LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127129.D

Acqg On : 01 Mar 2022 21:25
Operator : CG\JU

Sample : N1688-12

Misc :

ALS Vvial : 17 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-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127129.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.234 154 161 167 rBV 35631 59203 1.78% 0.218%
2 3.393 182 188 201 rVB 92360 166141 4.99% 0.612%
3 3.863 256 268 276 rVB 51531 90113 2.70% ©.332%
4 3,975 282 287 293 rBV 61318 79741  2.39% 0.294%
5 5.110 476 480 482 rBV 32665 41397 1.24% ©0.153%
6 5.187 482 493 499 rVB3 40349 118738 3.56% 0.438%
7 5.375 521 525 529 rVB 782782 677284 20.33%  2.496%
8 5.510 539 548 552 rBV2 1535546 1821310 54.67% 6.712%
9 5.616 555 566 568 rBvV 28057 51403 1.54% 0.189%
106 5.687 575 578 583 rBV 47218 42722 1.28% 0.157%
11 5.740 583 587 590 rBV 584140 499874 15.00%  1.842%
12 5.998 625 631 638 rBv 55916 110366 3.31% 0.407%
13 6.057 638 641 644 rVB 81154 63802 1.92% 0.235%
14 6.345 688 690 694 rBV 78747 63174 1.90% 0.233%
15 6.410 699 701 704 rW 69142 51946 1.56% 0.191%
16 6.445 704 707 710 rVW 164087 135001 4.05% 0.497%
17 6.487 710 714 716 rVW2 64205 57081 1.71% 0.210%
18 6.516 716 719 724 rVWW 854422 846819 25.42%  3.121%
19 6.575 726 729 732 rVB 190592 164965 4.95% 0.608%
20 6.710 749 752 758 rVB 692578 554801 16.65% 2.045%
21 6.887 779 782 785 rBV 613957 525171 15.76% 1.935%
22 6.945 789 792 797 rVB 403278 351540 10.55% 1.295%
23  7.069 809 813 816 rBV 261689 224128 6.73% 0.826%
24 7.145 822 826 833 rBV5 34300 71146  2.14% 0.262%
25 7.204 833 836 841 rBV3 49883 65231 1.96% 0.240%
26 7.292 846 851 854 rBV3 106261 124445 3.74% 0.459%
27 7.422 867 873 875 rBV3 139261 204851 6.15% 0.755%
28 7.457 875 879 882 rVV 2252598 2121684 63.69% 7.819%
29 7.510 885 888 893 rvv2 44088 59582 1.79% 0.220%
30 7.563 893 897 901 rVB3 67422 88691 2.66% 0.327%
31 7.657 910 913 915 rBV 59588 54182 1.63% ©0.200%
32 7.681 915 917 922 rVV3 83109 134874 4.05% 0.497%
33 7.739 922 927 930 rVB3 60413 79840 2.40% 0.294%
34 7.839 942 944 949 rVB2 52410 57187 1.72% 0.211%
35 7.910 949 956 962 rBvV3 216011 436246 13.09% 1.608%
36 8.010 970 973 981 rVB5 41761 73946 2.22% 0.273%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127129.D

Acqg On : 01 Mar 2022 21:25
Operator : CG\JU

Sample : N1688-12

Misc :

