LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32822\
Data File : BF127548.D

Acqg On : 28 Mar 2022 18:10

Operator : CG\JU

Sample : N2123-05 :

Misc : DISSOLVED-FRACTION-CS-1-MODIFIED-ELUTRIATE

ALS Vvial : 12 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-BF032122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127548.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.063 470 472 490 rBV 42350 75557 2.58% 0.251%
2 5.316 512 515 524 rBV 160117 153069 5.22% 0.509%
3 5.422 530 533 536 rBV 88836 96990 3.31% 0.323%
4 5.463 538 540 560 rVB 877434 953105 32.50% 3.171%
5 5.681 573 577 583 rBV 139097 130703 4.46% 0.435%
6 5.998 626 631 637 rVB 45234 44877 1.53% 0.149%
7 6.351 689 691 694 rBV 107065 85766  2.92% 0.285%
8 6.387 694 697 700 rVB 61469 48299 1.65% 0.161%
9 6.428 702 704 709 rVB3 42292 42647 1.45% 0.142%
10 6.469 709 711 717 rBV 921587 900122 30.69% 2.994%
11 6.510 717 718 723 rVB 95609 82863 2.83% 0.276%
12 6.598 728 733 739 rvwv2 33979 58554 2.00% 0.195%
13 6.651 739 742 750 rVB 233174 224918 7.67% 0.748%
14 6.834 769 773 779 rBV 609434 595946 20.32%  1.982%
15 6.887 779 782 788 rVB3 138859 176738 6.03% 0.588%
16 7.004 799 802 807 rVB 231743 205537 7.01% 0.684%
17 7.e87 813 816 823 rVB 570302 523494 17.85% 1.741%
18 7.145 823 826 831 rBvV2 40732 44743  1.53% 0.149%
19 7.287 848 850 853 rBV2 35043 31502 1.07% 0.105%
20 7.357 857 862 865 rBV 104268 101253  3.45% 0.337%
21 7.398 865 869 875 rBV 1778906 1825249 62.23% 6.072%
22 7.563 894 897 900 rVB 46892 47673 1.63% 0.159%
23 7.593 900 902 905 rVw 35748 30137 1.03% 0.100%
24 7.622 905 907 911 rVB 63695 50597 1.73% 0.168%
25 7.781 931 934 938 rVB 76571 67667 2.31% 0.225%
26 7.863 941 948 950 rBv4 354501 534867 18.24% 1.779%
27 7.892 950 953 955 rBV 500694 485944 16.57% 1.617%
28 7.981 965 968 973 rVB4 37599 36845 1.26% 0.123%
29 8.116 987 991 992 rBV 786067 756159 25.78% 2.515%
30 8.134 992 994 1000 rVB 1876026 1872853 63.85% 6.230%
31 8.187 1000 1003 1006 rBV 211814 200067 6.82% 0.666%
32 8.451 1043 1048 1050 rBV 89038 105236 3.59% 0.350%
33 8.475 1050 1052 1056 rVB4 58180 63757 2.17% 0.212%
34 8.551 1061 1065 1067 rBV 73671 83471 2.85% 0.278%
35 8.575 1067 1069 1072 rVV4 86484 106426 3.63% 0.354%

36 8.616 1072 1076 1081 rVB2 124510 173488 5.91% ©.577%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32822\
Data File : BF127548.D

Acqg On : 28 Mar 2022 18:10

Operator : CG\JU

Sample : N2123-05 :

