LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110321\
Data File : BF126031.D

Acqg On : 3 Nov 2021 21:27

Operator : JU/CG

Sample : M4427-08 5X :

Misc : FDR-BH-2-20211029-6.5-7

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

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

Signal : TIC: BF126031.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.451 568 572 576 rBvV 888031 795784 9.11% 0.547%
2 6.469 741 745 752 rBV 907249 839675 9.61% 0.577%
3 6.851 806 810 813 rBV 1133859 881125 10.08% 0.605%
4 7.380 897 900 902 rBV 149800 162422 1.86% 0.112%
5 7.404 902 904 906 rVV 601248 535569 6.13% 0.368%
6 7.457 910 913 916 rVB3 136784 152318 1.74% 0.105%
7 7.798 967 971 974 rBV4 143993 196713  2.25% 0.135%
8 7.945 990 996 1000 rBV 182671 289404  3.31% 0.199%
9 8.133 1024 1028 1034 rBV 1379699 1198574 13.72% 0.823%
10 8.186 1034 1037 1040 rVB3 99380 131596 1.51% ©.090%
11  8.269 1048 1051 1053 rBvV2 139623 168208 1.93% 0.116%
12 8.292 1053 1055 1059 rVv2 248868 339245 3.88% 0.233%
13  8.339 1060 1063 1065 rVV 280958 273118 3.13% ©0.188%
14  8.375 1066 1069 1072 rVB2 231423 254980 2.92% 0.175%
15 8.469 1082 1085 1087 rBV2 165644 196068 2.24% 0.135%
16 8.522 1090 1094 1096 rBV2 493114 566488 6.48%  0.389%
17 8.551 1096 1099 1102 rBV 284480 297850  3.41% 0.205%
18 8.622 1108 1111 1114 rBV3 274403 280006 3.20% 0.192%
19 8.657 1114 1117 1119 rBV 2002105 1544016 17.67% 1.061%
20 8.680 1119 1121 1122 rVB 247466 173480 1.99% 0.119%
21 8.716 1125 1127 1129 rBV3 577524 655871 7.51% 0.450%
22 8.780 1136 1138 1141 rVB2 542253 503999 5.77% 0.346%
23 8.822 1141 1145 1148 rBV4 696755 949974 10.87% 0.652%
24  8.898 1148 1158 1162 rBV3 1167565 2690752 30.79%  1.848%
25 8.939 1162 1165 1166 rBV2 386580 418629 4.79%  0.288%
26 9.063 1182 1186 1189 rBV3 922071 1150037 13.16% 0.790%
27 9.092 1189 1191 1193 rBV3 356082 434366 4.97% ©0.298%
28 9.122 1193 1196 1199 rVV 1944750 2367588 27.10% 1.626%
29 9.163 1201 1203 1206 rvVv 944178 906800 10.38% 0.623%
30 9.192 1206 1208 1209 rwVv 518189 415147 4.75% 0.285%
31 9.210 1209 1211 1214 rVB 891194 617122 7.06% 0.424%
32 9.245 1215 1217 1219 rBV3 476437 417080 4.77% 0.286%
33 9.327 1229 1231 1232 rBV 575344 369678 4.23% 0.254%
34  9.369 1236 1238 1240 rVV2 645066 541269 6.19% 0.372%
35 9.410 1242 1245 1249 rVB2 2838431 3231387 36.98% 2.220%
36 9.463 1252 1254 1256 rBvV2 981748 872090 9.98% 0.599%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110321\
Data File : BF126031.D

Acqg On : 3 Nov 2021 21:27

Operator : JU/CG

Sample : M4427-08 5X :

Misc : FDR-BH-2-20211029-6.5-7

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.569 1270 1272 1274 rVB2 654151 478975 5.48% ©.329%
38 9.616 1277 1280 1283 rBV2 1452162 1637030 18.73% 1.124%
39  9.645 1283 1285 1287 rVW2 507192 505597 5.79% 0.347%
40  9.698 1291 1294 1297 rVB 593986 576789 6.60% ©.396%
41  9.727 1297 1299 1301 rBV2 387740 432523 4.95% 0.297%
42  9.769 1304 1306 1307 rBV 1114868 837003 9.58% 0.575%
43  9.857 1319 1321 1323 rBV2 621007 578252 6.62% 0.397%
44  9.886 1324 1326 1333 rVB3 1212058 1722457 19.71%  1.183%
45  9.939 1333 1335 1337 rBV2 373362 448842 5.14%  ©.308%
46  9.969 1338 1340 1343 rVB 844424 772949 8.85% 0.531%
47 10.098 1360 1362 1365 rBV3 786385 812580 9.30% ©.558%
48 10.127 1365 1367 1371 rVB 1076469 1343329 15.37% 0.923%
49 10.304 1393 1397 1401 rBV3 1116731 1718976 19.67% 1.181%
50 10.386 1408 1411 1414 rVB2 2593519 2520872 28.85% 1.731%
51 10.433 1416 1419 1426 rVB3 3429874 4372093 50.04% 3.003%
52 10.557 1437 1440 1441 rBV 2676186 2495419 28.56% 1.714%
53 10.574 1441 1443 1445 rVB 2539973 1856206 21.24% 1.275%
54 10.598 1445 1447 1452 rBV2 2816817 2406846 27.54% 1.653%
55 10.639 1452 1454 1457 rBV2 1993068 2368205 27.10% 1.627%
56 10.704 1463 1465 1467 rVB 2302305 1706758 19.53% 1.172%
57 10.763 1471 1475 1479 rBV 8001727 8737995 100.00%  6.002%
58 10.798 1479 1481 1484 rVB2 2404988 1993098 22.81% 1.369%
59 10.851 1487 1496 1492 rBV 6189578 5533108 63.32% 3.800%
60 10.916 1497 1501 1505 rBV 7489950 7955010 91.04% 5.464%
61 10.957 1505 1508 1510 rBV 2556965 2595812 29.71% 1.783%
62 11.045 1520 1523 1525 rBV 2024105 2240829 25.64% 1.539%
63 11.133 1536 1538 1540 rVB 1137660 877864 10.05% 0.603%
64 11.157 1540 1542 1545 rBV 1332040 1316971 15.07%  0.905%
65 11.192 1545 1548 1551 rBV 2320735 2286932 26.17% 1.571%
66 11.251 1554 1558 1561 rVV2 2961714 4148144 47.47%  2.849%
67 11.280 1561 1563 1568 rVB 1969124 1715928 19.64% 1.179%
68 11.339 1569 1573 1577 rBV2 4694640 7699841 88.12% 5.289%
69 11.380 1577 1580 1581 rBV3 1087000 1073988 12.29% 0.738%
70 11.404 1581 1584 1586 rVB 2942107 2244931 25.69% 1.542%
71 11.439 1586 1590 1593 rBV 3027491 3408900 39.01%  2.341%
72 11.474 1593 1596 1600 rBV2 2097483 2657148 30.41%  1.825%
73 11.545 1606 1608 1610 rBV 1407085 1127999 12.91% 0.775%
74 11.568 1610 1612 1616 rVB2 2567554 3190372 36.51% 2.191%
75 11.615 1617 1620 1623 rBV 3939630 4290252 49.10% 2.947%