ALS Vvial : 17 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-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.075 981 984 989 rBV 134261 158250 4.75% 0.583%
38 8.175 997 1001 1003 rBV 832942 715226 21.47% 2.636%
39 8.192 1003 1004 1007 rVB 260293 172486 5.18% 0.636%
40 8.434 1039 1045 1046 rBV2 178734 218174 6.55% 0.804%
41  8.451 1046 1048 1053 rVB 337923 295568 8.87% 1.089%
42 8.545 1058 1064 1067 rVVé 73260 125552 3.77% 0.463%
43 8.604 1067 1074 1078 rBV2 290671 366725 11.01% 1.351%
44  8.763 1096 1101 1105 rBV5 49063 69795 2.09% 0.257%
45  8.886 1118 1122 1124 rBV3 55582 68897 2.97% 0.254%
46 8.933 1128 1130 1133 rVV2 83699 76856  2.31% 0.283%
47  8.986 1136 1139 1141 rVV 229054 209257 6.28% 0.771%
48 9.010 1141 1143 1146 rVV2 118107 126160 3.79% 0.465%
49 9.045 1146 1149 1154 rVB3 73328 86558 2.60% 0.319%
50 9.175 1165 1171 1176 rBV5 166252 288018 8.65% 1.061%
51 9.251 1179 1184 1187 rVB 4095376 3331504 100.00% 12.277%
52 9.322 1193 1196 1198 rBV 95674 80388 2.41% 0.296%
53 9.439 1213 1216 1220 rVB2 96366 102309 3.07% 0.377%
54  9.498 1223 1226 1228 rVV3 49300 42948 1.29% ©0.158%
55 9.686 1253 1258 1263 rBV 382217 409089 12.28% 1.508%
56 9.739 1263 1267 1272 rVB4 86688 141801 4.26% 0.523%
57 9.792 1272 1276 1278 rBV 125527 116161 3.49% 0.428%
58 9.851 1278 1286 1289 rBV 488894 688057 20.65% 2.536%
59 9.886 1289 1292 1294 rVB2 116749 104788 3.15% 0.386%
60 9.933 1296 1300 1303 rVB 923523 731054 21.94%  2.694%
61 10.092 1324 1327 1332 rBV6 57497 89998 2.70% 0.332%
62 10.351 1369 1371 1374 rVB2 105771 81106 2.43% 0.299%
63 10.569 1405 1408 1410 rVB2 51252 49048 1.47% 0.181%
64 10.727 1430 1435 1438 rBV 2588002 2213955 66.46%  8.159%
65 10.833 1449 1453 1460 rVB2 175049 257574 7.73% 0.949%
66 11.045 1486 1489 1494 rBV 127297 142630 4.28% 0.526%
67 11.274 1525 1528 1530 rBV 118484 97492  2.93% 0.359%
68 11.310 1530 1534 1538 rVB2 90814 103753 3.11% 0.382%
69 11.369 1541 1544 1546 rVB3 46870 40605 1.22% 0.150%
70 11.422 1550 1553 1556 rVB 790172 658207 19.76% 2.426%
71 11.580 1577 1580 1581 rBV 70921 60651 1.82% 0.224%
72 11.604 1581 1584 1587 rVB 177628 166552 5.00% 0.614%
73 11.698 1598 1600 1603 rVB 104798 92576  2.78% 0.341%
74 11.939 1638 1641 1645 rBV3 88816 96609 2.90% 0.356%
75 11.980 1645 1648 1650 rVV 63955 53836 1.62% 0.198%
76 12.110 1667 1670 1674 rVB 113168 90874 2.73% 0.335%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127129.D

Acqg On : 01 Mar 2022 21:25
Operator : CG\JU

Sample : N1688-12

Misc

ALS Vvial : 17 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-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 12.498 1734 1736 1739 rVB 89017 67193 2.02% 0.248%
78 12.869 1797 1799 1802 rBV 54524 50518 1.52% 0.186%
79 13.010 1819 1823 1826 rBV 2710156 2427226 72.86% 8.945%
80 13.227 1857 1860 1864 rBV 56565 59713 1.79% 0.220%
81 13.563 1914 1917 1921 rBV3 97743 116527 3.50% 0.429%
82 13.904 1972 1975 1982 rVB2 79735 111976 3.36% 0.413%
83 14.068 1999 2003 2006 rBV 464481 378791 11.37% 1.396%
84 14.215 2026 2028 2035 rVB3 40630 58769 1.76% 0.217%
85 15.562 2252 2257 2264 rVB 377172 475514 14.27% 1.752%

Sum of corrected areas: 27135939
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:
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: 01 Mar 2022 21:25
¢ CG\JU
: N1688-12

17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030122\
BF127129.D

Sample Multiplier: 1
: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

TIC: BF127129.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127129.D

Acqg On : 01 Mar 2022 21:25
Operator : CG\JU

Sample : N1688-12

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Hexanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
5.187 4.52 ng 118738 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 72
2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 72
3 Butanoic acid, 4-chloro- 122 C4H7C102 000627-00-9 38
4 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 38
5 Hydrazine, 1,1-dimethyl- 60 C2H8N2 000057-14-7 9
Abundance Scan 493 (5.187 min): BF127129.D\data.ms (-482) (-) m/z 60.00 100.00%
60.0
5000 411 /\\
REaas e RARAAE
| ‘H 87‘-0 4.80 5.00 5.20 5.40 5.60
Obrrprrrprere ettt L m/z 41.10  39.87%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9149: Hexanoic acid
6Q.0
5000 L R B
4.80 5.00 5.20 5.40 5.60
41.0
m/z 43.10 24.69%
27.0 ‘ 87.0
0 \\‘H\\‘H\M‘H\\‘i!\‘H‘\‘\‘H\“HH‘i\l\\‘HH‘HH‘\.\H‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4826: Butanoic acid, 3-methyl-
60.0
e R AR
4.80 5.00 5.20 5.40 5.60
m/z 45.05 22.80%
5000 41.0
27.0
) ORI { PRI | RO AU AN
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11075: Butanoic acid, 4-chloro-
60.0 4.80 5.00 5.20 5.40 5.60
m/z 39.10 16.54%
5000
45.0
0 27\\\0 4 HH ‘\ Ll . 8?.0 105'0 122.0
e e e et et e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.80 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@30122\
Data File : BF127129.D