Misc : DISSOLVED-FRACTION-CS-1-MODIFIED-ELUTRIATE

ALS Vvial : 12 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-BF032122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.692 1081 1089 1096 rBV5 121528 194906 6.65% 0.648%
38 8.757 1096 1100 1101 rBV2 46753 46239 1.58% 0.154%
39 8.781 1101 1104 1108 rVB 145155 123520 4.21% 0.411%
40 8.828 1108 1112 1115 rBV 1212289 1055666 35.99% 3.512%
41  8.881 1119 1121 1123 rBV 56738 44540 1.52% 0.148%
42 8.928 1123 1129 1132 rVV 1814713 1750303 59.68% 5.822%
43 9.010 1138 1143 1148 rVB4 41765 76085 2.59% 0.253%
44  9.057 1148 1151 1153 rBvV2 37131 39099 1.33% 0.130%
45  9.122 1159 1162 1165 rBV2 69712 58974 2.01% 0.196%
46 9.187 1168 1173 1177 rBV 2961077 2933053 100.00% 9.757%
47  9.222 1177 1179 1182 rBV2 25886 29523 1.01% 0.098%
48 9.257 1182 1185 1188 rVV 151396 122563 4.18% 0.408%
49 9.292 1188 1191 1196 rVB 123509 131562 4.49% 0.438%
50 9.386 1204 1207 1212 rVB 210335 246460 8.40%  0.820%
51 9.451 1214 1218 1223 rVV3 286166 402134 13.71% 1.338%
52 9.528 1227 1231 1233 rWV 444435 475233 16.20% 1.581%
53 9.557 1233 1236 1239 rVWW2 268615 306290 10.44% 1.019%
54 9.586 1239 1241 1244 rVWW 175706 144450 4.92%  0.481%
55 9.645 1248 1251 1259 rVV 242798 283567 9.67% 0.943%
56 9.728 1262 1265 1270 rVV2 215317 216419 7.38% 0.720%
57 9.786 1272 1275 1278 rVB2 51376 46531 1.59% ©0.155%
58 9.869 1286 1289 1292 rVB 949090 770505 26.27%  2.563%
59 9.904 1292 1295 1301 rVB 764044 651429 22.21% 2.167%
60 9.951 1301 1303 1307 rBV2 73847 89640 3.06% 0.298%
61 10.075 1320 1324 1327 rVB2 102213 111975 3.82% 0.372%
62 10.110 1327 1330 1334 rVB2 49679 50396 1.72% 0.168%
63 10.186 1340 1343 1345 rBV 50159 50430 1.72% 0.168%
64 10.216 1345 1348 1352 rVB 36195 37394 1.27% 0.124%
65 10.269 1352 1357 1358 rBV3 46518 68951 2.35% 0.229%
66 10.392 1375 1378 1380 rBV 78536 66229  2.26% 0.220%
67 10.422 1380 1383 1388 rVB 233664 225666 7.69% 0.751%
68 10.469 1388 1391 1392 rBV 38316 31494 1.07% 0.105%
69 10.533 1399 1402 1403 rBV 40647 40666 1.39% 0.135%
70 10.663 1418 1424 1431 rBV2 1529707 1444492 49.25% 4.805%
71 10.804 1445 1448 1453 rVB3 44301 64890 2.21% 0.216%
72 10.969 1472 1476 1478 rBV2 57544 74931 2.55% 0.249%
73 10.998 1478 1481 1483 rVB3 49445 48045 1.64% 0.160%
74 11.051 1488 1490 1492 rVB2 38458 29994 1.02% 0.100%
75 11.133 1502 1504 1508 rVB2 75028 78218 2.67% 0.260%
76 11.257 1523 1525 1529 rVB 71985 71204 2.43% 0.237%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32822\
Data File : BF127548.D

Acqg On : 28 Mar 2022 18:10

Operator : CG\JU

Sample : N2123-05 :

Misc : DISSOLVED-FRACTION-CS-1-MODIFIED-ELUTRIATE

ALS Vvial : 12 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-BF032122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 11.363 1540 1543 1545 rBV 1013498 811461 27.67% 2.699%
78 11.386 1545 1547 1550 rVVW 477338 368360 12.56% 1.225%
79 11.439 1553 1556 1559 rVB 114964 90872 3.10% 0.302%
80 11.480 1560 1563 1567 rVB4 56302 62985 2.15% ©.210%
81 11.598 1580 1583 1587 rBV 469161 398655 13.59% 1.326%
82 11.739 1605 1607 1611 rVB3 59593 51671 1.76% 0.172%
83 11.863 1625 1628 1629 rBV2 64916 62594 2.13% ©.208%
84 11.880 1629 1631 1639 rVB3 145488 221421 7.55% ©.737%
85 11.975 1645 1647 1650 rBV2 47261 40919 1.40% 0.136%
86 12.051 1657 1660 1663 rBV 28959 33616 1.15% ©.112%
87 12.580 1747 1750 1757 rVB 97595 93617 3.19% 0.311%
88 12.669 1762 1765 1769 rBV3 21250 30717 1.05% ©.102%
89 12.810 1787 1789 1794 rBV 69329 80136 2.73% 0.267%
99 12.945 1808 1812 1815 rBV 2476358 2110607 71.96% 7.021%
91 13.139 1842 1845 1848 rBV2 73138 76944  2.62%  0.256%
92 13.851 1962 1966 1982 rVB2 237441 482989 16.47% 1.607%
93 14.010 1990 1993 1998 rBV 692480 597023 20.36% 1.986%
94 14.616 2093 2096 2099 rVB 41576 36922 1.26% ©.123%
95 15.492 2241 2245 2253 rVB 426751 551094 18.79% 1.833%
96 15.880 2307 2311 2319 rVB6 21171 46386 1.58% 0.154%
97 16.021 2327 2335 2340 rBV6 19940 61340 2.09% ©.204%

Sum of corrected areas: 30061114
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 28 Mar 2022 18:10
¢ CG\JU
: N2123-05

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF032822\
BF127548.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF032122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32822\
Data File : BF127548.D

Acqg On : 28 Mar 2022 18:10

Operator : CG\JU

Sample : N2123-05 :

Misc : DISSOLVED-FRACTION-CS-1-MODIFIED-ELUTRIATE

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
6.351 2.88 ng 85766  1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
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 691 (6.351 min): BF127548.D\data.ms (-689) (-) m/z 105.10 100.00%
105.1
5000
120.1
390 30 77‘-1 91"1 6.00 6.20 6.40 6.60
Obrepereeprerprerdperretiortiber et b m/z 120,10 29.27%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0
1200 6.00 6.20 6.40 6.60
m/z 91.10 14.71%
39.0 77.0 91.0
O H‘\\\\‘2\\5\-‘\()‘\\\\“‘HHi‘“\\ﬁ%\“?‘H\‘U‘HH‘MH\‘\Hl\‘\\‘\‘\“‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
6.00 6.20 6.40 6.60
5000 m/z 77.10 13.41%
120.0
39.0 77.0 91.0
Obrrrrr 230 e b bl
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 J\ ﬂ
Abundance #10721: Benzene, 1-ethyl-4-methyl- R A BAARRRREES R R b
105.0 6.00 6.20 6.40 6.60
m/z 79.05 10.05%
5000
120.0
77.0 91.0
B B SO OO Y
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32822\
Data File : BF127548.D