76 11.698 1630 1634 1639 rBV2 4189637 8691166 99.46% 5.970%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110321\
Data File : BF126031.D

Acqg On : 3 Nov 2021 21:27

Operator : JU/CG

Sample : M4427-08 5X :

Misc . FDR-BH-2-20211029-6.5-7

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

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

77 11.745 1640 1642 1645 rVB 3248075 3244287 37.13%  2.228%
78 11.792 1645 1650 1652 rBV 4056641 6236321 71.37% 4.283%
79 11.839 1656 1658 1660 rBV 3558105 3370947 38.58%  2.315%
80 12.086 1698 1700 1703 rBV2 1784690 1400454 16.03% 0.962%
81 12.392 1750 1752 1754 rBV2 1189531 1281611 14.67% ©.880%

82 15.480 2275 2277 2281 rVB 807821 860475 9.85% 0.591%

Sum of corrected areas: 145590512
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110321\
Data File : BF126031.D

Acqg On : 3 Nov 2021 21:27

Operator : JU/CG

Sample : M4427-08 5X :

Misc : FDR-BH-2-20211029-6.5-7

ALS vial : 18 Sample Multiplier: 1

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

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

Abundance TIC: BF126031.D\data.ms
1.2e+07

1le+07
8000000
6000000
4000000

2000000 6851
5.451 6469 © 7.404

0\f‘\T\\‘\\\\’F\\\‘\\\\‘\\\\Tf\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF126031.D\data.ms

10.7B2916
1.2e+07 100.851 1 792

1136 =

le+07 . 11.615
Ha0F 2.086
8000000 10,4209 m 3957 11 "1 | “ .39

it

6000000

4000000

2000000

0= e o o e e o e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF126031.D\data.ms

1.2e+07

1le+07
8000000
6000000
4000000

15.480

2000000

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110321\
Data File : BF126031.D

Acqg On : 3 Nov 2021 21:27

Operator : JU/CG

Sample : M4427-08 5X :

Misc FDR-BH-2-20211029-6.5-7

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 1 Pentane, 2,2,4-trimethyl-4-... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.898 44.90 ng 2690750  Naphthalene-d8 8.133

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,4-trimethyl-4-nitro- 159 C8H17N02 005342-78-9 53
2 6,10,13-Trimethyltetradecanol 256 C17H360 1000131-71-0 40
3 2,4,4-Trimethyl-1-pentanol, chlo... 242 C1@H17C1F202 1000447-27-2 38
4 1-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-39-1 35
5 1-Pentene, 4,4-dimethyl- 98 C7H14 000762-62-9 25

Abundance Scan 1158 (8.898 min): BF126031.D\data.ms (-1148) (-) m/z 57.10 100.00%

57.1
5000 97.1 W
‘ ‘ .60 8.80 9.00 9.20
125.1 210.2 e
Ol gl 22T 2661 2102 97 10 46.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #35915: Pentane, 2,2,4-trimethyl-4-nitro-
57.0
5000 30.0 T T T T T T T T T T T T
8.60 8.80 9.00 9.20
97.0 m/z 41.10  40.02%
0- H‘\““\“\“\\“‘\H\"H!‘\‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #143668: 6,10,13-Trimethyltetradecanol
57.0
R A Ramas T
7.0 8.60 8.80 9.00 9.20
5000 m/z 43.10 37.61%
126.0
N w\x\ww, 1840 1820 210.0 2380
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #125244: 2,4,4-Trimethyl-1-pentanol, chlorodifluoroaceta R AR
57.0 8.60 8.80 9.00 9.20
m/z 69.10 33.41%
5000
97.0
0 \29‘-0‘\“ bbby e O e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110321\
Data File : BF126031.D

Acqg On : 3 Nov 2021 21:27

Operator : JU/CG

Sample : M4427-08 5X :

Misc : FDR-BH-2-20211029-6.5-7

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 2 unknown9.410 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.410  37.52 ng 3231390  Acenaphthene-d10 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, 6-ethyloct-3-yl hep... 328 C19H3604 1000309-34-5 45
2 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 43
3 Oxalic acid, bis(6-ethyloct-3-yl... 370 C22H4204 1000309-34-6 38
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 38
5 Sulfurous acid, hexyl heptyl ester 264 C13H2803S 1000309-12-9 38

Abundance Scan 1245 (9.410 min): BF126031.D\data.ms (-1242) ()  m/z 57.10 100.00%

