LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123939.D

Acqg On : 15 May 2021 12:04
Operator : JU/CG

Sample : M2383-08

Misc :

ALS vial : 6 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-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123939.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.169 8 14 19 rVB 1117292 1366813 9.13% 2.639%
2 3.428 224 228 236 rBV2 114914 184148 1.23% 0.356%
3 4.740 446 451 458 rBV 957829 1156782 7.73% 2.234%
4 5.351 551 555 559 rBV 617910 630351 4.21% 1.217%
5 5.392 559 562 566 rvB 821291 700510 4.68% 1.353%
6 5.516 576 583 585 rBV 1075938 1258726 8.41% 2.431%
7 5.539 585 587 593 rVW 266666 439413  2.94%  0.849%
8 5.604 594 598 599 rVW 519526 543116 3.63% 1.049%
9 5.622 599 601 606 rvVB 487914 428491 2.86% 0.827%
106 5.757 618 624 627 rBV 579959 533857 3.57% 1.031%
11 6.092 672 681 684 rBV2 648280 784293  5.24%  1.515%
12 6.116 684 685 689 rvVB 303883 203630 1.36% 0.393%
13 6.228 699 704 707 rBV 297458 262540 1.75% 0.507%
14 6.369 724 728 731 rBV 266641 248243 1.66% 0.479%
15 6.439 732 740 742 rVV 1530459 1760749 11.76% 3.400%
16 6.463 742 744 748 rVB 472412 380365 2.54% 0.735%
17 6.510 748 752 754 rBV 751616 714773  4.77%  1.380%
18 6.528 754 755 758 rVVW2 283574 223509 1.49% 0.432%
19 6.563 758 761 763 rVB 284511 257276 1.72% 0.497%
20 6.592 763 766 769 rBV 549733 410075 2.74% 0.792%
21 6.669 774 779 785 rVVW2 160395 342760 2.29% 0.662%
22 6.734 785 790 793 rVV 2369201 2136801 14.27% 4.126%
23 6.763 793 795 799 rVWV2 246554 229859 1.54% 0.444%
24 6.804 799 802 807 rVB 145382 154045 1.03% 0.297%
25 6.904 815 819 821 rBV 312597 262269 1.75% 0.506%
26 6.934 821 824 826 rVB2 170424 152372 1.02% 0.294%
27 6.963 826 829 832 rBV 1100521 879639 5.88% 1.699%
28 7.051 839 844 846 rBV 870629 841272 5.62% 1.625%
29 7.086 846 850 853 rVB 855782 677660 4.53% 1.309%
30 7.163 856 863 865 rBV2 146105 198386 1.33% 0.383%
31 7.222 868 873 876 rBV 495477 427350 2.85% 0.825%
32 7.298 881 886 890 rvVB 220805 245285 1.64% 0.474%
33 7.351 890 895 897 rBV2 235013 297600 1.99% ©0.575%
34 7.439 907 910 912 rBV 379463 425150 2.84% 0.821%
35 7.463 912 914 919 rVB2 914446 845899 5.65% 1.634%
36 7.581 931 934 936 rBV2 184706 200568 1.34% 0.387%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123939.D

Acqg On : 15 May 2021 12:04
Operator : JU/CG

Sample : M2383-08

Misc :

ALS vial : 6 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-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.928 987 993 996 rBV 401819 420706 2.81% ©.812%
38 7.975 998 1001 1005 rVB2 285057 262338 1.75% ©.507%
39 8.069 1013 1017 1020 rVB 235429 233172 1.56% 0.450%
40 8.169 1032 1034 1036 rBV 203141 195303 1.30% 0.377%
41 8.239 1036 1046 1048 rVV 8916489 14970798 100.00% 28.910%
42 8.269 1048 1051 1055 rVB2 1186856 1132347 7.56%  2.187%
43 8.539 1093 1097 1160 rVB 267198 267273 1.79% ©.516%
44  8.775 1131 1137 1140 rVB 758888 691085 4.62%  1.335%
45 8.904 1153 1159 1162 rVV 1981912 1615501 10.79%  3.120%
46 8.951 1164 1167 1170 rVV2 158949 177845 1.19% 0.343%
47 8.998 1170 1175 1179 rVB 921700 945939  6.32% 1.827%
48 9.263 1216 1220 1223 rVB 1944303 1600736 10.69%  3.091%
49  9.363 1231 1237 1243 rVB 400300 416287 2.78% ©0.804%
50 9.522 1262 1264 1273 rVB5 255262 456372 3.05% 0.881%
51 9.610 1273 1279 1284 rBV2 366621 623212 4.16% 1.203%
52 9.939 1332 1335 1338 rVW 470191 356242 2.38% 0.688%
53 10.145 1367 1370 1373 rVB 473669 365524  2.44% 0.706%
54 10.486 1424 1428 1431 rBV 702884 634749  4.24%  1.226%
55 10.727 1465 1469 1472 rBV 1436320 1378852 9.21% 2.663%
56 11.427 1581 1588 1590 rBV 568562 511006 3.41% ©.987%
57 11.451 1590 1592 1595 rVW 513675 376883 2.52% ©0.728%
58 11.480 1595 1597 1599 rVV 212451 158675 1.06% ©.306%
59 11.957 1674 1678 1682 rVB2 346476 303282 2.03% 0.586%
60 13.015 1853 1858 1861 rBV 1940318 1870120 12.49% 3.611%
61 13.910 2006 2010 2015 rBV 320915 307740 2.06% ©.594%
62 14.062 2032 2036 2040 rBV 387745 387652 2.59% 0.749%