Acqg On : 28 Mar 2022 18:10

Operator : CG\JU

Sample : N2123-05 :

Misc : DISSOLVED-FRACTION-CS-1-MODIFIED-ELUTRIATE

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 Benzene, 1,2,3-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.651 7.55 ng 224918 1,4-Dichlorobenzene-d4 6.834

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 97
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 95
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 90
Abundance Scan 742 (6.651 min): BF127548.D\data.ms (-739) (-) m/z 105.05 100.00%
105.1
5000 120.1 ﬂ h
_ 77.1 91.0 6.40 6.60 6.80 7.00
Obrrerrrrrperre S0 st Ml Ll oz 120010 42.18%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 )\M J\
5000 L B L LI LA B
6.40 6.60 6.80 7.00
m/z 77.10 13.23%
77.0
0 H\‘\H.\‘H\‘\‘\\3\?‘.‘(\)\Hi‘i‘\\\e‘%\"\o\‘\\\‘}“\\\g\ﬁ\.\()\\‘\‘}1\‘\\‘\‘\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0
6.40 6.60 6.80 7.00
5000 120.0 m/z 119.10  11.82%
77.0
51.0 91.0
27.0
0H"m"mw‘m“‘m{‘ml“‘““‘“‘“U‘Hw‘m““11“”“““‘””‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120

Abundance #10716: Benzene, 1,2,4-trimethyl-

105.0 6.40 6.60 6.80 7.00

m/z 91.00 10.58%
120.0
5000
39.0 77.0
15.0 | 630 | 91.0 M)\A K

0"“‘\‘H‘H“l‘mu“m}‘lm 1“‘”“”1“"H“:m‘“l!“mu“uu‘ T e A

m/z--> 10 20 30 40 50 60 70 80 90 100110120 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@32822\
Data File : BF127548.D

Acqg On : 28 Mar 2022 18:10

Operator : CG\JU

Sample : N2123-05 :

Misc : DISSOLVED-FRACTION-CS-1-MODIFIED-ELUTRIATE

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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, 1,2,4-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.887 5.93 ng 176738 1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Mesitylene 120 CO9H12 000108-67-8 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 782 (6.887 min): BF127548.D\data.ms (-779) (-) m/z 105.10 100.00%
106.1
5000 120.1
57.1
39.0 77.0 91.0 6.60 6.80 7.00 7.20
O e bt st M bz 120.10 42.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0
120.0 U\A
5000 H\‘HH‘HH‘HH‘H\/\\
6.60 6.80 7.00 7.20
m/z 57.10 25.45%
77.0 91.0
0,150 380510 640 "1 170 ||
H‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
S e
120.0 6.60 6.80 7.00 7.20
5000 m/z 77.05 11.73%
39.0 77.0 91.0
o280 1 L 880 b
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 W
Abundance #10691: Mesitylene R e e R
105.0 6.60 6.80 7.00 7.20
120.0 ITI/Z 39.00 10.21%
5000
39.0 77.0 91.0
B . Y NN N Y 9 (W L0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32822\
Data File : BF127548.D

Acqg On : 28 Mar 2022 18:10

Operator : CG\JU

Sample : N2123-05 :

Misc DISSOLVED-FRACTION-CS-1-MODIFIED-ELUTRIATE

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 Indane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.004 6.90 ng 205537 1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 83
3 Benzene, 1-propenyl- 118 C9H10 000637-50-3 74
4 Deltacyclene 118 C9H10 007785-10-6 74
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 72
Abundance Scan 802 (7.004 min): BF127548.D\data.ms (-799) (-) m/z 117.10 100.00%
117.1
5000
91.0
39.0 580 770 ‘ 6.60 6.80 7.00 7.20 7.40
Ol etk bl myz 118,10 55.95%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10181: Indane
117.0
5000 ‘AA\‘\\\\’\\\\‘\\\\‘\\
6.60 6.80 7.00 7.20 7.40
m/z 115.05 31.18%
63.0 91.0
O H‘\H.\‘\H‘\‘\??‘.?\\i‘\\\l‘}‘\.‘\\‘zz{e\H“H\\H‘\H’H!\“HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0
e
6.60 6.80 7.00 7.20 7.40
5000 m/z 91.05 17.20%
91.0
s e
O ettt el el e
miz--> 10 20 30 40 50 60 70 80 90 100110120130 fk
Abundance #10193: Benzene, 1-propenyl- EESE SRS EEn R
117.0 6.60 6.80 7.00 7.20 7.40
m/z 39.00 10.84%
5000
91.0
51.0
obn 20 L L T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 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@32822\
Data File : BF127548.D

Acqg On : 28 Mar 2022 18:10

Operator : CG\JU

Sample : N2123-05 :