Acqg On : 01 Mar 2022 21:25
Operator : CG\JU

Sample : N1688-12

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.445 5.14 ng 135001 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 707 (6.445 min): BF127129.D\data.ms (-704) (-) m/z 105.10 100.00%
105.1
5000
51.0 77"1 91.0 6.20 6.40 6.60 6.80
O b 310 L myz 120,05 28.26%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
1200 6.20 6.40 6.60 6.80
m/z 77.10 15.03%
77.0 91.0
0 \\‘]\_\5\.9‘\\\‘\‘\??"\0\H“\\\\6‘%\.‘\0\‘\Hm‘uHHH\‘\H\“\‘\‘\“‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0
6.20 6.40 6.60 6.80
5000 m/z 91.05 11.07%
120.0
77.0 91.0
T O OO O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 6.20 6.40 6.60 6.80
m/z 79.00 10.18%
120.0
5000
39.0 630 (70 910
YN 2 N I N N MW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127129.D

Acqg On : 01 Mar 2022 21:25
Operator : CG\JU

Sample : N1688-12

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Mesitylene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.710  21.13 ng 554801 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 87
Abundance Scan 752 (6.710 min): BF127129.D\data.ms (-749) (-) m/z 105.05 100.00%
105.1
5000 120.1 AA
A A
51.0 77.0 91.0 6.40 6.60 6.80 7.00
38,0 7 TR Y T
Obrrprrrrprrrproster eyl m/z 120,100 40.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10692: Mesitylene
105.0
5000 1200 \/\\j‘\Auwj\‘uu’uu‘uu‘
6.40 6.60 6.80 7.00
770 m/z 77.05 12.79%
51.0 7 91.0
O\\’\\\\‘\2\\7\.‘0\\\\“\\\\“}‘\\}‘?ﬁ‘.\o\‘\\\‘U‘HH“HH‘\Ml\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
6.40 6.60 6.80 7.00
m/z 119.10 11.01%
5000 120.0 /
39.0 77.0 910
0 ",1”5(‘0‘”“1‘m““"H{‘mﬁ%‘?‘w“1“””‘””‘“‘MHMH“MHW
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 6.40 6.60 6.80 7.00
m/z 91.05 10.83%
5000 120.0
28.0 77.0 91.0
ob 140 880 Ml
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030122\
Data File : BF127129.D

Acqg On : 01 Mar 2022 21:25

Operator : CG\JU

Sample : N1688-12

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Benzene, 1,2,3-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
6.945 13.39 ng 351540 1,4-Dichlorobenzene-d4 6.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 87
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 87
Abundance Scan 792 (6.945 min): BF127129.D\data.ms (-789) (-) m/z 105.05 100.00%
105.1
5000
120.1 L ﬂ
57.1 A\‘\\\\‘\\\\‘\\\\‘\\\\‘\
41.1 77.0 91.1 6.60 6.80 7.00 7.20
Oberrrrrrrrerrer bl i bl myz 120.10 34.92%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000 k/\ﬂ‘\\\\‘\\\\‘\\\\‘\\\\‘\
120.0 6.60 6.80 7.00 7.20
770 m/z 57.10 25.17%
39.0 U 91.0
0 \\‘]-\\5\-\()’\\\‘}‘HH“‘\H\N“\\\6‘?\-‘9‘\\\m‘\H\“HH‘\‘\1\‘\\‘\‘\“‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
A Biana aars SEe o
6.60 6.80 7.00 7.20
5000 120.0 m/z 41.18  11.90%
77.0
51.0 91.0
Obrrerer 20 e et el rrre ey el
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10705: Benzene, 1,2,4-trimethyl- R e AR
105.0 6.60 6.80 7.00 7.20
m/z 77.05 11.64%
5000 120.0
28.0 77.0 91.0
51.0 :
0 14“'0 \‘ ‘\ el M ‘ Il m‘\
bt e e e e e

m/z-->

10 20 30 40 50 60 70 80 90 100110120130
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127129.D

Acqg On : 01 Mar 2022 21:25
Operator : CG\JU

Sample : N1688-12

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 1Indane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.069 8.54 ng 224128 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 59
3 trans-Cinnamyl bromide 196 CO9H9Br 026146-77-0 53
4 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 50
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 49

Abundance Scan 813 (7.069 min): BF127129.D\data.ms (-809) (-) m/z 117.10 100.00%

1171
5000
39.1 63.0 ‘ 6.80 7.00 7.20 7.40
0 bbbl e m/z 118.10 54.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000 L L R B L AN BRI
6.80 7.00 7.20 7.40
m/z 115.10 32.19%
39.0 63.0 91.0
O\1\5\?\\\\‘\\H\\““\‘\\\’\\“\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0

