LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131100.D

Acqg On : 09 Nov 2022 22:06
Operator : CG\JU

Sample : N5340-07

Misc :

ALS vial : 9 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-BF110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131100.D\data.ms

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

# min scan scan scan TY height area % max. total
1 2.122 3 6 12 rBV 189003 214763 2.89% 0.234%
2 2.193 12 18 25 rVB 1650571 2181390 29.36% 2.376%
3 2.322 31 40 49 rVB2 100307 201524 2.71% 0.219%
4 3.422 220 227 234 rBV 156715 270933 3.65% 0.295%
5 5.116 510 515 520 rBV 396472 433101 5.83% 0.472%
6 5.510 579 582 585 rBV 904472 991907 13.35% 1.080%
7 5.728 615 619 626 rVV3 545329 695988 9.37% 0.758%
8 6.363 722 727 732 rVB3 150710 253594  3.41% 0.276%
9 6.469 743 745 747 rBV 288647 220305 2.97% 0.240%
106 6.528 750 755 760 rBV2 469104 821481 11.06% ©.895%
11 6.710 783 786 789 rBV 221333 205293 2.76% 0.224%
12 6.893 813 817 820 rBV 679818 622939 8.39% 0.678%
13 6.951 820 827 828 rBV2 696110 774344 10.42% 0.843%
14 6.969 828 830 837 rVW 736353 1041390 14.02% 1.134%
15 7.051 840 844 855 rVB 1581399 2596741 34.96% 2.828%
16 7.145 858 860 863 rBV 241122 273422 3.68% 0.298%
17 7.298 879 886 889 rVW 616711 892436 12.01% ©.972%
18 7.375 892 899 902 rWw2 466901 901276 12.13% ©.982%
19 7.422 903 907 908 rvv2 257291 307043 4.13% 0.334%
20 7.463 908 914 916 rVv2 1982879 2620563 35.28% 2.854%
21 7.492 916 919 924 rVB2 1318547 1301205 17.52% 1.417%
22 7.645 935 945 946 rBV3 337899 698317 9.40% 0.761%
23 7.722 950 958 959 rW 550973 1020905 13.74% 1.112%
24 7.781 965 968 969 rBV 195918 229564 3.09% 0.250%
25 7.898 973 988 991 rvv3 1582585 5077009 68.34% 5.529%
26 7.928 991 993 996 rVB 2320517 1914844 25.78% 2.085%
27 7.987 998 1003 1007 rBV4 532849 880436 11.85% ©.959%
28 8.045 1008 1013 1014 rBV4 319382 464728 6.26% ©.506%
29 8.104 1020 1023 1028 rBV2 901368 1833781 24.68% 1.997%
30 8.181 1033 1036 1037 rVV 1274534 1487110 20.02% 1.620%
31 8.198 1037 1039 1040 rVV 1688186 1305003 17.57% 1.421%
32 8.216 1040 1042 1045 rVB 3561420 3094859 41.66% 3.370%
33 8.316 1056 1059 1061 rBV3 184993 185011 2.49% 0.201%
34 8.345 1061 1064 1066 rVB2 714158 624494  8.41% 0.680%
35 8.381 1066 1070 1071 rBV2 201555 230849 3.11% 0.251%
36 8.398 1071 1073 1077 rBV3 383844 411522 5.54%  0.448%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131100.D

Acqg On : 09 Nov 2022 22:06
Operator : CG\JU

Sample : N5340-07

Misc :

ALS vial : 9 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-BF110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.434 1077 1079 1083 rVB4 250605 250703 3.37% 0.273%
38 8.469 1083 1085 1088 rVB3 256697 214324  2.89% 0.233%
39 8.545 1091 1098 1100 rBV2 823256 1380772 18.59% 1.504%
40 8.604 1104 1108 1110 rBV2 663731 759182 10.22% 0.827%
41  8.628 1110 1112 1113 rBV 358864 252776  3.40% 0.275%
42 8.639 1113 1114 1116 rVB 657378 446708 6.01% 0.486%
43 8.687 1119 1122 1126 rVB3 791604 1078005 14.51% 1.174%
44  8.739 1126 1131 1138 rBVS5 974107 1800671 24.24% 1.961%
45  8.798 1138 1141 1144 rBV3 343885 356974 4.81% 0.389%
46 8.851 1148 1150 1154 rVB4 272842 354364 4.77% 0.386%
47  8.892 1154 1157 1161 rBV3 345461 454440 6.12%  ©.495%
48 8.928 1161 1163 1168 rBv4 351032 447788 6.03% 0.488%
49 8.969 1168 1170 1172 rVB 330714 212529 2.86% 0.231%
50 9.016 1175 1178 1181 rVB 302463 328091 4.42% 0.357%
51 9.051 1181 1184 1186 rBv2 279836 305462 4.11% 0.333%
52 9.104 1187 1193 1195 rBV5 331140 492023 6.62% 0.536%
53 9.145 1197 1200 1203 rBV2 425576 520509 7.01% 0.567%
54 9.175 1203 1205 1209 rVB4 389258 455860 6.14%  0.496%
55 9.257 1209 1219 1222 rVB 4004813 4874468 65.62% 5.309%
56 9.298 1222 1226 1229 rBV3 286207 429419 5.78% 0.468%
57 9.334 1229 1232 1234 rBV2 440163 363111 4.89% ©.395%
58 9.363 1234 1237 1239 rBvV2 371243 435830 5.87% 0.475%
59 9.439 1239 1250 1252 rVB 3926973 7428776 100.00% 8.090%
60 9.469 1252 1255 1259 rBV2 535154 515420 6.94% 0.561%
61 9.592 1274 1276 1278 rBV 273351 234160 3.15% ©0.255%
62 9.622 1278 1281 1284 rVB5 336468 457553 6.16% 0.498%
63 9.704 1289 1295 1302 rVB2 902421 1385745 18.65% 1.509%
64 9.763 1302 1305 1307 rBV3 281239 265613 3.58% 0.289%
65 9.816 1307 1314 1317 rVB5 541683 723030 9.73% 0.787%
66 9.886 1317 1326 1328 rBV 2811752 3613341 48.64% 3.935%
67 9.939 1332 1335 1337 rVB 832768 605606 8.15% 0.660%
68 9.986 1337 1343 1345 rBV5 296247 450745 6.07%  0.491%
69 10.051 1351 1354 1357 rBV3 181669 306635 4.13% 0.334%
70 10.086 1357 1360 1364 rVV4 243625 380770 5.13% 0.415%
71 10.169 1372 1374 1377 rBV2 319835 265304 3.57% 0.289%
72 10.228 1381 1384 1386 rBV 415110 499874 6.73% 0.544%
73 10.292 1386 1395 1398 rVB 2065280 4917361 66.19% 5.355%
74 10.463 1419 1424 1425 rBV3 244546 357833  4.82% 0.390%
75 10.528 1432 1435 1437 rBV3 215269 252782  3.40% 0.275%
76 10.604 1445 1448 1451 rVB 630520 579093 7.80% ©.631%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131100.D