Misc : DISSOLVED-FRACTION-CS-1-MODIFIED-ELUTRIATE

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 7 1-Propyne, 3-phenyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.087 17.57 ng 523494  1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propyne, 3-phenyl- 116 CSH8 010147-11-2 95
2 Indene 116 C9H8 000095-13-6 94
3 Benzene, 1,2-propadienyl- 116 CO9H8 002327-99-3 91
4 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
5 2-Methylphenylacetylene 116 CSH8 000766-47-2 90
Abundance Scan 816 (7.087 min): BF127548.D\data.ms (-813) (-) m/z 115.05 100.00%
1151
5000 J\\‘AJ\
R AR AR
39.0 63.0 89.0 6.80 7.00 7.20 7.40
Otk T84l myz 116,10 94.65%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9545: 1-Propyne, 3-phenyl-
115.0
5000 L L L L L BN
6.80 7.00 7.20 7.40
m/z 63.00 16.46%

63.0 89.0
0\H‘HH’H\\‘\3\\7\.‘9\\\5ﬂ‘.\(\)\‘\‘}‘\‘\\‘\7\6\\0‘\\H‘HH‘HH‘H‘\‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9543: Indene
116.0

680700720740

63.0
39.0 0
o 260 7 | 760 | 103.0
et e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9551: Benzene, 1,2-propadienyl- ‘H‘AH‘AH“_“W“‘
115.0 6.80 7.00 7.20 7.40

m/z 57.50 9.15%

5000
39.0

63.0

13.0 26,0 102.0 NN

0"w‘HW‘HM_HWW‘HN‘NMMH‘AWWH‘M‘HW‘H‘_H‘M‘H b et
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.80 7.00 7.20 7.40

8270-BF032122.M Tue Mar 29 12:38:25 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32822\
Data File : BF127548.D

Acqg On : 28 Mar 2022 18:10

Operator : CG\JU

Sample : N2123-05 :

Misc : DISSOLVED-FRACTION-CS-1-MODIFIED-ELUTRIATE

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 2-Methylindene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.863 14.15 ng 534867 Naphthalene-d8 8.116

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindene 130 C10H1e 002177-47-1 96
2 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 96
3 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 96
4 Benzene, 1-butynyl- 130 C10H1e 000622-76-4 95
5 Cycloprop[a]lindene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 95
Abundance Scan 948 (7.863 min): BF127548.D\data.ms (-941) (-) m/z 115.10 100.00%
115.1130.1
5000
51.0 Ao AR
‘ 770 950 ‘ 7.60 7.80 8.00 8.20
R % ‘H‘H st Lol 1922 130,05 98.23%
m/z--> 20 40 60 8 100 120 140
Abundance #15022: 2-Methylindene
130.0
115.0
5000 L L R B L B R
7.60 7.80 8.00 8.20
m/z 129.05  75.22%

51.0
77.0
O ‘ 2\8\ (\) T “ T \“\ T ’ ‘!‘ T \H}“‘ T \‘ \9\8.‘9\ T 1 ‘ \“ ‘\ T ‘ T T T ’
miz—-> 20 40 80 100 120 140
Abundance  #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0
115.0 L

7.60 7.80 8.00 8.20

51.0
77.0
0 T D |
m/z--> 20 40 80 100 120 140
Abundance #15031: 1H-Indene, 1-methyl-
130.0 7.60 7.80 8.00 8.20
115.0

m/z 51.00 19.47%

5000
51.0 7.0
20 b e

m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20

o

8270-BF032122.M Tue Mar 29 12:38:30 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF032822\

Data File : BF127548.D

Acqg On : 28 Mar 2022 18:10

Operator : CG\JU

Sample : N2123-05 :

Misc . DISSOLVED-FRACTION-CS-1-MODIFIED-ELUTRIATE

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF032122.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 9 1H-Indene, 1-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
7892 12.85ng 485944 Naphthaleme-d8 8.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 iH-Indene, 1-methyl- 130 clemie 000767-59-9 96

2 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 96
3 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C1l0OH10 015677-15-3 95
4 2-Methylindene 130 C10H10 002177-47-1 94
5 Benzene, 1-butynyl- 130 C1oH1e 000622-76-4 93

Abundance Scan 953 (7.892 min): BF127548.D\data.ms (-950) (-)

m/z 115.10 100.00%

115.1130.1
5000
510 LI L L L BN IO
‘ ‘ ‘ 7.60 7.80 8.00 8.20
] SRR 1: - “‘ H:M 4280 Al m/z 130.05 96.04%
miz--> 20 40 80 100 120 140
Abundance #15031.1H4ndene,14neﬁwh
130.0
115.0
5000 L B L L L L B
7.60 7.80 8.00 8.20
51.0 m/z 129.05 72.36%
O T T T ‘2\7‘\()\ T " T \“\ T ‘ H‘ T \H“‘.‘ T \‘ \9\8 @\ T 1 ‘ \“ ‘\ T ’ T
miz-> 20 40 80 100 120 140
Abundance  #15058: Benzene, (1—methyI—Z—cycIopropen—l—yl)—
130.0
115.0
T e
7.60 7.80 8.00 8.20
5000 m/z 128.05 36.54%
51.0
77.0
o FO L onme A
miz-> 20 40 80 100 120 140
Abundance  #15061: Cycloprop[a]lndene, 1,1a,6,6a-tetrahydro-
130.0 7.60 7.80 8.00 8.20
115.0 m/z 51.00 18.16%
5000
51.0
27.0 ‘ | 77.0
obt20 L b bl e L L
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20

