : M4573-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 1-Methyl-5-nitro-1H-benzoim... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.157 56.81 ng 5360550  Phenanthrene-d10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyl-5-nitro-1H-benzoimidazo... 193 C8H7N303 066108-85-8 59
2 Benzaldehyde, p-nitro-, dimethyl... 193 C9H11N302 010424-92-7 43
3 m-Nitrobenzaldehyde dimethylhydr... 193 C9H11N302 032787-76-1 37
4 Benzaldehyde, 2-hydroxy-4-diethy... 208 C11H16N202 198280-97-6 35
5 Pyrazole, 5-methyl-3-(5-nitro-2-... 193 C8H7N303 016239-90-0 35

Abundance Scan 1542 (11.157 min): BF126184.D\data.ms (-1537) (-1 m/z 193.05 100.00%

193.1
5000 147.0
— —
sto 90 oo 11.00 11.50
H‘,H‘qwﬂm,huww‘hW‘H“Hw‘_ww“u“uﬂw‘ww‘ m/z 147.00  48.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #68238: 1-Methyl-5-nitro-1H-benzoimidazol-2-ol
198.0
5000 — —
147.0 11.00 11.50
m/z 208.05 21.56%
29.0 66.0 93.0 119.0
\\\’\\‘\\’M\‘\w\"H‘\\\H’\\\‘\’\\\\“\\\‘1‘\‘1\1‘11\7\0\10‘\\\‘1‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #68272: Benzaldehyde, p-nitro-, dimethylhydrazone
193.0
— —
11.00 11.50
5000 ITI/Z 78.95 14.84%
132.0
18.0 M b g 89\0 I ‘ f 1630 M
R L AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #68264: m-Nitrobenzaldehyde dimethylhydrazone A = —
193.0 11.00 11.50
m/z 75.95 12.25%
5000
132.0
44.0
0 ‘10 w0 | eo | I

“
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126184.D

Acqg On : 13 Nov 2021 23:41
Operator : JU/CG

Sample : M4573-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 2-Amino-4-acetamino anisole Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.786  93.50 ng 8822790  Phenanthrene-d10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenediamine, 4-methyl-5-n... 167 C7H9N302 006629-29-4 94
2 2-Amino-4-acetamino anisole 180 C9H12N202 006375-47-9 50
3 3-Amino-5,6-dimethyl-2-pyrazinec... 167 C7H9N302 006294-71-9 43
4 Hexahydroindole 123 C8H13N 018159-32-5 41
5 Benzenemethanol, 4-amino- 123 C7HONO 000623-04-1 38

Abundance Scan 1649 (11.786 min): BF126184.D\data.ms (-1641) (1 m/z 123.00 100.00%

128.0
167.1
5000 95.0
43.0 67.0 T L
é ‘ 11.50 12.00
8L L m/z 167.05  52.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42619: 1,3-Benzenediamine, 4-methyl-5-nitro-
167.0
121.0
5000 — S —
11.50 12.00
m/z 180.10 43.23%
‘\\\1\4“‘0\.0\‘\\‘\1\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55519: 2-Amino-4-acetamino anisole
123.0
—— —
11.50 12.00
5000 m/z 95.00  40.04%
180.0
43.0 9.0
67.0
150 b 0 b a4 a0 | L
miz--> 20 40 60 80 100 120 140 160 180
Abundance #42626: 3-Amino-5,6-dimethyl-2-pyrazinecarboxylic acid — —
128.0 11.50 12.00
m/z 121.10 33.20%
96.0
5000 167.0
42.0
68.0
L 0 R Y SR S | SO
m/z--> 20 40 60 80 100 120 140 160 180 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126184.D

Acqg On : 13 Nov 2021 23:41
Operator : JU/CG

Sample : M4573-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 1,3-Benzenediamine, 4-methy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.816 59.72 ng 5634670  Phenanthrene-d10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenediamine, 4-methyl-5-n... 167 C7H9N302 006629-29-4 98
2 2-Methylamino-5-nitroaniline (is... 167 C7H9N302 1000477-10-4 43
3 2-Methylamino-5-nitroaniline (is... 167 C7H9N302 1000477-10-5 43
4 3-Hydroxy-4-nitrobenzaldehyde 167 C7H5NO4 000704-13-2 43
5 1,3-Benzenediamine, 4-methyl- 122 C7H16N2 000095-80-7 25