Acqg On : 09 Nov 2022 22:06
Operator : CG\JU

Sample : N5340-07

Misc :

ALS vial : 9 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-BF110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 10.710 1462 1466 1467 rBV2 405684 429514 5.78% 0.468%
78 10.739 1467 1471 1473 rVV 1894534 1739556 23.42% 1.894%
79 10.769 1473 1476 1479 rVB4 387409 364019 4.90% 0.396%
80 10.881 1492 1495 1496 rBV 200712 184780 2.49% 0.201%
81 10.910 1496 1500 1504 rVB2 609264 665681 8.96% ©.725%
82 10.975 1508 1511 1517 rVB3 208288 315606 4.25% 0.344%
83 11.033 1518 1521 1525 rVB2 294924 352712 4.75% 0.384%
84 11.139 1535 1539 1542 rVB2 308660 331604 4.46% ©.361%
85 11.263 1558 1560 1563 rBv4 206616 238099 3.21% ©.259%
86 11.328 1566 1571 1574 rVB2 290174 385885 5.19% 0.420%
87 11.369 1574 1578 1580 rBV3 197514 298871 4.02% ©.325%
88 11.433 1585 1589 1591 rVB 752400 703534 9.47% ©.766%
89 11.775 1644 1647 1651 rBV3 166455 243775 3.28% 0.265%
90 11.957 1676 1678 1685 rVB2 226860 298847 4.02% 0.325%
91 12.057 1689 1695 1702 rVB2 1703574 2410931 32.45% 2.626%
92 12.180 1713 1716 1720 rVB2 155241 193346 2.60% 0.211%
93 12.410 1750 1755 1763 rVB2 726713 1044435 14.06% 1.137%
94 12.569 1779 1782 1785 rBV 559203 452141 6.09% 0.492%
95 12.739 1808 1811 1820 rVB2 357434 419930 5.65% ©0.457%
96 13.022 1854 1859 1862 rVB 2532577 2411898 32.47% 2.627%
97 13.392 1919 1922 1927 rVB 215728 204875 2.76% ©0.223%
98 14.074 2035 2038 2041 rVV 551256 469608 6.32% ©0.511%
99 14.674 2137 2140 2148 rVB 339204 385113 5.18% 0.419%
100 15.568 2288 2292 2303 rVB 411380 543687 7.32% ©.592%
Sum of corrected areas: 91822167
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Data Path
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

¢ Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\

BF131100.D
: 09 Nov 2022 22:06
: CG\JU
: N5340-07
: 9 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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\BF110922\
Data File : BF131100.D

Acq On : 09 Nov 2022 22:06
Operator : CG\JU

Sample : N5340-07

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.193 70.04 ng 2181390 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CAS# 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 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 9
Abundance  Scan 18 (2.193 min): BF131100.D\data.ms (-12) (-) m/z 73.05 100.00%

73.0
5000 43.0 J\

87.1 T ‘ T T T ‘ T T T ‘ T T

‘ | Lgl | 2.20 2.40 2.60
e el et e e e | m/z 43,05 44.95%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 LA L L B B
43.0 2.20 2.40 2.60
‘ 87.0 m/z 55.05 30.93%
29.0
\‘\\\\“\\\\“\\\\‘\f\\g‘\o\\\“\}\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 7/t
2.20 2.40 2.60
5000 41.0 55.0 ITI/Z 87.10 25.76%
27.0
1S | A O | 1120 1290
el TR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- T
73.0 2.20 2.40 2.60

m/z 41.05 14.98%

5000 43.0
58.0
29.0 87‘-0
]

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131100.D

Acq On : 09 Nov 2022 22:06
Operator : CG\JU

Sample : N5340-07

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 1,3,5,7-Cyclooctatetraene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
5.728 22.35 ng 695988 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
11,3,5,7-Cyclooctatetraene 104 C8H8 000629-20-9 96
2 Styrene 104 C8H8 000100-42-5 96
3 Bicyclo[4.2.0]octa-1,3,5-triene 104 C8H8 000694-87-1 96
4 Butanedioic acid, phenyl- 194 C1eH1004 000635-51-8 64
5 1,3,7-Octatrien-5-yne 104 C8H8 016607-77-5 40
Abundance Scan 619 (5.728 min): BF131100.D\data.ms (-615) (-) m/z 104.10 100.00%
104.1
5000 78.1
51.0
R maaRREE
39.0 | 63.0 ‘ 010 5.40 5.60 5.80 6.00
et il il L0 L hz 78,10 51.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5499: 1,3,5,7-Cyclooctatetraene
104.0
78.0
5000 \\‘\\\\‘/\\\\\’\\\\‘\\\\‘
51.0 5.40 5.60 5.80 6.00
39.0 m/z 103.10 50.94%
27.0 63.0
\\‘\\\\‘\\\‘\‘\\\\‘[\\\\1!‘\\\‘}‘\‘f\‘\1‘1\“\\\9\99\\‘! ‘\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5492: Styrene
104.0
 RAREaEE
5.40 5.60 5.80 6.00
5000 78.0 m/z 51.00 33.63%
51.0
63.0
150 27.0 399 \‘\ 0 | w0 |
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5502: Bicyclo[4.2.0]octa-1,3,5-triene
104.0 5.40 5.60 5.80 6.00
m/z 77.10 23.67%
5000 78.0
51.0
27090 | w0 |
‘WH_MW‘WLH‘_m_:wwﬂ“?w! NS B D S | Y DN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131100.D