8270-BF032122.M Tue Mar 29 12:38:32 2022

Page:

11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32822\
Data File : BF127548.D

Acqg On : 28 Mar 2022 18:10

Operator : CG\JU

Sample : N2123-05 :

Misc : DISSOLVED-FRACTION-CS-1-MODIFIED-ELUTRIATE

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 (-)-Carvone Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.451 2.78 ng 105236  Naphthalene-d8 8.116

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (-)-Carvone 156 C1eH140 006485-40-1 95
2 D-Carvone 150 C10H140 002244-16-8 91
3 Carvone 150 C1eH140 000099-49-0 87
4 Dehydromevalonic lactone 112 C6H802 002381-87-5 38
5 1,2,3,6-Tetrahydropyridine 83 C5HON 000694-05-3 38

Abundance Scan 1048 (8.451 min): BF127548.D\data.ms (-1043) (-) m/z 82.05 100.00%

82.0
54.0
5000
108.1 \\\\‘\\\\’\\\\‘\\\\‘\\\
‘ ‘ 291 8.20 8.40 8.60 8.80
0l u“‘mH;w sy A ﬁ At m/z 54.80  56.47%
m/z--> 20 40 60 80 100 120 140 160
Abundance #27427: (-)-Carvone
82.0
5000 54.0 RN R RN R
8.20 8.40 8.60 8.80
108.0 m/z 39.00  35.40%
27.0 135.0
O' ‘\\“\\\‘\‘\\‘\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #27424: D-Carvone
82.0
A e e
8.20 8.40 8.60 8.80
5000 54.0 ITI/Z 93.10 28.82%
108.0
27 0 “ 150.0
o S O A 1 T 320 L
miz--> 20 40 60 80 100 120 140 160
Abundance #27421: Carvone R  RRREERE S
82.0 8.20 8.40 8.60 8.80
m/z 108.10 24.97%
5000 54.0
108.0
27 0
‘ ‘ | | 150.0
0 m_mw \“\\M“\\‘m‘\‘Nu‘um‘u‘u‘w\ AV R NS
m/z--> 20 40 80 100 120 140 160 8.20 8.40 8.60 8.80

8270-BF032122.M Tue Mar 29 12:38:36 2022 Page: 12



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 28 Mar 2022 18:10
: CG\JU
: N2123-05

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF032822\
BF127548.D

: 12 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF032122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

DISSOLVED-FRACTION-CS-1-MODIFIED-ELUTRIATE

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-Methylbuta-1,3-dienyl)be... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

8575 2.81ng 166426 Naphthalene-ds 8.116

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 (1-Methylbuta-1,3-dienyl)benzene 144 C11H12 054758-36-0 93
2 Naphthalene, 1,2-dihydro-3-methyl- 144 C11H12 002717-44-4 86
3 1H-Cyclopropa[b]naphthalene, 1a,... 144 C11H12 006571-72-8 86
4 1H-Indene, 1,1-dimethyl- 144 C11H12 018636-55-0 83
5 1H-Indene, 4,7-dimethyl- 144 C11H12 006974-97-6 76

Abundance Scan 1069 (8.575 min): BF127548.D\data.ms (-1067) (-) m/z 129.05 100.00%
129.1

5000 | | JM ww\

8.20 8.40 8.60 8.80
0- m/z 128.05 55.60%

mlz--> 20 40 60 80 100 120 140 160
Abundance #23567: (1-Methylbuta-1,3-dienyl)benzene

129.0

5000 T
8.20 8.40 8.60 8.80

39.0 m/z 131.00  43.54%

‘ ‘ 77.0
102.0 Uﬂ
8.
O\\\\’\\\\‘i‘\\‘\5\‘%‘\‘\H}“‘\\“\\‘H\\\}‘\ \\“‘\‘\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #23570: Naphthalene, 1,2-dihydro-3-methyl- AA
129.0

8.20 8.40 8.60 8.80

5000 ITI/Z 144 .05 41.81%
39.0 63.0 k?
15.0 91.0
0Lk w“‘u “‘1 ‘ “‘\‘ S ‘;‘IT]TQ"“ ; R RERE
miz--> 20 40 60 80 100 120 140 160 L
Abundance #23578: 1H-Cyclopropalb]naphthalene, 1a,2,7,7a-tetrahy R R
129.0 8.20 8.40 8.60 8.80

m/z 43.00 26.80%

5000

390 o lL
i 109.

15.0 91.0
09

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

8270-BF032122.M Tue Mar 29 12:38:43 2022

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@32822\
Data File : BF127548.D

Acqg On : 28 Mar 2022 18:10

Operator : CG\JU

Sample : N2123-05 :

Misc : DISSOLVED-FRACTION-CS-1-MODIFIED-ELUTRIATE

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 1H-Indene, 1,1-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.616 4.59 ng 173488 Naphthalene-d8 8.116