63 15.556 2285 2290 2295 rBV 251787 319093 2.13% 0.616%

Sum of corrected areas: 51783307
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123939.D

Acqg On : 15 May 2021 12:04
Operator : JU/CG

Sample : M2383-08

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF123939.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123939.D

Acqg On : 15 May 2021 12:04
Operator : JU/CG

Sample : M2383-08

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 3
R.T. EstConc Area Relative to ISTD R.T.
2.169 104.23 ng 1366810 1,4-Dichlorobenzene-d4 6.904

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 38
3 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 38
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance  Scan 14 (2.169 min): BF123939.D\data.ms (-8) (-) m/z 73.10 100.00%

3.1
43.0
5000
87.1
R ARaR R
‘ ‘ 571 2.202.302.402.502.60
H’\\H‘\H\‘HH‘HM\‘\‘H“\“\H\“‘H‘\\‘HH‘HH‘HH‘HH‘HH‘HH m/Z 43.05 52.49%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 IR RERRE RN RN RN R
430 2.202.302.402.502.60
: 87.0 m/z 55.10 40.40%
29.0 % ‘
H’HH‘\H”“\H\“‘}\‘H‘\H?‘.\O\\\“\}\\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 T T
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 26.79%
70 1l 0
bl A 1120 1290
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7506: 2-Methyl-5-hexen-3-ol R ARERRAEEEEE
73.0 2.202.302.402.502.60
m/z 41.10 18.42%
55.0
5000
41.0
27.0
, SRR A ARREEISES
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123939.D

Acqg On : 15 May 2021 12:04
Operator : JU/CG

Sample : M2383-08

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Pyridine, 2-methyl-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
4.740 88.21 ng 1156780 1,4-Dichlorobenzene-d4 6.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyridine, 2-methyl- 93 C6H7N 000109-06-8 97
2 Pyridine, 4-methyl- 93 C6H7N 000108-89-4 94
3 Aniline 93 C6H7N 000062-53-3 87
4 Pyridine, 3-methyl- 93 C6H7N 000108-99-6 74
5 2-Amino-2-butenedinitrile 93 C4H3N3 1000196-60-0 64
Abundance Scan 451 (4.740 min): BF123939.D\data.ms (-446) (-) m/z 93.10 100.00%
93.1
66.1
5000
39.0
510 781 \\‘\\\\‘\\\\‘\\\\’\\\\‘
“ ‘ ‘ 4.40 4.60 4.80 5.00
\\\‘\\\\‘\\\\‘\\\\‘\\\‘\H"\‘\\\!‘\‘\\“1‘\\\‘\\\\‘\\\\‘\\‘\\‘\\ m/z 66.16 55.83%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2502: Pyridine, 2-methyl-
93.0
5000 L L R IR B
390 66.0 4.40 4.60 4.80 5.00
51.0 78.0 m/z 39.00 27.88%
27.0
\\\1‘.\()\\\‘l\?\-\o‘\\LH‘\\\‘!"H\\\H!‘f\\‘}H\‘!‘\\\!‘\\\\‘!1\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2505: Pyridine, 4-methyl-
93.0
A e
4.40 4.60 4.80 5.00
5000 m/z 92.10 26.85%
40.0 66.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2496: Aniline R e
93.0 4.40 4.60 4.80 5.00
m/z 51.00 24.27%
5000 66.0
400 52.0 780 |
[N ly
e e e e e e e e A e R
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123939.D

Acqg On : 15 May 2021 12:04
Operator : JU/CG

Sample : M2383-08

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Pyridine, 3-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
5.351 48.07 ng 630351 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyridine, 3-methyl- 93 C6H7N 000108-99-6 97
2 Pyridine, 4-methyl- 93 C6H7N 000108-89-4 96
3 Pyridine, 2-methyl- 93 C6H7N 000109-06-8 91
4 Aniline 93 C6H7N 000062-53-3 91
5 2-Pyridineacetic acid 137 C7H7NO2 013115-43-0 83
Abundance Scan 555 (5.351 min): BF123939.D\data.ms (-551) (-) m/z 93.10 100.00%
93.1
39.0
T
| 51‘ 81 5.00 5.20 5.40 5.60
H‘,H“‘H“_‘Jjﬁ “”‘WWMH b m/z 66.00  48.42%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2504: Pyridine, 3-methyl-
93.0
5000 66.0 T T T T T T
39.0 5.00 5.20 5.40 5.60

m/z 39.00 34.10%

T

\\\’:!-\5\0\‘\\23\0‘\\\‘!‘\\\\“}w\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2501: Pyridine, 4-methyl- AMJ

93.0

5.00 5.20 5.40 5.60

5000 39.0 66.0 ITI/Z 65.00 34.01%
150 27 \H Hm m\\“ 8.0 “\
A RS AR A R AR RS RRRRR RERRN NN
m/z--> 10 20 30 40 50 60 70 80 90 100 A
Abundance #2498: Pyridine, 2-methyl- e ARARGRRER L
93.0 5.00 5.20 5.40 5.60

m/z 92.10 30.04%

66.0
5000

39.0 51.0 78.0
15.0 27.0 NM\ \M mﬂ

\ \ |

m/z--> 10 20 30 40 50 60 70 80 90 100 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123939.D