57.1
5000 85.1
R R RRRRRE
‘ m ‘ 111 1 1304 1682 2243 9.00 9.20 9.40 9.60 9.80
XN v A ‘H_m_nH_le‘??;‘lwhw m/z 43.10  52.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #234378: Oxalic acid, 6-ethyloct-3-yl heptyl ester
57.0
85.0
5000 | L AL B R
9.00 9.20 9.40 9.60 9.80
m/z 85.10 44.97%
29.0 ‘ 111.0 1410
O\‘\‘\‘\\‘\\\\“\w}\“\\\\“\\‘\\‘\\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45518: Octane, 3,4,5,6-tetramethyl-
57.0
R R RRRRRE
9.00 9.20 9.40 9.60 9.80
m/z 41.10 44.42%
5000 29.0 85.0
I T O \‘ 30 1390 1680
‘_m_m‘mwmWm_mwHWwmwm_m,u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #279342: Oxalic acid, bis(6-ethyloct-3-yl) ester R AAREEARE S
57.0 85.0 9.00 9.20 9.40 9.60 9.80
m/z 83.10 31.63%
5000
141.0
290 111.0
ol W d ALl L el
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110321\
Data File : BF126031.D

Acqg On : 3 Nov 2021 21:27

Operator : JU/CG

Sample : M4427-08 5X :

Misc : FDR-BH-2-20211029-6.5-7

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 3 unknownl@.386 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.386  29.27 ng 2520870  Acenaphthene-d10 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diglycolic acid, 2-acetylphenyl ... 336 C18H2406 1000382-72-2 38
2 Diglycolic acid, 2-acetylphenyl ... 322 C17H2206 1000382-72-0 35
3 Diglycolic acid, 2-acetylphenyl ... 378 C21H3006 1000382-72-5 32
4 Benzene, (1,1,2-trimethylpropyl)- 162 C12H18 026356-11-6 30
5 N-(2-Phenylethenyl)acetamide 161 C10H11NO 1000305-37-3 27

Abundance Scan 1411 (10.386 min): BF126031.D\data.ms (-1408) (1 m/z 105.05 100.00%

106.1
5000
57.1 — e
| ‘ 16T1 266 10.00 10.50
b bl | 3081 2663 ;11910 53.07%
mlz--> 50 100 150 200 250 300 350
Abundance  #243663: Diglycolic acid, 2-acetylphenyl hexyl ester
119.0
5000 — 1/
10.00 10.50
m/z 91.10 49.94%
o 430 4] 17302180 336.0
\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance  #226637: Diglycolic acid, 2-acetylphenyl pentyl ester
119.0
= 1
10.00 10.50
5000 m/z 97.10  22.74%
o 0 | 1902000 ;o
R e T R R
miz--> 50 100 150 200 250 300 350
Abundance  #286106: Diglycolic acid, 2-acetylphenyl nonyl ester P —
119.0 10.00 10.50
m/z 57.10 21.58%
5000 WWM
71.0
ol200 | ) 1 176.0215.0 2600 378
P b e — ——
m/z--> 50 100 150 200 250 300 350 10.00 10.50

8270-BF110321.M Mon Nov 08 12:26:25 2021 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110321\
Data File : BF126031.D

Acqg On : 3 Nov 2021 21:27

Operator : JU/CG

Sample : M4427-08 5X :

Misc : FDR-BH-2-20211029-6.5-7

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 4 unknownl1©.433 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

10.433 50.77 ng 4372090  Acenaphthene-di10 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanone, 2-hydroxy-1-phenyl- 164 C10H1202 016183-46-3 32
2 Benzoic acid, 4-hydroxy-3-nitro-... 330 C16H14N206 346661-98-1 17
3 4,5-Dihydro-4,4-dimethyl-2-pheny... 203 C12H13NO2 029637-55-6 16
4 Benzoic acid, 3,4-dichlorophenyl... 266 C13H8C1202 1000357-80-2 14
5 Hydratropic acid, undec-2-en-1-y... 302 C20H3002 1000406-96-0 12

Abundance Scan 1419 (10.433 min): BF126031.D\data.ms (-1416) (1 m/z 105.10 100.00%

105.1
5000
501 147.1 AV
| “ ‘ ‘ 2032 10.50
ol bl o L2463 4/ o165 43.31%
miz--> 50 100 150 200 250 300
Abundance #39305: 1-Butanone, 2-hydroxy-1-phenyl-
105.0
5000 U
10.50
147.0 m/z 57.10  27.95%
41.0 ‘ ‘
O T \“ “‘\ T H\ \‘ “‘\‘\ ‘\ T “ T T ’ T T T T ‘ T T T T ‘ L
miz—-> 50 100 150 200 250 300
Abundance #236263: Benzoic acid, 4-hydroxy-3-nitro-, (2-benzoylami
105.0
——
10.50
5000 m/Z 97.10 25.12%
147.0
51.0
0 Lo by g, [183.0 287.0 330.(
e e e e e
miz-> 50 100 150 200 250 300
Abundance #78796: 4,5-Dihydro-4,4-dimethyl-2-phenyl-1,3-oxazin-6- T
105.0 10.50
m/z 147.05 23.38%
5000
56.0
203.0
ok L[ L 620 .
m/z--> 50 100 150 200 250 300 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110321\
Data File : BF126031.D

Acqg On : 3 Nov 2021 21:27

Operator : JU/CG

Sample : M4427-08 5X :

Misc : FDR-BH-2-20211029-6.5-7

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 5 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
10.763 162.72 ng 8738000 Phenanthrene-d10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 53
2 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 50
3 Butyric acid, 2-phenyl-, 4-nitro... 285 C16H15NO4 1000406-87-5 50
4 Diglycolic acid, 2-acetylphenyl ... 280 C14H1606 1000382-71-6 50
5 Benzene, (1,1-dimethyldecyl)- 246 C18H30 027854-40-6 49