Acq On : 09 Nov 2022 22:06
Operator : CG\JU

Sample : N5340-07

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 unknown6.951 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.951 24.86 ng 774344  1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Pentanol, 3-(1,1-dimethylethyl... 200 C13H280 041902-42-5 43
2 3,5-Octanedione, 2,2,4,7-tetrame... 198 C12H2202 1000161-72-3 38
3 Propane, 1-(1,1-dimethylethoxy)-... 144 C9H200 032970-46-0 28
4 Propanoic acid, 2,2-dimethyl-, t... 158 C9H1802 016474-43-4 25
5 Ethanedioic acid, dibutyl ester 202 C1eH1804 002050-60-4 23

Abundance Scan 827 (6.951 min): BF131100.D\data.ms (-820) (-) m/z 57.10 100.00%

57.1
5000
115.1 6.60 6.80 7.00 7.20
143.2
(- m“‘h ‘ mw“ SO L S e 29T mjz 59.05  17.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #76051: 3-Pentanol, 3-(1,1-dimethylethyl)-2,2,4,4-tetrame
57.0
5000 LI L L L BB B
87.0 6.60 6.80 7.00 7.20
29.0 m/z 41.05 15.11%
\‘ \“‘ [ 1y 111.0 14:\3'0 .
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #73663: 3,5-Octanedione, 2,2,4,7-tetramethyl-
57.0
85.0
R e RRARERuE
6.60 6.80 7.00 7.20
5000 m/z 115.10 7.59%
114.0
29.0
L] ‘ 141.0 170.0 198.0
et e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24457: Propane, 1-(1,1-dimethylethoxy)-2,2-dimethyl- e e e
57.0 6.60 6.80 7.00 7.20
m/z 105.10 6.52%
5000
290 “ ‘ 87.0 129.0
S | e
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131100.D

Acq On : 09 Nov 2022 22:06
Operator : CG\JU

Sample : N5340-07

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 1-Heptene, 3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.969 33.43 ng 1041390 1,4-Dichlorobenzene-d4 6.893
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 52
2 1-Octene 112 C8H16 000111-66-0 50
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 50
4 Cycloheptane 98 C7H14 000291-64-5 50
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 47
Abundance Scan 830 (6.969 min): BF131100.D\data.ms (-828) (-) m/z 57.10 100.00%
57.1
41.1
5000
83.1

‘ ‘ 6.60 6.80 7.00 7.20
o‘WwHwHMH_m_HwWHwH_“““‘1‘,2‘3”9_”” m/z 43.10  66.73%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #7539: 1-Heptene, 3-methyl-

55.0
70.0
5000 L L B I B R R
29.0 6.60 6.80 7.00 7.20
m/z 41.10 65.44%
H\ ‘\ | 95.0 112.0
H‘HH‘\\H‘\H\‘HH‘HH‘\\H‘HH‘\H\‘HH‘HH‘HH’HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #7492: 1-Octene
43.0
70.0 SV E
6.60 6.80 7.00 7.20
m/z 55.10 54.03%
5000 2710
112.0
0 |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15685: 1-Hexanol, 2-ethyl- A B e
57.0 6.60 6.80 7.00 7.20
m/z 56.10 42.28%
5000
41.0
83.0
bt
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131100.D

Acq On : 09 Nov 2022 22:06
Operator : CG\JU

Sample : N5340-07

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 unknown7.375 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.375 28.94 ng 901276  1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 38
2 Hexanoic acid 116 C6H1202 000142-62-1 38
3 Octanoic acid 144 C8H1602 000124-07-2 38
4 8-Chlorocapric acid 178 C8H15C102 001795-62-6 37
5 Pentanoic acid 102 C5H1002 000109-52-4 37
Abundance Scan 899 (7.375 min): BF131100.D\data.ms (-892) (-) m/z 43.10 100.00%
43.1
60.0
5000
112.1 T T T T T T
‘ | ‘ sﬁ 0 || 1m0 7.00 7.20 7.40 7.60
A e LR o0 68.16%
m/z--> 20 40 60 100 120 140
Abundance #15395: Heptan0|c acid
60.0
5000 L L B LA B R
430 7.00 7.20 7.40 7.60
270 H 87.0 m/z 73.00 41.80%
\\\‘\}\\“‘\‘\\}H‘\“Hf‘\“}‘\\\‘]Tlf3\0‘1\-3\0\0\‘\\\
miz—-> 20 40 60 80 100 120 140
Abundance #9149: Hexanoic acid
60.0
R R
7.00 7.20 7.40 7.60
5000 m/z 41.10 40.22%
41.0
87.0
ECRINTIN [0 A
miz--> 20 40 60 80 100 120 140
Abundance #24060: Octanoic acid R ARt
60.0 7.00 7.20 7.40 7.60
m/z 55.10  29.96%
5000
43.0
85.0 101.0
7o L
S 1 A w‘ ik 12701440 AN VS
m/z--> 20 40 60 100 120 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131100.D

Acq On : 09 Nov 2022 22:06
Operator : CG\JU

Sample : N5340-07

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Hexanoic acid, 3,5,5-trimet... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.898 68.28 ng 5077010  Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 86
2 3,3-Dimethylheptanoic acid 158 C9H1802 067061-30-7 64
3 Hexanoic acid, 3,5,5-trimethyl-,... 200 C12H2402 1000406-05-1 42
4 Hexanoyl chloride, 3,5,5-trimethyl- 176 C9H17Cl0 036727-29-4 40
5 Hexanal, 3,5,5-trimethyl- 142 C9H180 005435-64-3 38