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1,1-dimethyl- 144 C11H12 018636-55-0 90
2 1H-Indene, 1,3-dimethyl- 144 C11H12 002177-48-2 90
3 Naphthalene, 1,2-dihydro-4-methyl- 144 C11H12 004373-13-1 90
4 1H-Indene, 2,3-dimethyl- 144 C11H12 004773-82-4 87
5 Naphthalene, 1,2-dihydro-6-methyl- 144 C11H12 002717-47-7 87
Abundance Scan 1076 (8.616 min): BF127548.D\data.ms (-1072) (-) m/z 129.05 100.00%
129.1
5000
A A
5.0 770 1051 50.1 8.20 8.40 8.60 8.80 9.00
0 e ittt lerir m/z 144.05  57.78%
m/z--> 20 40 60 80 100 120 140 160
Abundance #23558: 1H-Indene, 1,1-dimethyl-
129.0
5000 I R LB B R
8.20 8.40 8.60 8.80 9.00
m/z 128.05 48.51%
15.0 510 770 1020
0 \‘\ T \‘\ T \“’ T \“1 T “H‘\“\H}“‘ T ““\ T \‘1 T P “\6\.(\)\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #23557: 1H-Indene, 1,3-dimethyl-
129.0
R REamnaEE T
8.20 8.40 8.60 8.80 9.00
5000 m/z 127.10 17.76%
obor 90 520 502920 | || 10
miz--> 20 40 60 80 100 120 140 160
Abundance #23573: Naphthalene, 1,2-dihydro-4-methyl- T e
129.0 8.20 8.40 8.60 8.80 9.00
m/z 115.10 17.26%
5000
N B IS "1 N PO |
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80 9.00

8270-BF032122.M Tue Mar 29 12:38:50 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32822\
Data File : BF127548.D

Acqg On : 28 Mar 2022 18:10
Operator : CG\JU

Sample : N2123-05

Misc

ALS vial : 12  Sample Multiplier: 1

DISSOLVED-FRACTION-CS-1-MODIFIED-ELUTRIATE

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 unknown8.692

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
8.692 5.16 ng 194906 Naphthalene-d8 8.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 49
2 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 49
3 Nonane, 5-butyl- 184 C13H28 017312-63-9 38
4 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 38
5 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 38
Abundance Scan 1089 (8.692 min): BF127548.D\data.ms (-1081) (-) m/z 57.05 100.00%
57.0
85'0 135.1 \\\‘\\\\‘\\\\‘\\\\’\\\\
H ‘ 8.40 8.60 8.80 9.00
Ob et b B0 L 2898 w/z 43.05  78.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
5000 L B L B L LN SR
8.40 8.60 8.80 9.00
290 85.0 m/z 71.05  48.32%
0 ‘\ ““ L | M‘ ,113.0 141.0 169.0 197.0 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14542: Heptane, 3,4-dimethyl-
43.0
R A e
70.0 8.40 8.60 8.80 9.00
5000 m/z 41.05 37.04%
99.0
0 15.0 ‘ H\ [ \‘ \‘ 128.0
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59031: Nonane, 5-butyl- e EARRaEEES S
43.0 71.0 8.40 8.60 8.80 9.00
m/z 135.05 28.78%
5000 126.0
0 oo L oassoneso L b VUGN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00

8270-BF032122.M Tue Mar 29 12:38:59 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32822\
Data File : BF127548.D

Acqg On : 28 Mar 2022 18:10

Operator : CG\JU

Sample : N2123-05 :

Misc : DISSOLVED-FRACTION-CS-1-MODIFIED-ELUTRIATE

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 Naphthalene, 2-ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.386 6.40 ng 246460  Acenaphthene-di10 9.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 96
2 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 96
3 2-Thiophenecarboxylic acid, 5-et... 156 C7H802S 023229-72-3 64
4 Naphthalene, 1-propyl- 170 C13H14 002765-18-6 59
5 2,4-Difluoromesitylene 156 CSH1eF2 000392-61-0 59

Abundance Scan 1207 (9.386 min): BF127548.D\data.ms (-1204) (-)  m/z 141.05 100.00%
141.1

5000
115.1
9.00 9.20 9.40 9.60 9.80
51.0 70.2 g9
b2 05890 Ll b 1741 ) 15610 43.77%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33124: Naphthalene, 2-ethyl-
141.0
5000
9.00 9.20 9.40 9.60 9.80
115.0 ITI/Z 115.10 22.62%
Ot ‘2\7\.0\\“ \5\%\.9“\ \7\?"“0\ T \‘\ T \“1‘\ \‘i‘\ T W\" T
m/z--> 20 40 60 80 100 120 140 160
Abundance #33127: Naphthalene, 1-ethyl-
141.0
9.00 9.20 9.40 9.60 9.80
5000 ITI/Z 142.05 12.46%
115.0
ol150 39.0 630  89.0 L
e o e T
m/z--> 20 40 60 80 100 120 140 160
Abundance #33487: 2-Thiophenecarboxylic acid, 5-ethyl- R AR
141.0 9.00 9.20 9.40 9.60 9.80
m/z 128.05 9.61%
5000
45.0 111.0
260 | ol
L S S (NS A
m/z--> 20 40 60 80 100 120 140 160 9.00 9.20 9.40 9.60 9.80

8270-BF032122.M Tue Mar 29 12:39:04 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF032822\

Data File : BF127548.D

Acqg On : 28 Mar 2022 18:10

Operator : CG\JU

Sample : N2123-05 :

Misc . DISSOLVED-FRACTION-CS-1-MODIFIED-ELUTRIATE

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF032122.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 15 Naphthalene, 2,3-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
9.451 10.44 ng 402134  Acenaphthene-d10 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96