Abundance Scan 1475 (10.763 min): BF126031.D\data.ms (-1471) (1 m/z 119.10 100.00%

119.1
5000
57.1
S e
‘ | rg 272 10.50 11.00
oLl A BBOI ) 26T | 2663 1/ 9110 89.63%
miz--> 50 100 150 200 250
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 L e
10.50 11.00
m/z 105.10 64.65%
39.0 77.0‘ ‘
0\\‘\‘\"‘\‘\‘“\\"”\M‘ \H\’\\\\’\\\\’\\\\
miz--> 50 100 150 200 250
Abundance #17081: Benzene, 1-ethyl-3,5-dimethyl-
119.0
P e
10.50 11.00
5000 m/z 133.05 44.92%
39.0 770
miz--> 50 100 150 200 250
Abundance  #179998: Butyric acid, 2-phenyl-, 4-nitrophenyl ester N =
119.0 10.50 11.00
m/z 57.10 30.17%
5000 me
41.0
ob TR0 181.0 2280 2850
B L I e e P e
miz--> 50 100 150 200 250 10.50 11.00

8270-BF110321.M Mon Nov 08 12:26:27 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110321\
Data File : BF126031.D

Acqg On : 3 Nov 2021 21:27

Operator : JU/CG

Sample : M4427-08 5X :

Misc : FDR-BH-2-20211029-6.5-7

ALS vial : 18 Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 Benzene, (1,1-dimethylnonyl)- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
10.798 37.12 ng 1993100 Phenanthrene-d10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 2-methyl-2-phenyl- 274 C20H34 027854-41-7 78
2 Benzene, (1,1-dimethylnonyl)- 232 C17H28 055191-25-8 78
3 Pentadecane, 2-methyl-2-phenyl- 302 C22H38 029138-94-1 78
4 Benzene, (1,1,4,6,6-pentamethylh... 246 C18H30 055134-07-1 78
5 Cumene hydroperoxide, TMS deriva... 224 C12H2002Si 018057-16-4 78

Abundance Scan 1481 (10.798 min): BF126031.D\data.ms (-1479) (1 m/z 119.10 100.00%

119.1
5000
1050 1100
41.1 . .
79.1
ol A Ly 1730 217.2 26032944 ./, 91,10 27.00%
mlz--> 50 100 150 200 250 300
Abundance #166415: Tridecane, 2-methyl-2-phenyl-
119.0
5000 L e
10.50 11.00
41.0 m/z 120.10 9.97%
ol M ) 790‘ 1520 189.0 231.0 274.0
T T T \ ‘ T T T T T T T T T T ‘ T T T T T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #114096: Benzene, (1,1-dimethylnonyl)-
119.0
AL —
10.50 11.00
5000 ITI/Z 105.10 9.60%
41.0
0 i 790 | 161.0 232.0
T e o e
miz--> 50 100 150 200 250 300
Abundance #202480: Pentadecane, 2-methyl-2-phenyl- — —
119.0 10.50 11.00
m/z 41.10 7.10%
- MMMM
41.0
ol |, 790 | | 1530 2100 2450 302
o S SR e e —— —
m/z--> 50 100 150 200 250 300 10.50 11.00

8270-BF110321.M Mon Nov 08 12:26:27 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110321\
Data File : BF126031.D

Acqg On : 3 Nov 2021 21:27

Operator : JU/CG

Sample : M4427-08 5X :

Misc : FDR-BH-2-20211029-6.5-7

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 7 Benzene, (1,1,4,6,6-pentame... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.851 103.04 ng 5533110 Phenanthrene-d10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,1-dimethyldecyl)- 246 C18H30 027854-40-6 78
2 Benzene, (1,1,4,6,6-pentamethylh... 246 C18H30 055134-07-1 78
3 Cumene hydroperoxide, TMS deriva... 224 C12H2002Si 018057-16-4 78
4 Benzene, (1,1-dimethylnonyl)- 232 C17H28 055191-25-8 78
5 Phenyl iso-butyl methylcarbinyl ... 220 C14H2002 1000285-48-0 78

Abundance Scan 1490 (10.851 min): BF126031.D\data.ms (-1487) (-  m/z 119.10 100.00%

119.1
5000
s — %
alogy 2603 10.50 11.00
oL hd TSN U] 1831 1891 2242 260.3292.1 1/ o1 19 26.84%
miz--> 50 100 150 200 250
Abundance #131101: Benzene, (1,1-dimethyldecyl)-
119.0
5000 . —
10.50 11.00
m/z 41.10 12.73%
44.0
T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ’
miz--> 50 100 150 200 250
Abundance  #131112: Benzene, (1,1,4,6,6-pentamethylheptyl)-
119.0
— —r
10.50 11.00
5000 m/z 120.10 11.19%
57.0
o180, [ | ||| 1750 2460
e e e e
miz--> 50 100 150 200 250
Abundance  #104035: Cumene hydroperoxide, TMS derivative = —
119.0 10.50 11.00
m/z 105.10 9.40%
5000
43.0 77.0
ol || 1510 16802240
e T e - ——
miz--> 50 100 150 200 250 10.50 11.00

8270-BF110321.M Mon Nov 08 12:26:28 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110321\
Data File : BF126031.D

Acqg On : 3 Nov 2021 21:27

Operator : JU/CG

Sample : M4427-08 5X :

Misc : FDR-BH-2-20211029-6.5-7

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 8 Cumene hydroperoxide, TMS d... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.916 148.14 ng 7955010  Phenanthrene-d10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,1-dimethyldecyl)- 246 C18H30 027854-40-6 81
2 Benzene, (1,1-dimethylnonyl)- 232 C17H28 055191-25-8 64
3 Cumene hydroperoxide, TMS deriva... 224 C12H2002Si 018057-16-4 64
4 Benzene, 1-(1,5-dimethylhexyl)-4... 204 C15H24 001461-02-5 64
5 2-Hexanone, 5-methyl-5-phenyl- 190 C13H180 014128-61-1 59