6.80 7.00 7.20 7.40

5000 910 m/z 91.05 16.71%
39.0 65.0 Lm
0 H“‘\‘H“H\M“‘\“H‘H"H“\H‘ N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72301: trans-Cinnamyl bromide
117.0 6.80 7.00 7.20 7.40

m/z 39.10 7.57%

5000

91.0
Jso ¥0630 | 169.0 1960
150 A e 1680 1960 AL W )

m/z--> 20 40 60 80 100 120 140 160 180 200 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@30122\
Data File : BF127129.D

Acqg On : 01 Mar 2022 21:25
Operator : CG\JU

Sample : N1688-12

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.075 4.43 ng 158250  Naphthalene-d8 8.175

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 86
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 78
3 Ethylene glycol diglycidyl ether 174 C8H1404 002224-15-9 59
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59
5 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 58
Abundance Scan 984 (8.075 min): BF127129.D\data.ms (-981) (-) m/z 57.05 100.00%
57.0
- JAMMA
T
39 75"0 091 . 7.80 8.00 8.20 8.40
O v ‘MNW‘WJMMWH‘H‘,“w]““‘,“‘ m/z 45.10 80.34%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 UL L B I B A BN
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.10 33.97%
Ot T \‘H“\‘ T “‘H‘\ \MH\ \‘1“\“ \“\‘ \1\0?\0\ T \1\3\2\0‘ L
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
R ARARES
7.80 8.00 8.20 8.40
5000 m/z 56.10 15.64%
29.0 75.0
100.0
ol Ml Mw\”_wt\"ww,??‘%ﬂ - 1630
miz--> 20 40 60 80 100 120 140 160
Abundance #49497: Ethylene glycol diglycidyl ether A RAR e AR RS
29.0 7.80 8.00 8.20 8.40
m/z 43.05 15.57%
5000
1’ N\N\WMN\/M
‘ 100.0
Obrrr bl ABO (4 .
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40

8270-BF021622.M Wed Mar 02 13:24:02 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127129.D

Acqg On : 01 Mar 2022 21:25
Operator : CG\JU

Sample : N1688-12

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Benzeneacetic acid

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
8.434 6.10 ng 218174  Naphthalene-d8 8.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 93
2 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 52
3 Propanedioic acid, phenyl- 180 C9H804 002613-89-0 50
4 p-Methylbenzeneboronic acid 136 C7H9BO2 005720-05-8 43
5 .alpha.-Nitrodibenzyl sulfone 291 C14H13N0O4S 021272-80-0 43

Abundance Scan 1045 (8.434 min): BF127129.D\data.ms (-1039) (-)

m/z 91.05 100.00%

91.0
5000
136.1
R ARNRRRRSRSSS S
39.0 651 ‘ ‘ 8.20 8.40 8.60 8.80
Ol bl by A0 L 1840/ 136,05 26.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18696: Benzeneacetic acid
91.0
5000 L L I L L I L B
136.0 8.20 8.40 8.60 8.80
65.0 m/z 92.10 16.48%
390 | ‘
O\\\\‘\\\\‘\\‘\\“\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\
miz--> 20 40 80 100 120 140 160 180
Abundance #18702.Benzou:add,44neﬂwh
91.0
P ey
119.0 8.20 8.40 8.60 8.80
5000 m/z 65.10 15.80%
h M ‘\\‘ | 1390
oHH_HWmwwHH_m_m_m_m_w
miz-> 20 40 80 100 120 140 160 180
Abundance #55633.Propanedbk:add,phenyh T
91.0 8.20 8.40 8.60 8.80
m/z 39.05 8.95%
5000
44.0 136.0
65.0
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80

8270-BF021622.M Wed Mar 02 13:24:04 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127129.D

Acqg On : 01 Mar 2022 21:25
Operator : CG\JU

Sample : N1688-12

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Benzothiazole Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.451 8.27 ng 295568 Naphthalene-d8 8.175

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 91
2 1,2-Benzisothiazole 135 C7H5NS 000272-16-2 86
3 Thieno[2,3-c]pyridine 135 C7H5NS 000272-12-8 64
4 1H-Indole, 5-fluoro- 135 C8H6FN 000399-52-0 59
5 3-Allylbenzothiazolium bromide 255 C10H1eBrNs 016407-55-9 56
Abundance Scan 1048 (8.451 min): BF127129.D\data.ms (-1046) (-) m/z 135.00 100.00%
135.0
5000
108.0
o0 ' 8.20 8.40 8.60 8.80
45.0 ‘ : : : :