Abundance Scan 1218 (9.451 min): BF127548.D\data.ms (-1214) (-)
Ad

m/z 156.10 100.00%

156
5000
1151
510 7.0 ‘ 9.20 9.40 9.60 9.80
Y ““ " uiL‘ 269 ‘u AL MJM L1781 m/z 141.05  79.58%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000
9.20 9.40 9.60 9.80
115.0 m/z 155.10 41.41%
76.0 ‘
51.0
27.0
O\\\‘\\\\‘\\\\“"M““\‘\‘\\“\\\}‘\“!‘\\“‘\\M‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
9.20 9.40 9.60 9.80
5000 m/z 161.10  34.86%
77.0 115.0
51 0 .
R N S N O =, ¥ | N
miz--> 20 40 60 80 100 120 140 160 180
Abundance #33132: Naphthalene, 2,6-dimethyl- R R RRNREL RS E Rt
156.0 9.20 9.40 9.60 9.80
m/z 162.10 31.65%
5000
77.0 115.0
270 °10 e 13
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF032822\

Data File : BF127548.D

Acqg On : 28 Mar 2022 18:10

Operator : CG\JU

Sample : N2123-05 :

Misc DISSOLVED-FRACTION-CS-1-MODIFIED-ELUTRIATE

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF032122.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 16 Naphthalene, 1,2-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
9.528 12.34 ng 475233  Acenaphthene-d10 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 97
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97

Abundance Scan 1231 (9.528 min): BF127548.D\data.ms (-1227) () m/z 156.10 100.00%
156.1

5000
1151
51.0 77.0 ‘ ] 9.50
) SRS A R TR 2 . SO 2. Ji L m/z 141.00  94.72%
miz--> 20 60 80 100 120 140 160
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000
9.50
115.0 m/z 155.05  28.41%
76.0 ‘
51.0
27.0
O \\\‘\‘\ T \“ T \“\ \“‘M‘\‘\‘LUJ‘ \‘\‘\ T “\ T } ‘ \“!‘\ \“‘\ \M‘ L
m/z--> 20 40 60 80 100 120 140 160
Abundance #33139: Naphthalene, 1,2-dimethyl-
141.0 JL
pectin il
9.50
5000 51.0 ITI/Z 115.05 21.01%
770 115.0
miz--> 20 60 80 100 120 140 160
Abundance #33152: Naphthalene, 2,6-dimethyl- — ‘
156.0 9.50
m/z 128.00 16.78%
) MNLMUKM\
77.0 115.0
51.0
PN B TR WM . <} | B, e
miz--> 20 60 80 100 120 140 160 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32822\
Data File : BF127548.D

Acqg On : 28 Mar 2022 18:10

Operator : CG\JU

Sample : N2123-05 :

Misc : DISSOLVED-FRACTION-CS-1-MODIFIED-ELUTRIATE

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 Naphthalene, 1,3-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.645 7.36 ng 283567  Acenaphthene-di10 9.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 95

Abundance Scan 1251 (9.645 min): BF127548.D\data.ms (-1248) (-)  m/z 141.05 100.00%
141.1

115.1 ML —p—
390 6?.0 890 ‘ Ly - 9.50 10.00
0 bt el b L BBSS  m/z 156.10  88.36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 T I T T J\ T T
9.50 10.00
115.0 m/z 155.10 24.12%
76.0 ‘
51.0
27.0
O \\\‘\‘\ T \‘[ T \“\ \““f“\‘\“!h‘ \‘\‘\ T “\ T } ‘ \“!‘\ \“‘\ \M‘ L ‘ 1
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33135: Naphthalene, 1,3-dimethyl-
156.0 J\
e o
9.50 10.00
5000 m/z 115.05  20.34%
115.0
ol 270 510 760 4370
e S L e L
miz--> 20 40 60 80 100 120 140 160 180
Abundance #33160: Naphthalene, 1,4-dimethyl- —— —
156.0 9.50 10.00
m/z 128.05 15.58%
5000
510 770 115.0
om‘mu‘m‘w“sm‘“‘_m‘u‘“;Mlhﬂ“m!““m‘W A A
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32822\
Data File : BF127548.D

Acqg On : 28 Mar 2022 18:10

Operator : CG\JU

Sample : N2123-05 :

Misc : DISSOLVED-FRACTION-CS-1-MODIFIED-ELUTRIATE

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 unknown1©.075 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.075 2.91 ng 111975  Acenaphthene-di10 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzofuran 168 C12H80 000132-64-9 60
2 3,6-Diazahomoadamantan-9-o0l 168 C9H16N20 138023-21-9 45
3 Naphtho[2,1-d]imidazole 168 C11H8N2 000233-53-4 38
4 1-Norleucine, n-propargyloxycarb... 251 C13H17NO4 1000329-61-5 38
5 9H-Pyrido[3,4-b]indole 168 C11H8N2 000244-63-3 38
Abundance Scan 1324 (10.075 min): BF127548.D\data.ms (-1320) (-  m/z 168.10 100.00%
168.1
5000 1391 ﬂ
VLU N Y
390 63.0 840 1130 ‘ JL 10.00
Ob sttt el M m/z 139.05  38.89%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43617: Dibenzofuran
168.0
5000 ‘10\00‘ T
139.0 :
m/z 170.10 21.00%
390 630 840 4.
O‘\\\\““\\H\\“‘\\M\H\‘!‘w\\‘\\\H\‘\\\\‘}\\\\‘\ \\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44272: 3,6-Diazahomoadamantan-9-ol
42.0 168.0 A )\M