Abundance Scan 1501 (10.916 min): BF126031.D\data.ms (-1497) (-  m/z 119.10 100.00%

119.1
5000
411 791 | 1611 246.2 11.00
— L 2L 1611 2032 24622803 ., 9119 32.39%
miz--> 50 100 150 200 250
Abundance #131100: Benzene, (1,1-dimethyldecyl)-
119.0
5000 T
11.00
410 m/z 105.10  15.17%
ol L. 799 | | 1500 2070 2460
T T T T ‘ T T T T ‘ T T T ‘ T T T T ’ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #114096: Benzene, (1,1-dimethylnonyl)-
119.0
—r
11.00
5000 m/z 41.10 13.36%
41.0
ol 190 | 1610 2820
I T T B B e R
m/z--> 50 100 150 200 250
Abundance  #104035: Cumene hydroperoxide, TMS derivative ——
119.0 11.00
m/z 43.10 11.83%
5000
43.0 77.0
o Ll ‘ 151.0 193.0224.0
i o e L T R ——
miz--> 50 100 150 200 250 11.00

8270-BF110321.M Mon Nov 08 12:26:29 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110321\
Data File : BF126031.D

Acqg On : 3 Nov 2021 21:27

Operator : JU/CG

Sample : M4427-08 5X :

Misc : FDR-BH-2-20211029-6.5-7

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 9 Benzene, (1,1-dimethyldecyl)- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.957 48.34 ng 2595810  Phenanthrene-d10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,1-dimethyldecyl)- 246 C18H30 027854-40-6 90
2 p-Toluic acid, 4-chlorophenyl ester 246 C14H11C1l02 1010307-76-5 86
3 Tridecane, 2-methyl-2-phenyl- 274 C20H34 027854-41-7 83
4 p-Menthane, 2,3-dibromo-8-phenyl- 372 C16H22Br2 1000152-61-6 83
5 Pentadecane, 2-methyl-2-phenyl- 302 C22H38 029138-94-1 83

Abundance Scan 1508 (10.957 min): BF126031.D\data.ms (-1505) (1  m/z 119.10 100.00%

119.1
5000
—
41.1 - 0463 ‘ 11.00
Ol T 1852 21512463 2041 .. 91 19 27.78%
miz--> 50 100 150 200 250
Abundance #131101: Benzene, (1,1-dimethyldecyl)-
119.0
5000 1
11.00
m/z 41.10 11.47%
44,
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #130555: p-Toluic acid, 4-chlorophenyl ester
119.0
—
11.00
5000 m/z 120.10 10.16%
e
et
m/z--> 50 100 150 200 250
Abundance #166415: Tridecane, 2-methyl-2-phenyl- —5
119.0 11.00
m/z 43.10 6.00%
41.0
ol L. 7?-0‘ | | 152.0183.0217.0  274.0
e L e e —
miz--> 50 100 150 200 250 11.00

8270-BF110321.M Mon Nov 08 12:26:29 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110321\
Data File : BF126031.D

Acqg On : 3 Nov 2021 21:27

Operator : JU/CG

Sample : M4427-08 5X :

Misc : FDR-BH-2-20211029-6.5-7

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 10 unknownll.e45 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.045 41.73 ng 2240830  Phenanthrene-d10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylbenzoic acid, 4-chloro-2... 260 C15H13Cl02 1010331-28-1 27
2 4-[N'-(2-Methyl-benzoyl)-hydrazi... 250 C12H14N204 1000294-09-5 27
3 p-Cymene 134 C10H14 000099-87-6 27
4 (6-Chloro-2-methylhexan-2-yl)ben... 210 C13H19Cl 1417621-45-4 27
5 2-Hexanone, 5-methyl-5-phenyl- 190 C13H180 014128-61-1 27

Abundance Scan 1523 (11.045 min): BF126031.D\data.ms (-1520) (- m/z 57.10 100.00%
e
119.1

:

5000

\‘ \
175.1

‘ 1 17.2 260.2 1100
b b T 2172 26022043 s 919,19 81.56%

miz--> 50 100 150 200 250 300
Abundance #148170: 2-Methylbenzoic acid, 4-chloro-2-methylphenyl
119.0

5000 Y :
11.00

m/z 105.10 61.11%

65.0
ob2zo 1| | 260.0

T T T T ‘ T T L ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ’ T T T
miz--> 50 100 150 200 250 300

Abundance #135186: 4-[N'-(2-Methyl-benzoyl)-hydrazino]-4-oxo-butyi
119.0

3

T \
11.00

5000 m/z 99.10 41.10%
65.0
ol by 2840 20D
m/z--> 50 100 150 200 250 300
Abundance #16992: p-Cymene T ‘
119.0 11.00
m/z 41.10 37.08%
5000
41.0 77.0 ‘
ob—tppl b d 4 —
m/z--> 50 100 150 200 250 300 11.00

8270-BF110321.M Mon Nov 08 12:26:30 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110321\
Data File : BF126031.D

Acqg On : 3 Nov 2021 21:27

Operator : JU/CG

Sample : M4427-08 5X :

Misc : FDR-BH-2-20211029-6.5-7

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 11 unknownl11.192 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.192 42.59 ng 2286930  Phenanthrene-d10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylpropionic acid, 2,4,5-tr... 328 C15H11C1302 1000354-74-5 43
2 Disiloxane, 1,1,3,3-tetramethyl- 134 C4H140Si2 003277-26-7 43
3 Benzene, (1,1,2-trimethylpropyl)- 162 C12H18 026356-11-6 38
4 Diglycolic acid, 2-acetylphenyl ... 294 C15H1806 1010382-71-7 35
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 35

Abundance Scan 1548 (11.192 min): BF126031.D\data.ms (-1545) (1 m/z 105.10 100.00%