Abundance Scan 988 (7.898 min): BF131100.D\data.ms (-973) (-) m/z 57.10 100.00%

57.1
5000 83.1 J/AW
DT S
371 10‘3 1 125.1 157.0 7.60 7.80 8.00 8.20
e Pl il S L m/z 83.10  44.20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #35399: Hexanoic acid, 3,5,5-trimethyl-
57.0
5000 L L B BN R
83.0 7.60 7.80 8.00 8.20
m/z 41.10 42.15%
29.0 103.0 125.0 /
\\\‘\‘\‘\\“\‘\\ ‘\\‘\\‘\\\\‘[H‘\\\\‘\‘\.\\].‘4\5\9\‘\\\\‘\\\
miz--> 60 80 100 120 140 160 180
Abundance #35349: 3,3-Dimethylheptanoic acid
57.0
G
7.60 7.80 8.00 8.20
5000 83.0 m/z 56.10 22.43%
29.0 103.0
125.0
M 1580
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #75854: Hexanoic acid, 3,5,5-trimethyl-, isopropyl ester R aRaEEE T
57.0 7.60 7.80 8.00 8.20
m/z 55.10 21.69%
102.0
5000
143.0
29 0
A 810 || 1230 185.0
“‘_“‘_“ ““w“w“‘w“‘w“‘w“‘w“‘ R R RRRE
m/z--> 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131100.D

Acq On : 09 Nov 2022 22:06
Operator : CG\JU

Sample : N5340-07

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 7 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.928 25.75 ng 1914840  Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1OH160 000464-48-2 98
2 (+)-2-Bornanone 152 C10H160 000464-49-3 97
3 Camphor 152 C10H160 000076-22-2 97
4 5,7-Octadien-4-one, 2,6-dimethyl... 152 C1@H160 006752-80-3 58
5 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 46
Abundance Scan 993 (7.928 min): BF131100.D\data.ms (-991) (-) m/z 95.10 100.00%
gE
411
5000
69.1
152.1 R N AARRAE
‘ ‘ ‘ ‘ 1231 7.60 7.80 8.00 8.20
o‘H""‘Mumwm‘“”‘_“H_Hu_m_ m/z 81.10 66.55%
m/z--> 20 40 60 100 120 140
Abundance #29373: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S
41.0
5000
69.0 7.60 7.80 8.00 8.20
152.0 m/z 41.10 56.11%
]_\5\9\‘\‘\\‘” “‘\‘\!\\ \\\“ ‘\\]_‘23\\0\\‘\\\\‘\
m/z--> 20 100 120 140
Abundance #29115.(+}2-Bornan0ne
95.0
e ARammasE TR
7.60 7.80 8.00 8.20
m/z 55.10 42.00%
5000 410 /
69.0 152.0
150 1 | 1280 , 4
m/z--> 20 40 60 100 120 140
Abundance #29050: Camphor  RRRAREaEE
41.0 95.0 7.60 7.80 8.00 8.20
m/z 108.10 35.82%
5000 69.0
152.0
| 1210 et e
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131100.D

Acq On : 09 Nov 2022 22:06
Operator : CG\JU

Sample : N5340-07

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 8 endo-Borneol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.104 24.66 ng 1833780  Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 endo-Borneol 154 C10H180 000507-70-0 76
2 Bicyclo[2.2.1]heptan-2-0l, 1,7,7... 154 C1@H180 000464-45-9 53
3 Furan, 2-ethyl-5-methyl- 110 C7H100 001703-52-2 52
4 Ethanone, 1-(2-furanyl)- 110 C6H602 001192-62-7 52
5 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 50
Abundance Scan 1023 (8.104 min): BF131100.D\data.ms (-1020) (-) m/z 95.10 100.00%
95.1
411 R A RAAR EEEEEET
‘ - 771 111 129 7.80 8.00 8.20 8.40
S = Y | b Lol A48 myz oa1.1e 16.68%
m/z--> 20 40 60 80 100 120 140 160
Abundance #30953: endo-Borneo
95.0
5000 L B L B R
7.80 8.00 8.20 8.40
41.0 m/z 110.05 14.18%
T \m\ \““1 T \“‘H ‘6\7‘}“? \”‘HW T \‘ 1“ Tty 1\2“1\0\ \1\‘3?\0\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #31314: Bicyclo[2.2.1]heptan-2-ol, 1,7,7-trimethyl-, (1S-e
95.0
S REBERANEEE R
7.80 8.00 8.20 8.40
5000 m/z 77.10 12.50%
41.0
67.0 121.0 139.0
\MH \H \‘\“1“ HH“; Ly \‘M il “\ — H‘ : \155\,0\
m/z--> 20 40 60 80 100 120 140 160
Abundance #6583: Furan, 2-ethyl-5-methyl- TR
95.0 7.80 8.00 8.20 8.40
m/z 55.10 11.13%
- M
130 670 _ 1110
i e B o R RERESERRR
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131100.D

Acq On : 09 Nov 2022 22:06

Operator : CG\JU

Sample : N5340-07

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 9 Benzeneacetic acid Concentration Rank 18

R.T EstConc Area Relative to ISTD R.T.
8.545 18.57 ng 1380770  Naphthalene-d8 8.181
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 93
2 Propanedioic acid, phenyl- 180 C9H804 002613-89-0 86
3 p-Methylbenzeneboronic acid 136 C7H9BO2 005720-05-8 59
4 Benzeneacetaldehyde 120 C8H80 000122-78-1 53