Acqg On : 15 May 2021 12:04
Operator : JU/CG

Sample : M2383-08

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Pyridine, 2,6-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.604 41.42 ng 543116 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyridine, 2,6-dimethyl- 107 C7HON 000108-48-5 97
2 6-Amino-6-methylfulvene 107 C7HSN 000694-74-6 83
3 Pyridine, 2,3-dimethyl- 107 C7HSN 000583-61-9 64
4 Pyridine, 3,5-dimethyl- 107 C7HSN 000591-22-0 55
5 Pyridine, 2,4-dimethyl- 107 C7HON 000108-47-4 49
Abundance Scan 598 (5.604 min): BF123939.D\data.ms (-594) (-) m/z 107.10 100.00%
107.1
5000
39.0 66.1
92.1 A A A
‘ 79.1 ‘ 5.20 5.40 5.60 5.80 6.00
‘_“w“uHH‘H}WH“H“‘H‘H;H“_“w“‘h“w m/z 106.10  41.79%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5196: Pyridine, 2,6-dimethyl-
10y.0
5.20 5.40 5.60 5.80 6.00
39.0 66.0 92.0 m/z 66.10  33.90%
79.0
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5188: 6-Amino-6-methylfulvene
107.0 ﬁ
Ramar e e R
5.20 5.40 5.60 5.80 6.00
5000 m/z 38.95  32.67%
66.0 92.0
3 0 77 0
51 0 |
“H“_“w‘“w“u“u‘“H‘,H“_“‘_“w“u
mfz--> 20 30 40 50 60 70 80 90 100 110
Abundance #5193: Pyridine, 2,3-dimethyl- _““H“,H“‘H“‘H
107.0 5.20 5.40 5.60 5.80 6.00

m/z 65.00  25.78%

5000
39.0
66.0 790 92.0
Lse PO

m/z--> 20 30 40 50 60 70 80 90 100 110 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123939.D

Acqg On : 15 May 2021 12:04
Operator : JU/CG

Sample : M2383-08

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 6 unknown5.622 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
5.622 32.68 ng 428491 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenenitrile, 2,3,3-trifluoro- 107 C3F3N 000433-43-2 9
2 2-Pentenedinitrile 92 C5H4N2 007717-24-0 9
3 Phosphorus pentafluoride 126 F5P 007647-19-0 1
4 Methyltetrafluorophosphorane 122 CH3F4P 1000306-13-4 1
5 Hydrogen chloride 36 CIH 007647-01-0 1

Abundance Scan 601 (5.622 min): BF123939.D\data.ms (-599) (-) m/z 107.10 100.00%

107.1
5000
65.1 92.1 A
380 529 A AT
‘ ‘ ‘ ‘ 79.1 ‘ 5.20 5.40 5.60 5.80 6.00
‘H‘H‘w‘H‘_‘mJu‘ﬂhk“ﬂjw‘JUw‘mwu‘w‘m‘w‘u m/z 65.10  32.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5124: 2-Propenenitrile, 2,3,3-trifluoro-
31.0 107.0
5000 L LA L B R
5.20 5.40 5.60 5.80 6.00
57.0 88.0 m/z 92.10  30.30%
|| ‘43.0 ‘ ‘ 69‘.0 Il ‘ |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2443: 2-Pentenedinitrile
27.0
Rmaas e e
5.20 5.40 5.60 5.80 6.00
5000 m/z 106.10 21.04%
41.0
14.0 66.0 92.0
eyl 58O, A 78O T
miz--> 10 20 30 40 50 60 70 80 90 100 110 ﬂ
Abundance #11645: Phosphorus pentafluoride - e e
107.0 5.20 5.40 5.60 5.80 6.00
m/z 38.00 20.38%
5000
88.0
50.0
19.0 31.0 ‘ 69.0 ) ﬂ A
T e e e e e e Emaas e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123939.D

Acqg On : 15 May 2021 12:04
Operator : JU/CG

Sample : M2383-08

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 7 p-Xylene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
5.757 40.71 ng 533857 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Xylene 106 C8H10 000106-42-3 97
2 Benzene, 1,3-dimethyl- 106 C8H1e0 000108-38-3 97
3 o-Xylene 106 C8H1e 000095-47-6 97
4 Ethylbenzene 106 C8H10 000100-41-4 87
5 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H1@ 002175-91-9 83
Abundance Scan 624 (5.757 min): BF123939.D\data.ms (-618) (-) m/z 91.10 100.00%
91.1
5000 106.1
Ht
39.0 51.0 454 77.0 5.40 5.60 5.80 6.00
H‘H‘W‘H‘_‘NMH‘AMH‘HMMW‘MWM‘Hwh‘wwhuw‘u“ m/z 106.10  38.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5081: p-Xylene
91.0
5000 106.0
5.40 5.60 5.80 6.00
770 m/z 105.10 19.79%
2000 w070 |
. i | . [
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5102: Benzene, 1,3-dimethyl-
91.0 A
e e
5.40 5.60 5.80 6.00
5000 106.0 m/z 51.00 13.19%
39.0 77.0
A A T
| N I . il
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 JL ﬁ,\
Abundance #5076: o-Xylene “H“‘H“,H“_“WA
91.0 5.40 5.60 5.80 6.00
m/z 77.00 11.27%
5000 106.0
39.0 51.0 g50 770 ‘
450 270 T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00