106.1
5000
57.1
—r —
231.2 11.00 11.50
47.1 189 2
0 TR TR ] 2143 hyz o1.10  73.90%
miz--> 50 100 150 200 250 300
Abundance #233563: 3-Phenylpropionic acid, 2,4,5-trichlorophenyl es
105.0
5000 — e
11.00 11.50
m/z 119.10 56.09%
196.0
O \2\7\0\ “6\5\ “\ \“ H T \A\s‘-o\ H\ T H‘ L ‘ L ‘ \3\28\.\C
miz--> 50 100 150 200 250 300
Abundance #17168: Disiloxane, 1,1,3,3-tetramethyl-
119.0
% —
11.00 11.50
5000 m/z 133.05  43.02%
73.0
AIEE N I
miz--> 50 100 150 200 250 300
Abundance #37970: Benzene, (1,1,2-trimethylpropyl)- A —
119.0 11.00 11.50
m/z 57.10 32.90%
5000 W
41.0
‘ 7.0 162.0
T e o
m/z--> 50 100 150 200 250 300 11.00 11.50

8270-BF110321.M Mon Nov 08 12:26:31 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110321\
Data File : BF126031.D

Acqg On : 3 Nov 2021 21:27

Operator : JU/CG

Sample : M4427-08 5X :

Misc FDR-BH-2-20211029-6.5-7

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 12 [5-(4-Ethylphenyl)-5-hydrox... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

11251 775 g 4148140 Phenanthrene-die 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 [5-(4-Ethylphenyl)-5-hydroxy-3-t... 376 C20H19F3N202 1000311-59-5 72

2 Benzene, (1,1,4,6,6-pentamethylh... 246 C18H30 055134-07-1 72
3 Pentadecane, 2-methyl-2-phenyl- 302 C22H38 029138-94-1 64
4 Benzene, (1,1-dimethyldecyl)- 246 C18H30 027854-40-6 64
5 Dicumyl peroxide 270 C18H2202 000080-43-3 64

Abundance Scan 1558 (11.251 min): BF126031.D\data.ms (-1554) (-] m/z 119.10 100.00%

116.1
5000
L —
e 161.1 245.2 11.00 1150
O [ 100 24522024 o116 33.68%

m/z--> 0 50 100 150 200 250 300 350
Abundance #284429: [5-(4-Ethylphenyl)-5-hydroxy-3-trifluoromethyl- -
119.0

3

5000 — e
11.00 11.50
m/z 105.10  12.87%

0 4 \6?\()\ - L 22\59 3070 37.6(
L By B

m/z--> 0 50 100 150 200 250 300 350
Abundance #131112: Benzene, (1,1,4,6,6-pentamethylheptyl)-

3

119.0
—r —r
11.00 11.50
5000 m/z 41.10 11.91%
57.0
o150 [ | ||| 1750 2460
T
miz-> 0 50 100 150 200 250 300 350
Abundance #202480: Pentadecane, 2-methyl-2-phenyl- —— ——
119.0 11.00 11.50
m/z 120.10 10.31%
5000
41.0
ol i i) 1610 2100 3020
R e e R R — ——
m/z--> 0 50 100 150 200 250 300 350 11.00 11.50

8270-BF110321.M Mon Nov 08 12:26:32 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110321\
Data File : BF126031.D

Acqg On : 3 Nov 2021 21:27

Operator : JU/CG

Sample : M4427-08 5X :

Misc FDR-BH-2-20211029-6.5-7

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 13 3-Phenylpropionic acid, 2,3... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

11.288 3195 ng 1715030 Phenanthrene-d1e 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 3-Phenylpropionic acid, 2,3-dich... 294 C15H12C1202 1000331-06-3 59

2 2-Methyl-3-nitrophenyl .beta.-ph... 285 C16H15NO4 040300-01-4 50
3 3-Phenylpropionic acid, 2-fluoro... 244 C15H13F02 1000325-75-9 50
4 Undecanal, 3-phenyl- 246 C17H260 147380-80-1 50
5 3-Phenylpropanoic acid, cyclobut... 204 C13H1602 1000282-93-3 50

Abundance Scan 1563 (11.280 min): BF126031.D\data.ms (-1561) (1  m/z 105.10 100.00%

105.1
5000
57.1
—r —
245.2 11.00 11.50
189.1
ol “‘ nt ‘ bl A7 L1 2882 47 133,05 52.66%
miz--> 50 100 150 200 250 300
Abundance #191081: 3-Phenylpropionic acid, 2,3-dichlorophenyl este
105.0
5000 1
11.00 11.50
m/z 91.10 52.26%
o270 529 || | 1620 294.0
T T T ‘ T T T T T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #180001: 2-Methyl-3-nitrophenyl .beta.-phenylpropionate
105.0
— —
11.00 11.50
5000 ITI/Z 57.10 31.12%
51.0
0 L 136.0167.0 285.0
g e e s e
miz--> 50 100 150 200 250 300
Abundance #128417: 3-Phenylpropionic acid, 2-fluorophenyl ester ; ; ——
105.0 11.00 11.50
m/z 43.10 19.32%
5000
0270 650 | \\ H 201.0 244.0
e e e e e —r —
m/z--> 50 100 150 200 250 300 11.00 11.50

8270-BF110321.M Mon Nov 08 12:26:32 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110321\
Data File : BF126031.D

Acqg On : 3 Nov 2021 21:27

Operator : JU/CG

Sample : M4427-08 5X :

Misc : FDR-BH-2-20211029-6.5-7

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 14 Diglycolic acid, 2-acetylph... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

11.474 49.48 ng 2657150  Phenanthrene-d10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1l-ethylundecyl)- 260 C19H32 004534-52-5 59
2 Diglycolic acid, 2-acetylphenyl ... 308 C16H2006 1000382-71-9 53
3 Benzoic acid, 2-methyl-, 2-oxo-2... 254 C16H1403 055153-21-4 53
4 Diglycolic acid, 2-acetylphenyl ... 308 C16H2006 1000382-71-8 50
5 Benzene, 1,1'-(1,1,2,2-tetrameth... 238 C18H22 001889-67-4 50