5 Thiocyanic acid, phenylmethyl ester 149 C8H7NS 003012-37-1 50

Abundance Scan 1098 (8.545 min): BF131100.D\data.ms (-1091) (-) m/z 91.10 100.00%
91.1
- J\/\th
136.1
65.0 M T T e
39.1 ‘ uJ 118.1 8.20 8.40 8.60 8.80
0 _m‘w‘w “HH,H e m/z 136.05  26.88%
miz--> 20 100 120 140 160 180
Abundance #18692.Benzeneaceﬁcacm
91.0
5000 \‘\\\\‘\\m‘\\\\’\
8.20 8.40 8.60 8.80
65.0 136.0 m/z 65.05 19.04%
39.0 '
‘ Ll L I 118.0 .
‘\\\\‘\\1\‘\\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55635: Propanedioic acid, phenyl-
91.0
R R
8.20 8.40 8.60 8.80
5000 m/z 92.05 17.17%
136.0
65.0
26.0 \h w ‘N J 1180 | 177.0
e L e L e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18578: p-Methylbenzeneboronic acid
91.0 8.20 8.40 8.60 8.80
m/z 39.10 11.81%
5000 136.0
45.0
65.0
I, \\ [
u \ N I
“H‘ e B B e S R R RRE,
m/z--> 20 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131100.D

Acq On : 09 Nov 2022 22:06
Operator : CG\JU

Sample : N5340-07

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Benzoic acid, 2,4-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.145 17.19 ng 520509  Acenaphthene-d10 9.939

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, 2,4-dimethyl- 150 C9H1e02 000611-01-8 95
2 Benzoic acid, 2,6-dimethyl- 150 C9H1e02 000632-46-2 90
3 Benzoic acid, 2,3-dimethyl- 150 C9H1002 000603-79-2 60
4 Benzoic acid, 2,5-dimethyl- 150 C9H1002 000610-72-0 58
5 Benzamide, 2-(methylamino)- 150 C8H10N20 007505-81-9 45
Abundance Scan 1200 (9.145 min): BF131100.D\data.ms (-1197) (-) m/z 132.05 100.00%
132.1
105.1
77.1
5000
51.0
AR AEE S S e
161.1 8.80 9.00 9.20 9.40

sl b L2070 150 05 s4.67%

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

Abundance #28330: Benzoic acid, 2,4-dimethyl-

132.0
105.0
5000 LI L L LA L L BN A
8.80 9.00 9.20 9.40
7.0 m/z 105.10  70.99%
27.0 °1.0 ‘
\\\‘\M-\ \““\ \“U\ ‘M\ \‘\H‘ T \“\ T “‘\“\ T “H Iy T \“r T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28336: Benzoic acid, 2,6-dimethyl-
132.0
e RERaaRmEt SRR
104.0 8.80 9.00 9.20 9.40
5000 m/z 77.10 54.27%
51.0 77.0
\\\‘\\ “\‘\\“\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28342: Benzoic acid, 2,3-dimethyl- s A RRAEaRER R
105.0 150.0 8.80 9.00 9.20 9.40
m/z 104.05 54.02%
- I J\M/LMM
_$:wwu‘y‘ e e e e AR Sy
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\

BF131100.D

: 09 Nov 2022 22:06
: CG\JU
: N5340-07

: 9 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Concentration Rank 1

Peak Number

9.439 245.33 ng

Hit# of 5

11 Vanillin

7428780

Tentative ID

Relative to ISTD R.T.

Acenaphthene-d10

1 Vanillin

2 Benzaldehyde, 3-hydroxy-4-methoxy-

3 Benzenamine, 2-methyl-5-nitro-
4 Benzaldehyde, 2,6-dihydroxy-4-me... 152 C8H803
5 Benzaldehyde, 2,4-dihydroxy-6-me... 152 C8H803

152 C8H803
152 C8H803
152 C7H8N202

000121-33-5 98
000621-59-0 97
000099-55-8 47
000526-37-4 47
000487-69-4 43

Abundance Scan 1250 (9.439 min): BF131100.D\data.ms (-1239) (-) m/z 151.00 100.00%
151.0
5000 81.1 /\—A
53.1 109.1 RS W B E——E
m ‘ ‘ 9.20 9.40 9.60 9.80
ob e b L L1750 2070 s 00 97.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29935: Vanillin
151.0
5000
81.0 9.20 9.40 9.60 9.80
53.0 109.0 m/z 81.10 41.75%
\\\‘\\\\““‘\\“H“‘\ “M‘\ T “MW“H ‘\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30053: Benzaldehyde, 3-hydroxy-4-methoxy-
152.0
e A REEEE R
9.20 9.40 9.60 9.80
5000 m/z 109.10 26.99%
81.0
510 109.0
27.0 m ‘
S e PR Y TN AR N AR I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29814: Benzenamine, 2-methyl-5-nitro- R RS RS
152.0 9.20 9.40 9.60 9.80
77.0 o
106.0 m/z 53.10 22.16%
5000
51.0
28.0 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80

8270-BF110922.M Thu Nov 10 13:39:53 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131100.D

Acq On : 09 Nov 2022 22:06
Operator : CG\JU

Sample : N5340-07

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Formic acid, 2-propylphenyl... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.469 17.02 ng 515420  Acenaphthene-d10 9.939

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Formic acid, 2-propylphenyl ester 164 C10H1202 1010368-96-6 58
2 Benzyl mandelate 242 C15H1403 000890-98-2 58
3 Fenipentol 164 C11H160 000583-03-9 58
4 Benzenemethanol, .alpha.-pentyl- 178 C12H180 004471-05-0 53
5 Mandelamide 151 C8HSNO2 004410-31-5 53

Abundance Scan 1255 (9.469 min): BF131100.D\data.ms (-1252) (-) m/z 107.10 100.00%