8270-BF051421.M Tue May 18 05:59:54 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123939.D

Acqg On : 15 May 2021 12:04
Operator : JU/CG

Sample : M2383-08

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Pyridine, 2,4-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.092 59.81 ng 784293 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyridine, 2,4-dimethyl- 107 C7HON 000108-47-4 96
2 Pyridine, 3,4-dimethyl- 107 C7HSN 000583-58-4 93
3 Pyridine, 3,5-dimethyl- 107 C7HSN 000591-22-0 90
4 Pyridine, 2,6-dimethyl- 107 C7HSN 000108-48-5 90
5 Pyridine, 2,3-dimethyl- 107 C7HON 000583-61-9 81

Abundance Scan 681 (6.092 min): BF123939.D\data.ms (-672) (-)
107.1

5000
79.1
39.0 65.1 92.1
51.0 ‘ ‘
\\‘\\\\‘\\\\‘\\\‘1“1\\\““\‘\\“H\‘\“\“\\\‘\‘“\\\\‘\\\\‘\\\\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5202: Pyridine, 2,4-dimethyl-
107.0
5000
79.0
39.0 1o 65.0 92.0
27.0 ‘ : ‘
\\‘]\-\5\-(\)‘\\{H‘\\\‘1“}\\\}‘“\\\‘}H‘lw‘\\\Ml\\\\‘\\\\‘\\\1‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5186: Pyridine, 3,4-dimethyl-
107.0
5000
79.0
92.0
5 270 39"0 51.0 65.0 |
S 10 N 1 N A NS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5199: Pyridine, 3,5-dimethyl-
107.0
5000
79.0
39.0 92.0
27.0 510 650 ‘
H‘H“_‘Ju“N‘MH‘HW“HHWW“M}‘H“H“_‘MM“H‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110

8270-BF051421.M Tue May 18 ©5:59:55 2021

m/z 107.10 100.00%

5.80 6.00 6.20 6.40
m/z 106.10  49.29%

=

5.80 6.00 6.20 6.40
m/z 79.10 34.71%

=

5.80 6.00 6.20 6.40
m/z 39.00  28.58%

e

5.80 6.00 6.20 6.40
m/z 92.10 23.74%

g—

5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123939.D

Acqg On : 15 May 2021 12:04
Operator : JU/CG

Sample : M2383-08

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 2,4-Dimethylfuran Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.439 134.27 ng 1760750 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dimethylfuran 96 C6H80 003710-43-8 78
2 3-Heptyne 96 C7H12 002586-89-2 64
3 1-Pentyne 68 C5H8 000627-19-0 62
4 2-Cyclopenten-1-one, 3-methyl- 96 C6H80 002758-18-1 55
5 Cyclopentene 68 C5H8 000142-29-0 47
Abundance Scan 740 (6.439 min): BF123939. D\datams(732)() m/z 53.00 100.00%
53.0 67.1 §.1
39.0
5000 81.1
120.1 e et
H ‘ ‘ ‘ 6.20 6.40 6.60 6.80
H\‘HH‘HH‘\H‘\’!\H“!M‘\“‘H\1\‘\\\‘1“\\\\“H‘\‘\Ml\’\\\\‘\\\\‘\\\ m/z 96.16 97-65%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2795: 2,4-Dimethylfuran
67.0 96.0
53.0
5000 390 L B I LA LA BN B U
6.20 6.40 6.60 6.80
810 m/z 105.10  96.35%
H\‘HH‘\H‘RHH"\‘\H‘HH‘H‘H‘HH‘HH‘H‘\‘HH’HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2830: 3-Heptyne
67.0 96.0 M
e AEEERRRE Ea
41.0 810 6.20 6.40 6.60 6.80
5000 m/z 67.10 89.57%
,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #418: 1-Pentyne
67.0 6.20 6.40 6.60 6.80
m/z 39.00 77.77%
40.0
5000
120#,,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.20 6.40 6.60 6.80

8270-BF051421.M Tue May 18 05:59:55 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123939.D

Acqg On : 15 May 2021 12:04
Operator : JU/CG

Sample : M2383-08

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Benzene, 1-ethyl-3-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.463 29.01 ng 380365 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 744 (6.463 min): BF123939.D\data.ms (-742) (-) m/z 105.10 100.00%
105.1
5000
120.1 ]U\A )\
R AREEEERT B
510 77.0 91‘-1 6.20 6.40 6.60 6.80
e 310 LA L Ll wyz 120010 27.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9428: Benzene, 1-ethyl-3-methyl-
105.0
5000
6.20 6.40 6.60 6.80
120.0 9
o 77.0 91.0 m/z 91.10 13.31%
H‘\\H‘\2\7\'?\\\\“\H\i‘\.\\\‘ﬁﬂ.‘.\o\‘\\\‘H‘HH“‘}\\\‘\‘\1\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
6.20 6.40 6.60 6.80
5000 m/z 77.05 12.19%
120.0
39.0 . .
20 0 830 TP
e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105.0 6.20 6.40 6.60 6.80
m/z 79.10 10.89%
5000
120.0
77.0 91.0
A0 e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.20 6.40 6.60 6.80