Abundance Scan 1596 (11.474 min): BF126031.D\data.ms (-1593) (1 m/z 105.10 100.00%

106.1
5000 57.1
P
1471 2032 11.50
ob sl o 172362 27413083 0 119 19 0p.44%
miz--> 50 100 150 200 250 300
Abundance #148573: Benzene, (1-ethylundecyl)-
91.0
5000 T
11.50
m/z 91.10 58.95%
41.0 530 2310
O\“‘\ ‘\“’H\ ‘\M\““‘\“%\‘.\“ }7\5\0\ T \‘.\ T 7 T
miz--> 50 100 150 200 250 300
Abundance  #208971: Diglycolic acid, 2-acetylphenyl butyl ester
119.0
P
11.50
5000 ITI/Z 57.10 46.60%
0 \57\\0 Il “\ A \M H L 1730 2510 3080
e e e S e
miz--> 50 100 150 200 250 300
Abundance #140712: Benzoic acid, 2-methyl-, 2-oxo-2-phenylethyl es P
105.0 11.50
m/z 41.10 25.42%
5000
65-7 254.0
o"Ww“wt!H_m,wwum_w .
m/z--> 50 100 150 200 250 300 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110321\
Data File : BF126031.D

Acqg On : 3 Nov 2021 21:27

Operator : JU/CG

Sample : M4427-08 5X :

Misc : FDR-BH-2-20211029-6.5-7

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 15 unknownll.568 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.568 59.41 ng 3190370  Phenanthrene-d10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (4,7,7-Trimethylbicyclo[4.1.0]he... 208 C13H2002 1000498-96-4 16
2 4,5-Dihydro-4,4-dimethyl-2-pheny... 283 C12H13NO2 029637-55-6 14
3 1-Octanone, 4-ethyl-2-methyl-1-p... 246 C17H260 1914351-17-9 12
4 3-Phenylpropionic acid. 3,5-difl... 262 C15H12F202 1000299-02-0 10
5 2-Nitrophenyl-.beta.-phenylpropi... 271 C15H13NO4 040123-51-1 10

Abundance Scan 1612 (11.568 min): BF126031.D\data.ms (-1610) (-] m/z 105.10 100.00%

105.1
5000
43.1 LT I
H ‘ L‘ 1751 J50.3 11.50
- ““ Lol LA 301 L 2172 2999 3201 n/p 91,10 40.76%
miz--> 50 100 150 200 250 300
Abundance #85135: (4,7,7-Trimethylbicyclo[4.1.0]hept-4-en-3-yl)metr
105.0
5000/ 430 — :
11.50
‘ FS'O m/z 119.10  23.05%
O\\\‘\“H\‘\M\\“‘\“\\\“‘\\\\’\\\\‘\\\\’\\\
miz--> 50 100 150 200 250 300
Abundance #78796: 4,5-Dihydro-4,4-dimethyl-2-phenyl-1,3-oxazin-6-
105.0
R \
11.50
5000 m/z 133.05 17.95%
56.0
203.0
S - B e
miz--> 50 100 150 200 250 300
Abundance #131031: 1-Octanone, 4-ethyl-2-methyl-1-phenyl- — ‘
105.0 11.50
m/z 43.10 16.92%
5000 WWNNJMN“WWMﬁVNﬂWVM
41.0
oww‘wm_m‘ “1?‘9?”?“‘?9”‘,”‘ —
m/z--> 50 100 150 200 250 300 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110321\
Data File : BF126031.D

Acqg On : 3 Nov 2021 21:27

Operator : JU/CG

Sample : M4427-08 5X :

Misc : FDR-BH-2-20211029-6.5-7

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 16 Benzene, 1-(1,5-dimethylhex... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.616 79.89 ng 4290250  Phenanthrene-di10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-(1,5-dimethylhexyl)-4... 204 C15H24 001461-02-5 50
2 1-Piperidinecarbothioic acid, S-... 263 C15H21NOS 061432-55-1 50
3 Benzene, 1,1'-(1,1,2,2-tetrameth... 238 C18H22 001889-67-4 50
4 2-Hexanone, 5-methyl-5-phenyl- 190 C13H180 014128-61-1 50
5 Ethanone, 2-bromo-1-(4-methylphe... 212 C9H9BroO 000619-41-0 50

Abundance Scan 1620 (11.615 min): BF126031.D\data.ms (-1617) (1 m/z 119.10 100.00%

119.1
5000
57 1 T ‘ T T ‘ T
‘ ‘ 17‘5'1 2172 11.50 12.00
ob by L 725232883 336 47 195,10 85.59%
miz--> 50 100 150 200 250 300
Abundance  #80253: Benzene, 1-(1,5-dimethylhexyl)-4-methyl-
119.0
5000 — ——
11.50 12.00
m/z 91.10 47.87%
204.0
0 410 77. 0‘ ‘ A ‘
L \ ‘ T \ T T ‘ L ’ T T T ‘ T T T ‘ L
miz--> 50 100 150 200 250 300
Abundance #151783: 1-Piperidinecarbothioic acid, S-(1-methyl-1-phe
119.0
—— —
11.50 12.00
5000 ITI/Z 57.10 25.74%
41.
O g ‘ ‘
S BN ORI N
Miz--> 50 100 150 200 250 300
Abundance #121378: Benzene, 1,1'-(1,1,2,2-tetramethyl-1,2-ethaned —— ——
119.0 11.50 12.00
m/z 41.10 20.85%
5000
41.0 9
ol 165.0202,0238.0
e B I e —— ——
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110321\
Data File : BF126031.D

Acqg On : 3 Nov 2021 21:27

Operator : JU/CG

Sample : M4427-08 5X :