o} SR A ?90‘ et 299 /7 108.00  36.88%

miz--> 20 40 60 80 100 120 140 160

Abundance #17744: Benzothiazole

135.0
5000 L B I L I LN B
108.0 8.20 8.40 8.60 8.80
690 m/z 69.00 19.30%
91.0
O‘2\6\0\\‘4’?'\0‘\‘\“‘\‘\‘\\“\\‘f\‘\\\\‘\\\l‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #17747: 1,2-Benzisothiazole
135.0
AR e
8.20 8.40 8.60 8.80
5000 m/z 81.95 12.99%
69.0 108.0
45.0 ‘ 91"0
0 ““‘HJHNHMM‘wwﬁi““‘u“““ﬁ“““‘
miz--> 20 40 60 80 100 120 140 160
Abundance #17749: Thieno[2,3-c]pyridine B Aaasanesantar
135.0 8.20 8.40 8.60 8.80
m/z 63.10 9.27%
5000
45.0 630 820 108.0 J
0 w | i \‘ iy |1 “\ \‘\

m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80

8270-BF021622.M Wed Mar 02 13:24:06 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127129.D

Acqg On : 01 Mar 2022 21:25
Operator : CG\JU

Sample : N1688-12

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Benzoic acid, 4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.604 10.25 ng 366725 Naphthalene-d8 8.175

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 93
2 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 52
3 Ethanone, 1-(3-methylphenyl)- 134 C9H100 000585-74-0 43
4 Benzeneacetic acid 136 C8H802 000103-82-2 41
5 Benzoyl chloride, 4-methyl- 154 C8H7C10 000874-60-2 38

Abundance Scan 1074 (8.604 min): BF127129.D\data.ms (-1067) () m/z 91.10 100.00%

91.1
136.0
5000
43.1 711
e T e
‘ ‘111 8.20 8.40 8.60 8.80 9.00
o ULl “““‘“”MMW] il 2620 19087 136,00 59.10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18704: Benzoic acid, 4-methyl-
91.0
136.0
5000
8.20 8.40 8.60 8.80 9.00
39.0 65.0 m/z 119.10 53.44%
O\%\8‘0\\\\“‘\‘\H\\““\\\\‘\\!\‘\‘\\\}\\\“‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18700: Benzoic acid, 3-methyl-
91.0 136.0
A e
8.20 8.40 8.60 8.80 9.00
5000 ITI/Z 71.10 29.47%
65.0
39.0 ‘ ‘
Y SN HROY NSRS W N
miz--> 20 40 60 80 100 120 140 160 180
Abundance #17598: Ethanone, 1-(3-methylphenyl)- R BEEaamEEE SRR
91.0 119.0 8.20 8.40 8.60 8.80 9.00
m/z 43.10 28.94%
5000
43.0 650
15.0 H | ‘ J |
om_m_m_mwH_m‘mWm_m_m .
m/z--> 20 40 80 100 120 140 160 180 8.20 8.40 8.60 8.80 9.00

8270-BF021622.M Wed Mar 02 13:24:07 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030122\
Data File : BF127129.D

Acqg On : 01 Mar 2022 21:25

Operator : CG\JU

Sample : N1688-12

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 13 1H-Inden-1-one, 2,3-dihydro... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
8.986 5.85 ng 209257  Naphthalene-d8 8.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Inden-1-one, 2,3-dihydro-3-me... 146 C10H100

2 Benzocycloheptatriene 142 C11H1e
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14
4 1-Methylindan-2-one 146 C10H100
5 Naphthalene, 1-methyl- 142 C11H1e

Abundance Scan 1139 (8.986 min): BF127129.D\data.ms (-1136) (-)
1311

006072-57-7 64
000264-09-5 56
001680-51-9 45
035587-60-1 43
000090-12-0 42

m/z 131.05 100.00%

8.60 8.80 9.00 9.20 9.40

m/z 142.05  73.49%
b e o
8.60 8.80 9.00 9.20 9.40
m/z 141.00  65.77%

.

8.60 8.80 9.00 9.20 9.40
m/z 146.00  63.28%

—

8.60 8.80 9.00 9.20 9.40
m/z 115.05 53.35%

=

5000 103.1
77.1
51.0
0.0
ool bl AL T 1680
m/z--> 20 40 60 80 100 120 140 160
Abundance #24957: 1H-Inden-1-one, 2,3-dihydro-3-methyl-
131.0
5000
510 77,0 1030
27.0 ‘ ‘
0\\\“\‘\“1\\‘”‘”1 \‘1‘\““ ‘\”\MM“ “\M\‘ L
m/z--> 20 40 60 80 100 120 140 160
Abundance #22141: Benzocycloheptatriene
141.0
115.0
5000
63.0 89.0
oHH""‘_Hn““:“h”w‘wwu"uH‘u_;m;“‘w””
miz--> 20 40 60 80 100 120 140 160
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000
39.0 91.0
15.0 63.0 L
0! _u‘m“wl‘ “H““‘
m/z--> 20 40 60 80 100 120 140 160