8270-BF051421.M Tue May 18 ©5:59:56 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123939.D

Acqg On : 15 May 2021 12:04
Operator : JU/CG

Sample : M2383-08

Misc :

ALS vial : 6 Sample Multiplier: 1

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

Quant Title

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

BFO051421.M

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 Pyridine, 2,4,6-trimethyl-

Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
6.669 26.14 ng 342760 1,4-Dichlorobenzene-d4 6.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyridine, 2,4,6-trimethyl- 121 C8H11IN 000108-75-8 90
2 Pyridine, 2,3,6-trimethyl- 121 C8H11N 001462-84-6 64
3 Benzenamine, 3,5-dimethyl- 121 C8H11N 000108-69-0 49

4 3-Methoxy-3-phenylpropyl chloride 184 C1@H13ClO0
5 Benzenamine, 2,3-dimethyl- 121 C8H11N

Abundance Scan 779 (6.669 min): BF123939.D\data.ms (-774) ( )

121.
5000
79.0
39.0 106.1
\\‘\\\\‘\\\\‘\\\}‘i‘!\\\ﬁ‘}\\‘\q\?\o‘\\\‘H\\\\9‘2\\(\)\‘\\\‘\‘\\\\‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9616: Pyridine, 2,4,6-trimethyl-
121.0
5000
79.0
39.0 106.0
\\‘\\\\‘\\\\‘\\\}M\\\m‘\\\‘\\?\(‘)\\\‘1}\\\\9‘\3\(\)\‘\\!\‘\\\\‘1\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9599: Pyridine, 2,3,6-trimethyl-
121.0
5000
79.0
) 106.0
o280 W\MW;MR\MH\2%9_‘1‘_‘”‘“
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9613: Benzenamine, 3,5-dimethyl-
121.0
5000 106.0
77.0
QLO
m/z--> 10 20 30 40 50 60 70 80 90 100110120

8270-BF051421.M Tue May 18 ©5:59:56 2021

1000370-35-5 47
000087-59-2 45

m/z 121.10 100.00%

%

6.40 6.60 6.80 7.00
m/z 79.05 34.76%

é

6.40 6.60 6.80 7.00
m/z 120.20  28.56%

%

6.40 6.60 6.80 7.00
m/z 106.10 20.82%

%

6.40 6.60 6.80 7.00
m/z 77.05 19.93%

é

6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123939.D

Acqg On : 15 May 2021 12:04
Operator : JU/CG

Sample : M2383-08

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Benzene, 1,2,4-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.734 162.95 ng 2136800 1,4-Dichlorobenzene-d4 6.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Mesitylene 120 CO9H12 000108-67-8 90
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 87
5 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 81

Abundance Scan 790 (6.734 min): BF123939.D\data.ms (-785) (-) m/z 105.10 100.00%

105.1
5000
=gl
R ARNmaEEE R
51.0 77.0 91.1 6.40 6.60 6.80 7.00
e 80 88 L b b miz 120010 37.00%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #9410: Benzene, 1,2,4-trimethyl-
105.0
5000 120.0
6.40 6.60 6.80 7.00
28.0 770 910 m/z 77.05 12.97%
\\%\4‘\".\0\’\\\“\’\\H"‘\\\\"“1‘\\\“\4\}\(\)‘\Hm‘\\\\“‘\\HU‘H\‘H‘\‘\“‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
6.40 6.60 6.80 7.00
m/z 91.10 11.70%
5000 120.0 /
39.0 77.0 91.0
",17‘559,‘H‘\,m“,Mm‘,‘\u"6‘?;‘9‘,”“1‘,‘m,‘uH,“‘!‘,HMH‘,‘HH,
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9400: Mesitylene
105.0 6.40 6.60 6.80 7.00
120.0 m/z 119.10 11.48%
5000
39.0 0 770 910 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.40 6.60 6.80 7.00

8270-BF051421.M Tue May 18 05:59:56 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123939.D

Acqg On : 15 May 2021 12:04
Operator : JU/CG

Sample : M2383-08

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Benzene, 1,2,3-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.963 67.08 ng 879639 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 97
3 Mesitylene 120 CO9H12 000108-67-8 94
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 829 (6.963 min): BF123939.D\data.ms (-826) (-) m/z 105.10 100.00%
105.1
5000

120.1 Ul A

390 o34 77‘-0 91.0 6.60 6.80 7.00 7.20
\\’\\\\’\\\\’\\\\"‘\\\\"“\‘\\‘\“‘\‘\‘\\‘\\\\‘“\\\\“‘\‘\\\‘\\‘\‘\‘\\‘\‘\“‘\\\\‘ m/z 126.16 34.79%

m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
5000
1200 6.60 6.80 7.00 7.20
770 m/z 77.05 13.80%
39.0 0 910
\\’]\_\5\.\0’H\“1’\\H"‘\\\\"“1‘1H??\“\O\‘\\\m‘\\\\“HH‘\‘\l\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9410: Benzene, 1,2,4-trimethyl-
105.0
6.60 6.80 7.00 7.20
5000 120.0 ITI/Z 91.05 11.68%
28.0 77.0 91.0
240 880
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9399: Mesitylene
105.0 6.60 6.80 7.00 7.20
120.0 ITI/Z 79.10 10.62%
5000