10.00

5000 m/z 155.05 18.37%

0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #43445: Naphtho[2,1-d]imidazole T I
168.0 10.00
m/z 169.10 17.25%
5000
140.0
) 0 o w0 MO | "
— et e we ol
m/z--> 20 40 60 80 100 120 140 160 180 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32822\
Data File : BF127548.D

Acqg On : 28 Mar 2022 18:10

Operator : CG\JU

Sample : N2123-05 :

Misc : DISSOLVED-FRACTION-CS-1-MODIFIED-ELUTRIATE

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.881 5.46 ng 221421  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 Dodecanoic acid 200 C12H2402 000143-07-7 74

Abundance Scan 1631 (11.880 min): BF127548.D\data.ms (-1629) (- m/z 43.05 100.00%

43.0 73,0
5000
129.0
P e
‘ ‘ H‘ (# ‘ 157.21g51 2831 5561 1150 12.00
Y o O Y 0 VTS ey S o P PO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 r T
11.50 12.00
157.01g5 02130  256.0 m/z 73.05 86.32%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0 T T
11.50 12.00
5000 129.0 m/z 57.05 82.19%
185.0
|
0%§Ry‘wumy”‘”k%“ﬂwJM‘_HJ_”‘_HNMH‘_M‘_H‘_
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126202: Pentadecanoic acid — —
43.0 73.0 11.50 12.00
m/z 41.10 80.38%
5000
129.0 242.0
199.0
e
YN N0 T N v B NNPRROORS S S
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32822\
Data File : BF127548.D

Acqg On : 28 Mar 2022 18:10

Operator : CG\JU

Sample : N2123-05 :

Misc : DISSOLVED-FRACTION-CS-1-MODIFIED-ELUTRIATE

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 1-Tricosene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.851 16.18 ng 482989  Chrysene-di12 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 91
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 91
3 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91

Abundance Scan 1966 (13.851 min): BF127548.D\data.ms (-1962) (- m/z 57.05 100.00%
57.0

97.1
5000
50 1400
392 1820 : ’ :
- Mu L) 13921820 2342 2860 355, " o5 oc o545y
mlz--> 50 100 150 200 250 300 350
Abundance #227234: 1-Tricosene
43.0 83.0
5000 — —
13.50 14.00
25.0 m/z 43.10 91.78%
0 T ‘\ ‘\ “ T h\‘ T h \ “ “‘ ‘“ T ‘\.\ T ‘ L ‘ L ‘3\2\2;0\ ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #248981: 1-Heneicosyl formate
57.0
97.0 ‘ T T ‘ T
13.50 14.00
5000 m/z 83.05 74.61%
0 \\ B ) %8202220 2910 3400
el ‘ e R e e e
m/z--> 50 100 150 200 250 300 350
Abundance #228956: Trifluoroacetic acid, pentadecyl ester — —T
57.0 13.50 14.00
97.0 m/z 97.10 69.29%
5000
210.0 5550
ol LLERY TR 0 )
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32822\
Data File : BF127548.D

Acqg On : 28 Mar 2022 18:10

Operator : CG\JU

Sample : N2123-05 :

Misc . DISSOLVED-FRACTION-CS-1-MODIFIED-ELUTRIATE

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF032122.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|
Benzene, 1-ethy... 6.351 2.9 ng 85766 1 6.834 595946 20.0
Benzene, 1,2,3-... 6.651 7.5 ng 224918 1 6.834 595946 20.0
Benzene, 1,2,4-... 6.887 5.9 ng 176738 1 6.834 595946 20.0
Indane 7.004 6.9 ng 205537 1 6.834 595946 20.0
1-Propyne, 3-ph... 7.087 17.6 ng 523494 1 6.834 595946 20.0
2-Methylindene 7.863 14.2 ng 534867 2 8.116 756159 20.0
1H-Indene, 1-me... 7.892 12.9 ng 485944 2 8.116 756159 20.0
(-)-Carvone 8.451 2.8 ng 105236 2 8.116 756159 20.0
(1-Methylbuta-1... 8.575 2.8 ng le6426 2 8.116 756159 20.0
1H-Indene, 1,1-... 8.616 4.6 ng 173488 2 8.116 756159 20.0
unknown8.692 8.692 5.2 ng 194906 2 8.116 756159 20.0
Naphthalene, 2- 9.386 6.4 ng 246460 3  9.869 770505 20.0
Naphthalene, 2,... 9.451 10.4 ng 402134 3 9.869 770505 20.0
Naphthalene, 1,... 9.528 12.3 ng 475233 3 9.869 770505 20.0
Naphthalene, 1,... 9.645 7.4 ng 283567 3 9.869 770505 20.0
unknown10.075 10.075 2.9 ng 111975 3 9.869 770505 20.0
n-Hexadecanoic ... 11.881 5.5 ng 221421 4 11.363 811461 20.0
1-Tricosene 13.851 16.2 ng 482989 5 14.010 597023 20.0
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