Abundance Scan 1654 (11.816 min): BF126184.D\data.ms (-1652) (1 m/z 167.10 100.00%
167.1

941 1201
5000
41 l 670 T T T T \j%
' 11.50 12.00
40.0 1910 m/z 120.16  56.58%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42619: 1,3-Benzenediamine, 4-methyl-5-nitro-
167.0
121.0
5000 94.0 - AT
11.50 12.00
410 670 ‘ 4 m/z 94.10 54.76%
18.0 ‘\\“\\\‘\%‘4\’\\’\1\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42621: 2-Methylamino-5-nitroaniline (isomer 1)
167.0
A I T T T \/\ﬁ
11.50 12.00
5000 94.0 m/z 121.10 52.61%
52.0 13‘7'0
SNV 0 N N
miz--> 20 40 60 80 100 120 140 160 180
Abundance #42622: 2-Methylamino-5-nitroaniline (isomer 2) - L
167.0 11.50 12.00
m/z 119.05 46.23%
5000 94.0
520 137.0
200 T e Jodaade | I -
m/z--> 20 40 60 80 100 120 140 160 180 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126184.D

Acqg On : 13 Nov 2021 23:41
Operator : JU/CG

Sample : M4573-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 unknownll.880 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.880 14.00 ng 1320580  Phenanthrene-d10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5,6-Dimethoxy-3,4-dihydro-1H-qui... 207 C11H13NO3 1010434-74-1 47
2 2,3-Dihydro-4,7-dimethyl-1H-1,5-... 188 C11H12N20 036743-75-6 42
3 5-Amino-2-(morpholin-4-yl)benzon... 203 C11H13N30 078252-12-7 30
4 1H-Pyrrole, 1l-acetyl-2,3-dihydro... 188 C11H12N20 054966-15-3 30
5 Benzonitrile, 4-(dimethylamino)- 146 CO9H1ON2 001197-19-9 25

Abundance Scan 1665 (11.880 min): BF126184.D\data.ms (-1662) (-  m/z 145.05 100.00%

145.1 207.1
5000

1150 1200
m/z 207.05 90.43%

m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #83616: 5,6-Dimethoxy-3,4-dihydro-1H-quinolin-2-one
207.0

5000 122.0
420 11.50 12.00
| 65.0 164.0 m/z 146.00  82.31%

930 ‘
T \‘HUH\ LM T \‘HU T M! ‘ \HN\ T l T \ ‘ TT r‘ T ‘ T ! TT ‘ TT
miz--> 40 60 80 100 120 140 160 180 200 220

Abundance #62630: 2,3-Dihydro-4,7-dimethyl-1H-1,5-benzodiazepin-

145.0 188.0
11. 50 12 00
5000 m/z 203.10  74.12%
es0 o mse ||
I il | | I
T R B N R EE R
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #78584: 5-Amino-2-(morpholin-4-yl)benzonitrile
145.0 11. 50 12 00
m/z 192.10 64.29%
5000
118.0 203.0
63.0 90.0
1720 |
m/z--> 40 60 80 100 120 140 160 180 200 220 11. 50 120
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126184.D

Acqg On : 13 Nov 2021 23:41
Operator : JU/CG

Sample : M4573-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 unknownll.945 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

11.945 10.30 ng 972325  Phenanthrene-d1e 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 [1,2,4]Triazolo[1,5-a]pyrimidine... 207 C8H9N502 092673-40-0 41
2 2,3-Dihydroxy-6-nitroquinoxaline 207 C8H5N304 002379-56-8 38
3 4(3H)-Pteridinone, 3-hydroxy-2,7... 192 C8H8N402 018106-62-2 25
4 1H-1,3-Benzimidazole-2-methanol,... 192 C10H12N202 1000351-59-7 20
5 1,3-Benzodioxole, 4-methoxy-6-(2... 192 C11H1203 000607-91-0 15

Abundance Scan 1676 (11.945 min): BF126184.D\data.ms (-1673) (| m/z 207.05 100.00%