107.1
57.1
5000
e AR e
‘ 137.1164.1 9.20 9.40 9.60 9.80
m_HJ“Mw‘mmim‘m“;u‘uw‘mH“_‘M“l"ulﬁ?-ﬂwww m/z 57.16  53.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #39341: Formic acid, 2-propylphenyl ester
107.0
5000 UL L B I B AL LN
9.20 9.40 9.60 9.80
77.0 136.0 m/z 79.18  36.98%
o || e
H\‘\H\‘H\\‘\‘\\\‘HH‘\‘\\‘\‘H\\“HH‘\\H‘HH‘HH‘\\H‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #126038: Benzyl mandelate
107.0
R R RAR
9.20 9.40 9.60 9.80
5000 m/z 77.05 25.80%
79.0
18.0 ‘51"0“ I ‘ 167.0 242.(
L RA N R A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #39591: Fenipentol R Rama s EERmEES T
107.0 9.20 9.40 9.60 9.80
m/z 59.05 15.13%
5000
79.0
164.0
260510 | | 1330
e e e e T e e e A Ramm s ARRRRAR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131100.D

Acq On : 09 Nov 2022 22:06
Operator : CG\JU

Sample : N5340-07

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 4-tert-Butyl-2-nitrophenol,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.704 45.76 ng 1385750  Acenaphthene-d10 9.939

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-tert-Butyl-2-nitrophenol, acetate 237 C12H15N04 1000514-77-6 64
2 4-tert-Butyl-2-nitrophenol 195 C10H13NO3 003279-07-0 60
3 1,2-Dimethyl-3-nitro-4-nitroso-b... 180 C8H8N203 1000275-00-6 52
4 1,1'-Biphenyl, 4-ethenyl- 180 C14H12 002350-89-2 47
5 5-(4-Nitro-pyrazol-1-yl)-1H-tetr. 181 C4H3N702 1000275-34-9 40

Abundance Scan 1295 (9.704 min): BF131100.D\data.ms (-1289) (-) m/z 180.10 100.00%

180.1
5000
134.0 —— —
391 77 1 105.1 ‘ | pora 9.50 10.00
0 Hw‘H‘_m,"m\meWL,W‘W A ARAAENSEER m/z 134.00  19.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #119428: 4-tert-Butyl-2-nitrophenol, acetate
180.0
5000 ) o
430 9.50 10.00
m/z 152.00  13.94%
77.0 134.0
]\_\5\‘()\H\“‘1\\\’\\\1““\\‘1]\.(‘)‘3\0\‘\\\“\’\\1\‘\\\\ ‘\\\}‘\\\\’\2\\31.\(:
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #70034: 4-tert-Butyl-2-nitrophenol
180.0
T T —
9.50 10.00
5000 m/z 195.10 11.66%
134.0
o, 00 ||
Hw‘H‘_H‘V‘H_‘H‘HH‘H‘WH‘W‘H"H‘_H‘V‘H_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55483: 1,2-Dimethyl-3-nitro-4-nitroso-benzene — ——
77.0 180.0 9.50 10.00
m/z 181.10  11.43%
41.0
5000
103.0
133.0 M
e i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131100.D

Acq On : 09 Nov 2022 22:06
Operator : CG\JU

Sample : N5340-07

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 14 Benzoic acid, 2,4,5-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
9.816 23.88 ng 723030  Acenaphthene-di0 9.939
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, 2,4,5-trimethyl- 164 C10H1202 000528-90-5 64
2 Ethyl o-methylbenzoate 164 C10H1202 000087-24-1 41
3 3-Benzofurancarboxylic acid, 2,3... 164 C9H803 039891-55-9 38
4 Ethyl m-methylbenzoate 164 C10H1202 000120-33-2 30
5 1,4-Benzenediamine, N,N,N',N'-te... 164 C1OH16N2 000100-22-1 30
Abundance Scan 1314 (9.816 min): BF131100.D\data.ms (-1307) (-)| | m/z 164.10 100.00%
119.1 164.1
5000 77.0
39.1
- P
l ‘ 9.50 10.00
gl 2010 28l n/z 119.10  87.73%
miz--> 50 100 150 200 250
Abundance #39291: Benzoic acid, 2,4,5-trimethyl-
164.0
119.0
5000 = st
9.50 10.00
m/z 149.05 73.83%
77.0‘ ‘
—— H' i‘mh‘\\‘\‘\\‘ i “\“L‘ L ‘u“ e
miz--> 50 100 150 200 250
Abundance #39223: Ethyl o-methylbenzoate
119.0
Fo Fe
9.50 10.00
5000 164.0 m/Z 146.05 72.41%
65.0
29.
‘\ﬂ‘ﬂ‘$‘u M“‘ et
m/z--> 50 100 150 200 250
Abundance  #40418: 3-Benzofurancarboxylic acid, 2,3-dihydro- — T
91.0 9.50 10.00
m/z 118.10 64.11%
5000
39.0 164.0
- ““”‘}”“““m L - s
m/z--> 50 100 150 200 250 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131100.D

Acq On : 09 Nov 2022 22:06
Operator : CG\JU

Sample : N5340-07

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 Apocynin Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.886 119.33 ng 3613340  Acenaphthene-d10 9.939

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Apocynin 166 C9H1003 000498-02-2 95
2 Ethanone, 1-(3-hydroxy-4-methoxy... 166 C9H1003 006100-74-9 95
3 Ethanone, 1-(2-hydroxy-4-methoxy... 166 C9H1003 000552-41-0 74
4 Ethanone, 1-[4-(methylthio)phenyl]- 166 C9H100S 001778-09-2 72
5 2',4'-Dihydroxy-3'-methylacetoph... 166 C9H1003 010139-84-1 68
Abundance Scan 1326 (9.886 min): BF131100.D\data.ms (-1317) (-) m/z 151.05 100.00%
1511
5000
123.0 L A
— — ‘
‘52"0 77.0 - 9.50 10.00
Ol o L) 781 2079 166 65 44.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42058: Apocynin
151.0
5000 e t —
123.0 9.50 10.00
' m/z 123.00 27.19%
e s ||
H\‘\H\‘\\‘\‘\“\‘\\\‘i\\\‘\‘\\HHHHHH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance  #42254: Ethanone, 1-(3-hydroxy-4-methoxyphenyl)-
151.0