8270-BF021622.M Wed Mar 02 13:24:09 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127129.D

Acqg On : 01 Mar 2022 21:25
Operator : CG\JU

Sample : N1688-12

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 unknown9.175 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.175 7.88 ng 288018  Acenaphthene-di10 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanol, 1-ethenyl- 126 C8H140 001940-19-8 43
2 Lomustine 233 C9H16C1IN302 013010-47-4 38
3 2,2-Dimethyl-3-heptene trans 126 C9H18 019550-75-5 38
4 5-Oxa-6-azaspiro[3.4]oct-6-ene 111 C6HINO 1000362-18-0 38
5 3-Methyl-2-butenoic acid, 2-pent... 170 C10H1802 150462-84-3 35

Abundance Scan 1171 (9.175 min): BF127129.D\data.ms (-1165) (-) m/z 83.10 100.00%

83.1
s000{ 431
117.1146.0
T
| H | 8.80 9.00 9.20 9.40
Olrrrpree u““‘ i J‘U;L‘ debepberd o 2089 2805 m/z 69.10  61.98%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13023: Cyclohexanol, 1-ethenyl-
83.0
5000 L LN NN BN LR R B
8.80 9.00 9.20 9.40
27.0 PZGD m/z 43.10 49.97%
0 \\\‘\‘\“\\L‘M\\‘\w’\‘w}\““‘!\\‘\H“\11\‘\‘H\’\H\‘HH‘H\\‘HH‘HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #115241: Lomustine
83.0
T
8.80 9.00 9.20 9.40
m/z 41.05 41.39%
5000 126.0 /
41.0
Ol 1690 20402330
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13240: 2,2-Dimethyl-3-heptene trans T
69.0 8.80 9.00 9.20 9.40
m/z 55.10 35.24%
. WMWM
39.0 126.0
0 "w“\““,‘Muh‘,uum“!‘H“H“w“H‘,‘H‘_‘H‘H‘wwm,www ——
m/z--> 20 40 60 80 100120140160180200220240260280 8.80 9.00 9.20 9.40

8270-BF021622.M Wed Mar 02 13:24:11 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127129.D

Acqg On : 01 Mar 2022 21:25
Operator : CG\JU

Sample : N1688-12

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Ethanol, 2-[2-(2-butoxyetho... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.686 11.19 ng 409089  Acenaphthene-d10 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 91
2 Hexaethylene glycol 282 C12H2607 002615-15-8 72
3 3,6,9,12,15-Pentaoxanonadecan-1-0l 294 C14H3006 001786-94-3 72
4 Pentaethylene glycol 238 C10H2206 004792-15-8 64
5 Heptaethylene glycol 326 C14H3008 005617-32-3 64

Abundance Scan 1258 (9.686 min): BF127129.D\data.ms (-1253) (-) m/z 45.05 100.00%

45.0
5000
89.0 —— ——
9.50 10.00
131.0
ob— u“““h“ | /16401932 m/z 57.10  54.38%
miz--> 50 100 150 200 250
Abundance #81997: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
45.0
5000 Py —
9.50 10.00
89.0 m/z 41.10 23.91%
O 1\5"\0“‘\‘ \“‘ ‘ H\ \h‘ T H“ “‘11? (\) ]\-5‘]-\0 T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #175223: Hexaethylene glycol
45.0
P e
9.50 10.00
5000 m/Z 89.05 23.13%
89.0
NS 133016301950 239.0 281
A e e e
miz--> 50 100 150 200 250
Abundance #191037: 3,6,9,12,15-Pentaoxanonadecan-1-ol feds P
45.0 9.50 10.00
m/z 75.05 16.05%
5000
89.0
ol Ly y o0 R
miz--> 50 100 150 200 250 9.50 10.00

8270-BF021622.M Wed Mar 02 13:24:16 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127129.D

Acqg On : 01 Mar 2022 21:25
Operator : CG\JU

Sample : N1688-12

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Benzoic acid, p-tert-butyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.851 18.82 ng 688057  Acenaphthene-di10 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 96
2 3-tert-Butylbenzoic acid 178 C11H1402 007498-54-6 78
3 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 72
4 3-pyridinecarbonitrile, 2-amino-... 163 C8H9N30 1010404-44-3 64
5 5-Fluoro-8-quinolinol 163 CSH6FNO 000387-97-3 59

Abundance Scan 1286 (9.851 min): BF127129.D\data.ms (-1278) (-} m/z 163.05 100.00%
168.1