77.0
39\.\0 L 63.0 L 91\'0 \;\ ‘\

\\\\\\\\\r\\\\\\\\\\\\\\‘\‘H\\\\\\\\\\\\\\\\\‘\‘\\\\\
I | | I I l | | | I | | I

m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.60 6.80 7.00 7.20

3

8270-BF051421.M Tue May 18 ©5:59:57 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123939.D

Acqg On : 15 May 2021 12:04
Operator : JU/CG

Sample : M2383-08

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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-Cyclopenten-1-one, 2,3-di... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.051 64.15 ng 841272 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclopenten-1-one, 2,3-dimethyl- 110 C7H100 001121-05-7 91
2 4-Methyl-1,3-pentadiene 82 C6H10 000926-56-7 64
3 (2),(Z)-2,4-Hexadiene 82 CeH1e 006108-61-8 64
4 2,4-Hexadiene, (E,Z)- 82 C6H10 005194-50-3 64
5 2,4-Hexadiene 82 C6H10 000592-46-1 64
Abundance Scan 844 (7.051 min): BF123939.D\data.ms (-839) (-) m/z 67.05 100.00%
67.0
110.1
5000
39.0

53.0 95.1 '\_’T/\\H‘Hj\L\’HH‘\HA“\H

‘ H 81.1 6.80 7.00 7.20 7.40
el Ml L1840 h/7 11.10  57.37%

m/z--> 20 30 40 50 60 70 80 90 100110120130 140

Abundance #5862: 2-Cyclopenten-1-one, 2,3-dimethyl-

67.0
110.0
5000 \/\\H‘H\A\’HH‘A\H\‘\H
6.80 7.00 7.20 7.40
39.0 9
H 53.0 810 95.0 m/z 38.95 29.65%
\\‘\\‘1‘\““\}i1‘\HNH‘\\‘\‘\M!‘\\\‘\“M\\\‘\\‘\\‘HH“HH‘HH‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #1241: 4-Methyl-1,3-pentadiene
67.0
R N AR s
82.0 6.80 7.00 7.20 7.40
5000 ’ m/z 54.00 20.71%
39.0
53.0
250l ol el
m/z--> 20 30 40 50 60 70 80 90 100110120 130140
Abundance #1226: (2),(2)-2,4-Hexadiene AR R AR
67.0 6.80 7.00 7.20 7.40
m/z 41.05 19.35%
82.0
5000 410
27.0
"""M"‘;;1‘H;MHM"MM1"‘m“h""‘H_WW_WH_ A1 AN VY1
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123939.D

Acqg On : 15 May 2021 12:04
Operator : JU/CG

Sample : M2383-08

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Indane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.086 51.68 ng 677660 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 90
2 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 74
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 72
4 Deltacyclene 118 C9H1e0 007785-10-6 68
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
Abundance Scan 850 (7.086 min): BF123939.D\data.ms (-846) (-) m/z 117.05 100.00%
117.1
5000
910 \\/\\‘HH‘HH‘H\T“/\\]\\H
39.0 63.1 771 ‘ 6.80 7.00 7.20 7.40
et e b 2040 gz 118,10 51.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #8951: Indane
117.0
5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\ﬂ
6.80 7.00 7.20 7.40
m/z 115.05 32.84%
390 630 910
H‘HH‘\H‘-\O‘HH“.\H\i‘\HM}‘\-‘\\‘\7\7{(‘)\\\\“\\\%qﬁ.p‘\\!\“\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8954: (Z)-1-Phenylpropene
117.0
6.80 7.00 7.20 7.40
5000 ITI/Z 91.05 17.69%
91.0
51.0 650
™~ 78.0
NN O S A T 2.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8961: Benzene, 2-propenyl-
117.0 6.80 7.00 7.20 7.40
m/z 63.10 10.90%
5000 91.0
39.0 65.0
78.0
rereprereperer Bl 2080
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Data Path :

Data File : BF123939.D

Acqg On : 15 May 2021 12:04
Operator : JU/CG

Sample : M2383-08

Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

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

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Cyclohexen-1-one, 3-methyl-

R.T. EstConc Area

Concentration Rank 15

7.222 32.59 ng 427350

Hit# of 5 Tentative ID

1 2-Cyclohexen-1-one, 3-methyl-
2 Benzene, 4-ethyl-1,2-dimethyl-
3 Benzene, 1-ethyl-2,3-dimethyl-
4 Benzene, 1,2,3,5-tetramethyl-

Relative to ISTD R.T.
1,4-Dichlorobenzene-d4 6.904

MW MolForm CASH# Qual

110 C7H100 001193-18-6 91

134 CloH14 000934-80-5 25

134 C1eH14 000933-98-2 25

134 C1eH14 000527-53-7 25

5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134

CleH14

Abundance Scan 873 (7.222 min): BF123939.D\data.ms (-868) (-)