=
9.50 10.00

5000 m/z 52.05 15.33%
123.0
43.0 65.0 ‘
150 ldydew B0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #42258: Ethanone, 1-(2-hydroxy-4-methoxyphenyl)- = ey
151.0 9.50 10.00

m/z 43.05 15.19%

5000

43.0 108.0
150 77 690 ™ |

m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00

8270-BF110922.M Thu Nov 10 13:39:57 2022 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131100.D

Acq On : 09 Nov 2022 22:06
Operator : CG\JU

Sample : N5340-07

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 unknownl@.292 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.292 162.40 ng 4917360  Acenaphthene-di0 9.939
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Chloro-2-methyl-2-phenylpropane 168 C10H13Cl 000515-40-2 47
2 Benzenebutanoic acid, 2,5-dimethyl- 192 C12H1602 001453-06-1 45
3 3,4-Dimethylbenzyl isothiocyanate 177 C1@OH11NS 206559-59-3 43
4 o-Cymene 134 C1eH14 000527-84-4 43
5 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 43
Abundance Scan 1395 (10.292 min): BF131100.D\data.ms (-1386) (- m/z 119.10 100.00%
119.1
5000
91.1 192 1 T ‘ T T ‘ T
' 10.00 10.50
39.1 650 145.1168.1
O bbb e R R e m/z 132,85 40.75%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #42939: 1-Chloro-2-methyl-2-phenylpropane
119.0
5000 91.0 I Py
10.00 10.50
m/z 91.10 24.72%
‘\\\\‘\\\\‘\\‘i\“‘f\\\‘\\\\“\\\{“\\\\‘\\\\‘\1\\‘\\\\‘\\\\
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #66659: Benzenebutanoic acid, 2,5-dimethyl-
119.0
—— —
10.00 10.50
m/z 117.10 21.98%
5000 1920
270 91.0
1.0 \\\“145.0 ‘
A e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #51745: 3,4-Dimethylbenzyl isothiocyanate T —
119.0 10.00 10.50
m/z 192.10 16.23%
5000
91.0
39.0 ¢5.0 177.0
S0, bbbl 1450 | — 2o
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131100.D

Acq On : 09 Nov 2022 22:06
Operator : CG\JU

Sample : N5340-07

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 Tributyl phosphate Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.604 19.12 ng 579093  Acenaphthene-d10 9.939
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tributyl phosphate 266 C12H2704P 000126-73-8 83
2 Phosphoric acid, dibutyl 1,1-dim... 352 C13H25F404P 1000298-93-9 72
3 Fumaric acid, 4-chlorophenyl hep... 324 C17H21Cl04 1000405-84-2 50
4 Triisobutyl phosphate 266 C12H2704P 000126-71-6 50

5 Phosphoric acid, dibutyl 3-trifl... 348 C14H28F304P 1000298-93-8 39

Abundance Scan 1448 (10.604 min): BF131100.D\data.ms (-1445) (- m/z 99.00 100.00%
99.0
5000
— —
41"1‘ 155.0 211.1 10.50 11.00
0 b b - m/z 155.60  15.46%
m/z--> 50 100 150 200 250 300 350
Abundance #154909: Tributyl phosphate
99.0
5000 — -
10.50 11.00
155, m/z 41.10 14.85%
57.0 5‘50 211.0
T “\ \‘ ‘“‘\ 1T \‘ \‘\ ‘\ ‘ T T ‘ T T T ‘ L ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #260882: Phosphoric acid, dibutyl 1,1-dimethyl-2,2,3,3-te
99.0
—r —
10.50 11.00
5000 m/z 57.16  14.24%
41.0 155.0
“ L 225.0 297.0 337.0
— e e e
m/z--> 50 100 150 200 250 300 350
Abundance #228894: Fumaric acid, 4-chlorophenyl hept-2-yl ester P ——
99.0 10.50 11.00
m/z 125.00 8.27%
5000
550 197.0
ST INRNE: Y I -
m/z--> 50 100 150 200 250 300 350 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131100.D

Acq On : 09 Nov 2022 22:06
Operator : CG\JU

Sample : N5340-07

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 2-Naphthalenecarboxylic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.910 18.92 ng 665681  Phenanthrene-di0 11.433
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Naphthalenecarboxylic acid 172 C11H802 000093-09-4 95
2 1-Naphthalenecarboxylic acid 172 C11H802 000086-55-5 92
3 Naphthalene, 2-nitro- 173 C10H7NO2 000581-89-5 74
4 2,6-Difluorophenylacetic acid 172 C8H6F202 085068-28-6 47
5 1-Naphthamide 171 C11HSNO 002243-81-4 43

Abundance Scan 1500 (10.910 min): BF131100.D\data.ms (-1496) (- m/z 172.10 100.00%
172.1
127.1

5

5000
‘ ‘ ‘ ‘ 11.00
Ol ek “‘w“‘ ‘ “‘w‘ al h‘w b asop, lh‘ 20012230 /7 127,10 82.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47410: 2-Naphthalenecarboxylic acid
172.0
127.0
5000 L
11.00
63.0 m/z 155.10 59.88%
‘\\\\’\b\H\\““\\}H}“\H\\\()’J-\\O\‘\‘\‘\\\‘\\\\’\\ ‘\‘\\\\‘\\\\’\\\
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47405: 1-Naphthalenecarboxylic acid
172.0
e
127.0 11.00
5000 m/z 126.10  27.15%
63.0
30 et
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48264: Naphthalene, 2-nitro- —
127.0 11.00
m/z 115.10 22.45%
173.0
5000

51‘0 77‘0 101.0
\ |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00

:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131100.D

Acq On : 09 Nov 2022 22:06
Operator : CG\JU

Sample : N5340-07

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 19 unknownl2.057 Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
12.057 68.54ng 2410930  Phenanthrene-dle 11.433
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Fluoro-2-methylbenzoic acid 154 camrFo2 033184-16-6 46