5000
91.1 135.0
41.1 n e
‘ F ?‘ 9.50 10.00
0ol G bbb L2122 s 135,08 35,50
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52528: Benzoic acid, p-tert-butyl-
168.0
5000 = s
9.50 10.00
41.0 910 135.0 m/z 91.10  35.38%
15 0 “ 65 0 H ‘ Ll LL ‘ ‘\
O \\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52511: 3-tert-Butylbenzoic acid
168.0
P o
9.50 10.00
m/z 41.10 18.08%
5000 135.0
91.0
0 40.0 65.0, I
prrpre e ey
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52844: 6-tert-Butyl-2,4-dimethylphenol — ——
163.0 9.50 10.00
m/z 57.10 17.77%
5000 135.0 JLJ\MJ
01150 410 770 \10§qumm
e e e e e ey — =
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00

8270-BF021622.M Wed Mar 02 13:24:18 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127129.D

Acqg On : 01 Mar 2022 21:25
Operator : CG\JU

Sample : N1688-12

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 2(3H)-Benzothiazolone Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.833 7.83 ng 257574  Phenanthrene-di10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 68
2 Thieno[3,2-b]pyridin-7-o0l 151 C7H5NOS 107818-20-2 49
3 1,2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 43
4 Benzene, fluoro- 96 C6H5F 000462-06-6 11
5 1,2,4-Triazolo[4,3-a]pyridine-3(... 151 C6H5N3S 006952-68-7 11

Abundance Scan 1453 (10.833 min): BF127129.D\data.ms (-1449) (1 m/z 151.00 100.00%

96.0 151.0
57.1
5000
s e
| “ 1050  11.00
ol dlibihd d gk | 18822200 88 To0 00 gn 14y
miz--> 50 100 150 200 250 300
Abundance #28644: 2(3H)-Benzothiazolone
151.0
5000 96.0 - e
10.50 11.00
m/z 57.10 77.35%
61.0
02\7\.q\‘i“ \M‘H“\ \H“ T \h‘\ T “\ L e s B
miz--> 50 100 150 200 250 300
Abundance #28649: Thieno[3,2-b]pyridin-7-ol
151.0
— ——
10.50 11.00
5000 m/Z 123.00 74 .89%
96.0
45.0 ‘ ‘
bbb by b b
miz--> 50 100 150 200 250 300
Abundance #28653: 1,2-Benzisothiazol-3(2H)-one — —
151.0 10.50 11.00
m/z 71.10 63.51%
5000 96.0
50.0
N T S N —— S
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127129.D

Acqg On : 01 Mar 2022 21:25
Operator : CG\JU

Sample : N1688-12

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Caffeine Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.604 5.06 ng 166552  Phenanthrene-di10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Caffeine 194 C8H1ON402 000058-08-2 96
2 1,4-Dimethyl-4,5,7,8-tetrahydroi... 194 C8H10N402 130063-15-9 53
3 Stilbene, .alpha.-methyl-, (E)- 194 C15H14 000833-81-8 43
4 3(2H)-Benzofuranone, 4,6-dimethoxy- 194 C10H1004 004225-35-8 40
5 Benzaldehyde, 4,6-dimethoxy-2,3-... 194 C11H1403 034883-13-1 38

Abundance Scan 1584 (11.604 min): BF127129.D\data.ms (-1581) (| m/z 194.10 100.00%
194.1

109.1
5000
67.1
— —
421 165.1 11.50 12.00
136.0 ' : ’
oL P NS W s | L2202 2502 47 109.10  54.13%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #69698: Caffeine
194.0
109.0
5000 67.0 haus S
11.50 12.00
420 m/z 67.10 34.90%
‘ 136.0 165.0 ‘
O \\”\\}Hl‘\‘“\\i“\\\‘\“\}‘\\‘\\\U“\\\\‘\‘\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #69715: 1,4-Dimethyl-4,5,7, 8-tetrahydroimidazo-[4,5-E]-1
194.0
— —
11.50 12.00
5000 ITI/Z 55.10 30.52%
138.0 165.0
67.0 109.0 ‘ ‘
0 ‘wm‘;‘M“hmw‘m,mnw_m_HL_W,W_M
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #69446: Stilbene, .alpha.-methyl-, (E)- — ——
194.0 11.50 12.00
m/z 82.10 28.99%
5000
150 165.0
oL SO A0 | ameo TN L b
m/z--> 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127129.D

Acqg On : 01 Mar 2022 21:25
Operator : CG\JU

Sample : N1688-12

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 unknownl13.563 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.563 6.15 ng 116527  Chrysene-di12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pyrrolidinecarboxylic acid, 5-... 220 C11H12N203 1000337-74-3 38
2 Urea, N,N'-diphenyl- 212 C13H12N20 000102-07-8 30
3 Urea, 1-cyclohexyl-3-(2-pyridin-... 247 C14H21N30 1000310-78-3 27
4 isobutyranilide 163 C1OH13NO 004406-41-1 27
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 22