Misc : FDR-BH-2-20211029-6.5-7

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 17 Tridecane, 2-methyl-2-phenyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.698 161.85 ng 8691170  Phenanthrene-d10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 2-methyl-2-phenyl- 274 C20H34 027854-41-7 86
2 Benzene, (1,1,4,6,6-pentamethylh... 246 C18H30 055134-07-1 78
3 Benzene, (1,1-dimethylnonyl)- 232 C17H28 055191-25-8 78
4 Benzene, (1,1-dimethyldecyl)- 246 C18H30 027854-40-6 78
5 Pentadecane, 2-methyl-2-phenyl- 302 C22H38 029138-94-1 78

Abundance Scan 1634 (11.698 min): BF126031.D\data.ms (-1630) (-  m/z 119.10 100.00%

119.1
5000
—r —
411 794 - 11.50 12.00
ol A i L 175.22102 251.3288.3 3280 /5 91,19 24.32%
miz--> 50 100 150 200 250 300
Abundance #166415: Tridecane, 2-methyl-2-phenyl-
119.0
5000 e —
11.50 12.00
41.0 m/z 120.10 11.05%
ol h , 790 | | 154.0189.0 231.0 274.0
T T ’ L ’ L A ’ T T T T ‘ T T T ‘ T T T T ‘ L
miz--> 50 100 150 200 250 300
Abundance #131112: Benzene, (1,1,4,6,6-pentamethylheptyl)-
119.0
—r —
11.50 12.00
5000 ITI/Z 105.10 10.82%
57.0
o150 | | || 1750 2460
e e
miz--> 50 100 150 200 250 300
Abundance #114096: Benzene, (1,1-dimethylnonyl)- T —
119.0 11.50 12.00
m/z 41.10 10.26%
5000 WWM
41.0 4
oo 290 | 1620 2920 S
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110321\
Data File : BF126031.D

Acqg On : 3 Nov 2021 21:27

Operator : JU/CG

Sample : M4427-08 5X :

Misc : FDR-BH-2-20211029-6.5-7

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 18 Benzyl isocyanate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

11.745 60.42 ng 3244290  Phenanthrene-d10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzyl isocyanate 133 C8H7NO 003173-56-6 50
2 2-Cyano-3,5-dimethylpyrazine 133 C7H7N3 124629-52-3 43
3 3-Phenylpropionic acid, 2-fluoro... 244 C15H13F02 1000325-75-9 40
4 3-Phenylpropionic acid, 4-cyanop... 251 C16H13NO2 1000307-78-4 40
5 1H-Indol-3-0l, acetate 175 C1OH9NO2 000608-08-2 40

Abundance Scan 1642 (11.745 min): BF126031.D\data.ms (-1640) (1 m/z 133.05 100.00%

91.1 1381
5000
57.1 175.1
P o
‘ ‘ 25?-1 11.50 12.00
bbbl L2212 | 3224 ., 9116 81.95%
miz--> 50 100 150 200 250 300
Abundance #16883: Benzyl isocyanate
138.0
91.0
5000 — —
11.50 12.00
51.0 m/z 105.10  65.40%
O T ‘\ “ \“‘\m‘\ “ ‘\ T \‘\ ‘ L ‘ L ‘ L ‘ L
miz--> 100 150 200 250 300
Abundance #16863: 2-Cyano-3,5-dimethylpyrazine
133.0
e e
11.50 12.00
5000 ITI/Z 175.10 37.18%
42.0 81.0
0 \w“m“w““H“_H“HH_HWHH
miz--> 50 100 150 200 250 300
Abundance #128417: 3-Phenylpropionic acid, 2-fluorophenyl ester P —
105.0 11.50 12.00
m/z 57.10 35.34%
5000 MMW\/MW
0270 650 | \\ I 2010 244.0
e — e
m/z--> 50 100 150 200 250 300 11.50 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110321\
Data File : BF126031.D

Acqg On : 3 Nov 2021 21:27

Operator : JU/CG

Sample : M4427-08 5X :

Misc : FDR-BH-2-20211029-6.5-7

ALS Vvial : 18 Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Pentane, 2,2,4-... 8.898 44.9 ng 2690750 2 8.133 1198570 20.0
unknown9.410 9.410 37.5 ng 3231390 3 9.886 1722460 20.0
unknown10.386 10.386 29.3 ng 2520870 3 9.886 1722460 20.0
unknown10.433 10.433 50.8 ng 4372090 3 9.886 1722460 20.0
Benzene, 2-ethy... 10.763 162.7 ng 8738000 4 11.380 1073990 20.0
Benzene, (1,1-d... 10.798 37.1 ng 1993100 4 11.380 1073990 20.0
Benzene, (1,1,4... 10.851 163.0 ng 5533110 4 11.380 1073990 20.0
Cumene hydroper... 10.916 148.1 ng 7955010 4 11.380 1073990 20.0
Benzene, (1,1-d... 10.957 48.3 ng 2595810 4 11.380 1073990 20.0
unknown11.045 11.045 41.7 ng 2240830 4 11.380 1073990 20.0
unknown11.192 11.192 42.6 ng 2286930 4 11.380 1073990 20.0
[5-(4-Ethylphen... 11.251  77.3 ng 4148140 4 11.380 1073990 20.0
3-Phenylpropion... 11.280 31.9 ng 1715930 4 11.380 1073990 20.0
Diglycolic acid... 11.474 49.5 ng 2657150 4 11.380 1073990 20.0
unknown11.568 11.568 59.4 ng 3190370 4 11.380 1073990 20.0
Benzene, 1-(1,5... 11.616 79.9 ng 4290250 4 11.380 1073990 20.0
Tridecane, 2-me... 11.698 161.8 ng 8691170 4 11.380 1073990 20.0
Benzyl isocyanate 11.745 60.4 ng 3244290 4 11.380 1073990 20.0
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