076089-59-3 25

m/z 82.10 100.00%

82.1
119.1
e
‘ ‘ 65,1 ‘ 10# 13‘5 1 6.80 7.00 7.20 7.40 7.60
\‘\\\\‘\\\\"H\\‘H‘\“‘Mi\\M“\\‘\"“\‘\‘\w}\\‘\.‘\ m/Z 119.10 57.19%
m/z--> 0 20 40 60 80 100 120 140
Abundance #5849: 2-Cyclohexen-1-one, 3-methyl-
82.0
5000 39.0
110.0 6.80 7.00 7.20 7.40 7.60
m/z 38.95 47 .95%
T \1\5\'? \“1‘\ \“"“\ \?} ‘\.0‘ \”‘\ T \”‘ ‘\ L T (L
m/z--> 0 20 40 60 80 100 120 140
Abundance #14875: Benzene, 4-ethyl-1,2-dimethyl-
119.0
RRARN A e R
6.80 7.00 7.20 7.40 7.60
5000 m/z 54.10 47 .80%
91.0
39.0 65.0
T \1\5‘;?\‘\ \ \‘,‘\ R \‘”‘ - ,‘1“\ \‘M \ \1%?‘0\
m/z--> 0 20 40 60 80 100 120 140
Abundance #14874: Benzene, 1-ethyl-2,3-dimethyl- R L
119.0 6.80 7.00 7.20 7.40 7.60
m/z 110.10 32.79%
5000
91.0
S i B RS LI ST 9 1 O
m/z--> 0 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123939.D

Acqg On : 15 May 2021 12:04

Operator Ju/caG

Sample : M2383-08

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ 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 Ethanone, 1-(4-methylphenyl)- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
8.069 23.88 ng 233172 Naphthalene-d8 8.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(4-methylphenyl)- 134 C9H100 000122-00-9 97
2 Ethanone, 1-(3-methylphenyl)- 134 C9H100 000585-74-0 95
3 Ethanone, 1-(2-methylphenyl)- 134 C9H1e0 000577-16-2 90
4 Benzaldehyde, 4-methyl- 120 C8H80 000104-87-0 72
5 4-Methylbenzoyl isothiocyanate 177 C9H7NOS 016794-68-6 72

Abundance Scan 1017 (8.069 min): BF123939.D\data.ms (-1013) (-)
119.1

m/z 119.10 100.00%

91.1
5000
430 ‘ 135 2 7.80 8.00 8.20 8.40
‘““‘“‘uuﬁ“ﬂ"uw,‘WU‘,c“wﬁ““““‘ m/z 91.10  96.93%
miz--> 20 40 80 100 120 140
Abundance #15339: Ethanone 1(4|netthhenyD
19.0
91.0
5000 L B L B L B B
7.80 8.00 8.20 8.40
65.0 m/z 65.80  30.57%
150 0 u | 130
\\\‘\\\\‘\\1\‘\\\\’\\\\’\\\\’\\\\‘\\\\
miz--> 20 60 80 100 120 140
Abundance #15328.Ethanone,l{34netthhenyD—
19.0
91.0
R
7.80 8.00 8.20 8.40
5000 m/z 134.05 27.18%
65.0
43.0
ECT-NY I N N . L
miz--> 20 40 60 80 100 120 140
Abundance #15329: Ethanone, 1-(2-methylphenyl)- A
91.0 119.0 7.80 8.00 8.20 8.40
m/z 63.00 17.34%
5000
65.0
o U wso
e B “““ “‘,“‘ s P T ey
m/z--> 20 40 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123939.D

Acqg On : 15 May 2021 12:04

Operator Ju/caG

Sample : M2383-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 18 Isoquinoline Concentration Rank 17

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

8.539 27.37 ng 267273 Naphthalene-d8 8.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isoquinoline 129 C9H7N 000119-65-3 95
2 2-Propenenitrile, 3-phenyl-, (E)- 129 C9H7N 001885-38-7 93
3 Quinoline 129 C9H7N 000091-22-5 93
4 Benzeneacetonitrile, .alpha.-met... 129 C9H7N 000495-10-3 87
5 2,4-Dicyanopyridine 129 C7H3N3 029181-50-8 76

Abundance Scan 1097 (8.539 min): BF123939.D\data.ms (-1093) (-)
129.1

m/z 129.05 100.00%

5000 105.1 A
51.0 R N R R A
H 75 0 L 8.20 8.40 8.60 8.80
\\\\‘\\\\““‘\\1\““\‘\\ ‘\\“\\‘“1\‘1‘\‘\‘\‘\’\\\\‘\\\ m/Z 105.05 38.57%
m/z--> 20 60 80 100 120 140 160
Abundance #13075: Isoquinoline
129.0
5000
8.20 8.40 8.60 8.80
102.0 9
51.0 m/z 102.10 28.92%
‘ 75.0 ‘
\\\\‘\\\\‘\\‘\‘\\\‘Hh‘\\\\‘H\\\\‘\\‘\\’\\\\‘\\\
m/z--> 20 40 80 100 120 140 160
Abundance #13079.2-Propenennrne,3—phenyL,(E}
129.0
AT
8.20 8.40 8.60 8.80
5000 m/z 51.00 22.46%
102.0
51.0 78.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #13073: Quinoline
129.0 8.20 8.40 8.60 8.80
m/z 128.00 19.64%
5000
102.0
51‘0 76.0 ‘ |
| i 1l
N L A o N ARSI R R Rl
m/z--> 20 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123939.D