207.1
105.0
146.1
5000 77.0
5L.0 175.0 T
12.00
L2411 10000 74.11%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #84213: [1,2,4]Triazolo[1,5-a]pyrimidine-6-carboxylic acid
207.0
5000 i256A‘A‘
161.0 :
52.0 95.0 1350 m/z 105.00  64.37%
IERRRRRRRRE
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #84179: 2,3-Dihydroxy-6-nitroquinoxaline
207.0
105.0 S1US.
12.00
5000 8.0 m/Z 146.05 55.77%
78.
51.0 133.0
‘ 179.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance  #67356: 4(3H)-Pteridinone, 3-hydroxy-2,7-dimethyl- H—
192.0 12.00
m/z 145.00 43.63%
5000
162.0
J_Y_rY_Y_Y_Y—rY_Y_Y_Y—rY_Y_Y_F T ‘ T )\\\
m/z--> 40 60 80 100 120 140 160 180 200 220 240 12.00

8270-BF110321.M Tue Nov 16 14:37:19 2021 Page: 22



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126184.D

Acqg On : 13 Nov 2021 23:41
Operator : JU/CG

Sample : M4573-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 20 Benzoic acid, 3-amino-2,5-d... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.151 10.05 ng 948091  Phenanthrene-dle 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 3-amino-2,5-dichloro- 205 C7H5C12NO02 000133-90-4 53
2 Thiazolo[5,4-d]pyrimidine, 2,5-d... 205 C5HC12N3S 013479-89-5 43
3 Benzeneacetonitrile, .alpha.-(ph... 205 C15H11N 016610-80-3 38
4 8-Phenylisoquinoline 205 C15H11N 070125-67-6 38
5 Benzonitrile, 4-(2-phenylethenyl... 205 C15H11N 013041-79-7 38
Abundance Scan 1711 (12.151 min): BF126184.D\data.ms (-1709) (- m/z 205.00 100.00%
205.0
5000
170.0
142.0 1 T
200 67.0 90.0 114.0 12.00 12.50
: m/z 204.00 60.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #81718: Benzoic acid, 3-amino-2,5-dichloro-
205.0
5000 ‘A‘“\ i T
12.00 12.50
63.0 1240  160.0 m/z 207.00 59.63%

90.0

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

Abundance #81653: Thiazolo[5,4-d]pyrimidine, 2,5-dichloro-
205.0

—
12.00 12.50

5000 m/z 206.00  45.79%
170.0
82.0 143.0

w0 o
T “ T L L

‘ u‘u\ ‘h \‘ |
e R S R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #81624: Benzeneacetonitrile, .alpha.-(phenylmethylene)-, T —

205.0 12.00 12.50

m/z 170.00  27.61%

5000

177.0
510 890 jp01510 7| |

m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126184.D

Acqg On : 13 Nov 2021 23:41
Operator : JU/CG

Sample : M4573-01

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Propanoic acid,... 4.445 26.5 ng 2017160 1 6.828 1522540 20.0
Butanoic acid 4.669 11.3 ng 862742 1  6.828 1522540 20.0
unknown5.634 5.634 36.0 ng 2740700 1 6.828 1522540 20.0
Pentanoic acid 5.892 41.3 ng 3141370 1 6.828 1522540 20.0
Hexanoic acid, 7.045 13.5 ng 1030810 1 6.828 1522540 20.0
unknown7.151 7.151 58.6 ng 4463820 1 6.828 1522540 20.0
Phenylethyl Alc... 7.575 14.8 ng 1459430 2 8.116 1966470 20.0
Ethanol, 2-(2-b... 8.028 17.3 ng 1697950 2 8.116 1966470 20.0
Benzeneacetic acid 8.404 19.8 ng 1947010 2  8.116 1966470 20.0
unknown8.822 8.822 9.1 ng 894416 2 8.116 1966470 20.0
1,3-Benzenedianm... 9.745 10.1 ng 1163020 3 9.869 2303790 20.0
p-Anisidine, 3-... 10.839 9.7 ng 918489 4 11.357 1887190 20.0
Benzenamine, 2-... 11.051 167.6 ng 15811700 4 11.357 1887190 20.0
unknownl11.098 11.098 41.1 ng 3877640 4 11.357 1887190 20.0
1-Methyl-5-nitr... 11.157 56.8 ng 5360550 4 11.357 1887190 20.0
2-Amino-4-aceta... 11.786 93.5 ng 8822790 4 11.357 1887190 20.0
1,3-Benzenediam... 11.816 59.7 ng 5634670 4 11.357 1887190 20.0
unknownll.880 11.880 14.0 ng 1320580 4 11.357 1887190 20.0
unknownl11.945 11.945 10.3 ng 972325 4 11.357 1887190 20.0
Benzoic acid, 3... 12.151 10.1 ng 948091 4 11.357 1887190 20.0
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