Abundance Scan 1917 (13.563 min): BF127129.D\data.ms (-1914) (- m/z 93.10 100.00%
3.1

57.0
5000
125.1  174.0 L |
2119 540 4 2741 13.50
0 m/z 57.05 70.64%

m/z--> 20 40 60 80 100120140160 180200220 240260280

Abundance #98382: 3-Pyrrolidinecarboxylic acid, 5-oxo-1-(2-pyridinyl
93.0

=

5000 — ‘
13.50
m/z 98.00 41.98%
39.0
o b b L 147.0175.0 2200
‘HH‘HH‘\H\‘HH‘HH’\H\‘\H\‘HH‘\\H‘\\H‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #89701: Urea, N,N'-diphenyl-
93.0
U \
13.50
5000 m/z 43.10 39.13%
65.0 Zp0 MWMNNﬁNNMAW¢Mwa\WW
270, I L
Ottt e e e e

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #131892: Urea, 1-cyclohexyl-3-(2-pyridin-4-yl-ethyl)- P
93.0 13.50
m/z 85.10 35.32%

5000

56.0

-

149.0
1l \‘ b g I ‘121-0 | 181.0 218.0247.0

T
m/z--> 20 40 60 80 100120140160180200220240 260280 13.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127129.D

Acqg On : 01 Mar 2022 21:25
Operator : CG\JU

Sample : N1688-12

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Oxalic acid, hexadecyl prop... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.904 5.91 ng 111976  Chrysene-di12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, hexadecyl propyl ester 356 C21H4004 1000309-26-9 87
2 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 87
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 83
4 1-Dodecanol, 2-octyl- 298 (C20H420 005333-42-6 83
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 83
Abundance Scan 1975 (13.904 min): BF127129.D\data.ms (-1972) (- m/z 57.10 100.00%
57.1
5000
1450
0L ‘u‘\ M‘ ‘\‘ wHH‘ M‘H H\Hm % w\Hllg‘?\% I \241\3“1‘\\“;3‘0‘0 ‘l‘ . ‘35‘5‘ m/z 43.10 . 75.87%
mlz--> 50 100 150 200 250 300 350
Abundance #265841: Oxalic acid, hexadecy! propyl ester
43.0
5000 T
3.0 14.00
269.0 m/z 55.10  60.79%
5.0
O \H\‘ “ “‘ ‘H“H}j\“\”\‘\\\19\6‘.(\)\\\‘\}\\3‘1\2.\0\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #251125: Oxalic acid, isobutyl tetradecyl ester
57.0
——
14.00
5000 m/z 71.10 58.21%
ol LT a0 seso 0
miz--> 50 100 150 200 250 300 350
Abundance #173730: 9-Eicosene, (E)- T
57.0 14.00
m/z 41.10 52.90%
97.0
5000
oL L h ‘\L L1300 181.0 2230 2800 -
m/z--> 50 100 150 200 250 300 350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127129.D

Acqg On : 01 Mar 2022 21:25
Operator : CG\JU

Sample : N1688-12

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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|
Hexanoic acid 5.187 4.5 ng 118738 1 6.887 525171 20.0
Benzene, 1-ethy... 6.445 5.1 ng 135001 1 6.887 525171 20.0
Mesitylene 6.710 21.1 ng 554801 1 6.887 525171 20.0
Benzene, 1,2,3-... 6.945 13.4 ng 351540 1 6.887 525171 20.0
Indane 7.069 8.5 ng 224128 1 6.887 525171 20.0
Ethanol, 2-(2-b... 8.075 4.4 ng 158250 2 8.175 715226 20.0
Benzeneacetic acid 8.434 6.1 ng 218174 2 8.175 715226 20.0
Benzothiazole 8.451 8.3 ng 295568 2 8.175 715226 20.0
Benzoic acid, 4... 8.604 10.3 ng 366725 2 8.175 715226 20.0
1H-Inden-1-one,... 8.986 5.8 ng 209257 2 8.175 715226 20.0
unknown9.175 9.175 7.9 ng 288018 3 9.933 731054 20.0
Ethanol, 2-[2-(... 9.686 11.2 ng 409089 3 9.933 731054 20.0
Benzoic acid, p... 9.851 18.8 ng 688057 3  9.933 731054 20.0
2(3H)-Benzothia... 10.833 7.8 ng 257574 4 11.422 658207 20.0
Caffeine 11.604 5.1 ng 166552 4 11.422 658207 20.0
unknown13.563 13.563 6.2 ng 116527 5 14.068 378791 20.0
Oxalic acid, he... 13.904 5.9 ng 111976 5 14.068 378791 20.0
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