Acqg On : 15 May 2021 12:04

Operator Ju/caG

Sample : M2383-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 19 1H-Inden-1-one, 2,3-dihydro-

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
8.775 70.77 ng 691085 Naphthalene-d8 8.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 98
2 1,3,5,7-Cyclooctatetraene 104 C8H8 000629-20-9 70
3 Bicyclo[4.2.0]octa-1,3,5-triene 104 C8H8 000694-87-1 64
4 Styrene 104 C8H8 000100-42-5 64
5 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 58

Abundance Scan 1137 (8.775 min): BF123939.D\data.ms (-1131) (-)
1

041 4351

m/z 104.10 100.00%

78.0
5000 51.0
Py T ey
‘ ‘ H 8.40 8.60 8.80 9.00
0ol M L1803y 65 83.47%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14545: 1H-Inden-1-one, 2,3-dihydro-
104.0
132.0
5000 78'0 LI L L L LA R BB
51.0 8.40 8.60 8.80 9.00
m/z 103.05 54.62%
27.0 ‘ ‘
\\\\‘\‘\\\“‘\\‘1\““\\\ “\\‘\\‘UU\\\‘\\\‘\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #4880: 1,3,5,7-Cyclooctatetraene
104.0
8.40 8.60 8.80 9.00
5000 78.0 m/z 78.05 45.47%
51.0
TN .
m/fz--> 20 40 60 80 100 120 140 160
Abundance #4881: Bicyclo[4.2.0]octa-1,3,5-triene
104.0 8.40 8.60 8.80 9.00
m/z 50.95 38.07%
5000 78.0
51.0
27.0 ‘ ‘ ‘
SR S 7 P | — BINIWANITLL | e
m/z--> 20 40 60 80 100 120 140 160 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123939.D

Acqg On : 15 May 2021 12:04
Operator : JU/CG

Sample : M2383-08

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Naphthalene, 1,6-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.522 25.62 ng 456372  Acenaphthene-d10 9.939

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 91
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 91
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 90
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 90
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 87

Abundance Scan 1264 (9.522 min): BF123939.D\data.ms (-1262) (-) m/z 156.05 100.00%
156.1

5000
9.50
m/z 141.05 79.40%
m/z--> 20 40 60 80 100 120 140 160
Abundance #28501: Naphthalene, 1,6-dimethyl-
156.0
5000 P ey
9.50
m/z 117.10  45.16%
115.0 139.0
‘2\8\.(\)\ ‘4?.9\ ‘\69'\()\ ’ T \9\8.‘0\ T \‘\ ‘ \“1‘\ \“"\ \‘uﬂ‘“ L
m/z--> 20 40 60 80 100 120 140 160
Abundance #28489: Naphthalene, 2,6-dimethyl-
156.0
W b sy
9.50
5000 m/z 155.10  38.23%
77.0 115.0
51.0 139.0
20, rw b0 |y Ml
m/z--> 20 40 60 80 100 120 140 160 }\M ”j\q
Abundance #28498: Naphthalene, 1,4-dimethyl- b T LU
156.0 9.50
m/z 115.10  32.32%
5000
115.0
270 510 770 940 ‘ T m
I B B A LI LA I B A S

m/z--> 200 40 60 80 100 120 140 160 9.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123939.D

Acqg On : 15 May 2021 12:04
Operator : JU/CG

Sample : M2383-08

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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... 2.169 104.2 ng 1366810 1 6.904 262269 20.0
Pyridine, 2-met... 4.740 88.2 ng 1156780 1 6.904 262269 20.0
Pyridine, 3-met... 5.351 48.1 ng 630351 1 6.904 262269 20.0
Pyridine, 2,6-d... 5.604 41.4 ng 543116 1 6.904 262269 20.0
unknown5.622 5.622 32.7 ng 428491 1 6.904 262269 20.0
p-Xylene 5.757 40.7 ng 533857 1 6.904 262269 20.0
Pyridine, 2,4-d... 6.092 59.8 ng 784293 1 6.904 262269 20.0
2,4-Dimethylfuran 6.439 134.3 ng 1760750 1 6.904 262269 20.0
Benzene, 1l-ethy... 6.463 29.0 ng 380365 1 6.904 262269 20.0
Pyridine, 2,4,6... 6.669  26.1 ng 342760 1  6.904 262269 20.0
Benzene, 1,2,4-... 6.734 162.9 ng 2136800 1 6.904 262269 20.0
Benzene, 1,2,3-... 6.963 67.1 ng 879639 1 6.904 262269 20.0
2-Cyclopenten-1... 7.051 64.2 ng 841272 1 6.904 262269 20.0
Indane 7.086 51.7 ng 677660 1 6.904 262269 20.0
2-Cyclohexen-1-... 7.222 32.6 ng 427350 1 6.904 262269 20.0
Ethanone, 1-(4-. 8.069 23.9 ng 233172 2 8.198 195303 20.0
Isoquinoline 8.539 27.4 ng 267273 2 8.198 195303 20.0
1H-Inden-1-one,... 8.775 70.8 ng 691085 2 8.198 195303 20.0
Naphthalene, 1,... 9.522 25.6 ng 456372 3 9.939 356242 20.0
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