2 1-Acetyl-1-methyl-4-methylenecyc... 152 C10H160
3 Cyclopentanecarboxylic acid, 3,3... 210 C13H2202
4 1H-Pyrrole, 4-ethyl-2,3-dimethyl- 123 C8H13N

1000424-28-4 30
087753-77-3 22
000491-18-9 22

5 .beta.-Resorcylic acid 154 C7H604 000089-86-1 22
Abundance Scan 1695 (12.057 min): BF131100.D\data.ms (-1689) (- m/z 57.10 100.00%
57.1
109.1
5000
154.1
T \
12.00
197.1 .
ol w‘w“‘2§§J1‘ ?§4; m/z 41.10 61.82%
miz--> 50 100 150 200 250
Abundance #32048: 5-Fluoro-2-methylbenzoic acid
108.0
154.0
5000 T
12.00
57.0 m/z 109.10 60.56%
:\LS\.O\ “‘\‘U‘“‘\“H\ H\L”‘\H“l T \‘\ “\ L B B B B B
miz--> 50 100 150 200 250
Abundance  #29280: 1-Acetyl-1-methyl-4-methylenecyclohexane
109.0
67.0 - :
12.00
5000 m/z 127.05 57.19%
152.0
i “ S
miz--> 50 100 150 200 250
Abundance #87439: Cyclopentanecarboxylic acid, 3,3-dimethyl-4-me e ‘
7.0 12.00
m/z 108.10 55.08%
5000 109.0
27"0 ‘ 154.0
‘\‘ ‘N ‘HH‘ \“‘ H‘\‘ ‘\u‘ N \H‘ ““ ‘19‘5“0‘ —— — =
m/z--> 50 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131100.D

Acq On : 09 Nov 2022 22:06
Operator : CG\JU

Sample : N5340-07

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 Todomatuic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.4106 29.69 ng 1044440  Phenanthrene-d10 11.433
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Todomatuic acid 252 (C15H2403 017844-07-4 80
2 (R-(R*,R*))-4-(1,5-Dimethyl-3-ox... 252 C15H2403 006753-22-6 72
3 1-Cyclohexene-1-carboxylic acid,... 266 C16H2603 017904-27-7 58
4 4-Azaindol-2(3H)-one 134 C7H6N20 032501-05-6 35
5 S5H-Pyrrolo(3,2-d)pyrimidin-4-amine 134 C6EH6N4 002227-98-7 35
Abundance Scan1755(12410num BF131100.D\data.ms (-1750) (- m/z 134.05 100.00%
57.1 134.1
5000
—=
177.1 12,50
| H n \ 00 O PO Y
‘ ;‘\ i \n“ HH M \h‘ Ml “m I S L m/z 57.10 96.53%
miz—-> 100 150 200 250
Abundance #138164: Todomatuic acid
134.0
5000 1
51.0 12.50
234.0 m/z 41.10  58.43%
el )11
o ‘H\“\\H“ \W ‘\}\‘\H“M}H\\J ‘\H‘ . “\‘ . “\‘ ‘\‘ “ L T
miz—-> 50 100 150 200 250
Abundance #138187: (R-(R*,R*))-4-(1,5-Dimethyl-3-oxohexyl)-1-cyclq
134.0
—
12.50
5000 57.0 m/z 152.85 57.12%
234.0
‘ ‘ “101 ‘ 177.0
: ‘\L \“ \\ \HHM\ \‘\H MH : \‘\““ : L‘ ‘\““ .
miz--> 150 200 250
Abundance #155639: 1—Cyc|ohexene—1—carboxy|ic acid, 4-(1,5-dimeth T
134.0 12.50
m/z 107.10  53.41%
5000
167.0
41.0 H 234.0
— “\ ‘HH‘ wly MM u‘ ‘m‘ ; H \‘1‘9‘949‘ . 2§qq —r
m/z--> 50 100 150 200 250 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131100.D

Acqg On : 09 Nov 2022 22:06
Operator : CG\JU

Sample : N5340-07

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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|
Butane, 2-metho... 2.193 70.0 ng 2181390 1 6.893 622939 20.0
1,3,5,7-Cyclooc... 5.728 22.4 ng 695988 1 6.893 622939 20.0
unknown6.951 6.951 24.9 ng 774344 1 6.893 622939 20.0
1-Heptene, 3-me... 6.969 33.4 ng 1041390 1 6.893 622939 20.0
unknown?7.375 7.375 28.9 ng 901276 1 6.893 622939 20.0
Hexanoic acid, 7.898 68.3 ng 5077010 2  8.181 1487110 20.0
Bicyclo[2.2.1]h... 7.928 25.8 ng 1914840 2 8.181 1487110 20.0
endo-Borneol 8.104 24.7 ng 1833780 2  8.181 1487110 20.0
Benzeneacetic acid 8.545 18.6 ng 1380770 2 8.181 1487110 20.0
Benzoic acid, 2... 9.145 17.2 ng 520509 3 9.939 605606 20.0
Vanillin 9.439 245.3 ng 7428780 3 9.939 605606 20.0
Formic acid, 2-... 9.469 17.0 ng 515420 3 9.939 605606 20.0
4-tert-Butyl-2-... 9.704 45.8 ng 1385750 3 9.939 605606 20.0
Benzoic acid, 2... 9.816 23.9 ng 723030 3  9.939 605606 20.0
Apocynin 9.886 119.3 ng 3613340 3 9.939 605606 20.0
unknown10.292 10.292 162.4 ng 4917360 3 9.939 605606 20.0
Tributyl phosphate 10.604 19.1 ng 579093 3 9.939 605606 20.0
2-Naphthaleneca... 10.910 18.9 ng 665681 4 11.433 703534 20.0
unknownl12.057 12.057 68.5 ng 2410930 4 11.433 703534 20.0
Todomatuic acid 12.410 29.7 ng 1044440 4 11.433 703534 20.0
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