LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124366.D

Acqg On : 17 Jun 2021 16:50 Instrument :
Operator : JU/CG BNA_F

Sample : M2708-01 2X ClientSampleld :
Misc : AU-06-061421

ALS Vvial : 14 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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124366.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.981 489 492 496 rBV 8989 8674 1.74% 0.197%
2 5.404 561 564 578 rBV 397810 380939 76.49% 8.655%
3 6.428 735 738 748 rBV 449801 400043 80.33% 9.089%
4 6.781 795 798 802 rBV 272984 230712 46.33%  5.242%
5 7.345 891 894 899 rBV 261433 215626 43.30% 4.899%
6 7.975 998 1001 1011 rBV 61529 75831 15.23% 1.723%
7 8.069 1013 1017 1020 rVB 359046 281571 56.54% 6.397%
8 8.487 1084 1088 1091 rBV2 7946 8578 1.72% ©.195%
9 8.657 1114 1117 1120 rBV 10970 10730 2.15% 0.244%
10 9.092 1188 1191 1194 rVB3 10720 9373 1.88% 0.213%
11  9.145 1196 1200 1203 rVV 654189 498004 100.00% 11.314%
12 9.175 1203 1205 1208 rvVB2 5722 6528 1.31% 0.148%
13 9.228 1211 1214 1219 rVW3 15019 15028 3.02% 0.341%
14  9.386 1235 1241 1242 rBV5S 4601 6327 1.27% 0.144%
15 9.545 1263 1268 1270 rBvV2 15738 16223 3.26% 0.369%
16 9.639 1283 1284 1289 rVB3 5424 6808 1.37% 0.155%
17 9.686 1289 1292 1295 rBV3 6456 9424 1.89% 0.214%
18 9.728 1295 1299 1301 rBV2 6135 9251 1.86% 0.210%
19 9.751 1301 1303 1307 rvv2 17141 14081 2.83% 0.320%
20 9.822 1312 1315 1319 rBV 383201 316922 63.64% 7.200%
21  9.981 1339 1342 1345 rBV3 7019 9201 1.85% 0.209%
22 10.081 1356 1359 1361 rBV3 8006 7560 1.52% 0.172%
23 10.116 1361 1365 1367 rVB5 5486 7513 1.51% 0.171%
24 10.228 1382 1384 1385 rBV2 8142 6833 1.37% ©0.155%
25 10.251 1385 1388 1391 rVB2 17251 18274 3.67% 0.415%
26 10.369 1405 1408 1411 rBv4 3922 6522 1.31% 0.148%
27 10.475 1420 1426 1428 rBV2 19408 25278 5.08% 0.574%
28 10.586 1443 1445 1447 rBV3 7235 8151 1.64% ©.185%
29 10.616 1447 1450 1458 rVB 253066 244207 49.04% 5.548%
30 10.728 1467 1469 1474 rBV4 21638 34237 6.87% 0.778%
31 11.175 1542 1545 1548 rBV 23136 16489 3.31% 0.375%
32 11.204 1548 1550 1555 rVB3 21779 19260 3.87% 0.438%
33 11.310 1565 1568 1571 rBV 326382 278962 56.02% 6.338%
34 11.333 1571 1572 1575 rVB 19325 14266 2.86% 0.324%
35 11.486 1594 1598 1601 rvVB5 6869 8168 1.64% 0.186%
36 11.516 1601 1603 1607 rBV4 4811 6553 1.32% 0.149%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124366.D

Acqg On : 17 Jun 2021 16:50

Operator : JU/CG

Sample : M2708-01 2X

Misc . AU-06-061421

ALS Vvial : 14 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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.551 1607 1609 1613 rVB4 12008 10617 2.13% 0.241%
38 11.604 1613 1618 1622 rBvV4 15522 21528 4.32% 0.489%
39 11.704 1632 1635 1637 rBv4 12571 9366 1.88% 0.213%
40 11.816 1651 1654 1657 rVB5S 4975 6412 1.29% 0.146%
41 11.845 1657 1659 1663 rBv4 9330 14607 2.93% 0.332%
42 12.010 1684 1687 1689 rBvV2 19072 14164 2.84% 0.322%
43 12.227 1722 1724 1727 rBvV3 5225 6633 1.33% 0.151%
44 12.398 1750 1753 1756 rVB4 15591 16297 3.27% 0.370%
45 12.527 1772 1775 1779 rBV 15762 14417 2.89% 0.328%
46 12.563 1779 1781 1783 rBv2 22464 16294 3.27% 0.370%
47 12.757 1810 1814 1816 rBV2 21809 22288 4.48% 0.506%
48 12.898 1834 1838 1841 rBV 537645 433320 87.01% 9.845%
49 13.080 1867 1869 1871 rVB3 9372 6277 1.26% 0.143%
50 13.127 1875 1877 1879 rBv3 11076 6764 1.36% 0.154%
51 13.222 1890 1893 1895 rBvV4 6493 6590 1.32% 0.150%
52 13.333 1910 1912 1914 rBV3 7728 6437 1.29% 0.146%
53 13.957 2014 2018 2022 rBV 266489 236024 47.39% 5.362%
54 15.063 2202 2206 2208 rBV5 22279 33083 6.64% 0.752%
55 15.421 2263 2267 2273 rVB2 137782 206517 41.47% 4.692%
56 16.633 2471 2473 2477 rVB5 13874 15187 3.05% 0.345%
57 17.139 2557 2559 2560 rBV2 12439 11101 2.23% 0.252%
58 17.515 2621 2623 2625 rBV3 14883 11459 2.30% 0.260%
59 17.786 2667 2669 2670 rBvV2 13757 10457 2.10% 0.238%
60 18.468 2783 2785 2788 rVB4 17398 16417 3.30% 0.373%
61 18.727 2828 2829 2831 rBvV2 8877 8270 1.66% 0.188%
62 18.786 2837 2839 2842 rBV4 8735 8859 1.78% 0.201%
Sum of corrected areas: 4401532
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra
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LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
BF124366.D

Ju/CaG

AU-06-061421

Sample Multiplier: 1

d : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L
tion Parameters: LSCINT.P

TIC: BF124366.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124366.D

Acqg On : 17 Jun 2021 16:50

Operator : JU/CG

Sample : M2708-01 2X

Misc . AU-06-061421

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.975 5.39 ng 75831 Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 53
3 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 42
4 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 37
5 Carbonic acid, bis(1-methylpropy... 174 C9H1803 000623-63-2 32
Abundance Scan 1001 (7.975 min): BF124366.D\data.ms (-998) (-) m/z 57.10 100.00%
57.1
5000
‘ 87.0 1310 7.60 7.80 8.00 8.20
OFrrr m‘u‘mu“mdu”‘Wu}_m‘m‘_ m/z 45.00  64.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32655: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L L N BRI BN R B
29.0 7.60 7.80 8.00 8.20
m/z 41.00 37.61%
87.0
Ot T \‘H“\‘\“‘H‘\ iy \‘1‘ 7 \“r‘\ \:}’0\7\.\0\ ‘?—\3\2\0‘ LI L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8872: Ethylene glycol monoisobutyl ether
57.0
7.60 7.80 8.00 8.20
5000 m/z 75.10 18.39%
29.0
‘ 87.0
L —
miz--> 20 40 60 80 100 120 140 160 180
Abundance #65550: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]- “H““““W“““‘,
45.0 7.60 7.80 8.00 8.20
m/z 56.10 14.14%
5000
89.0
ol 290 | llssd 190 smoweso 1y 1llliL )
m/z--> 20 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20

8270-BF060321.M Fri Jun 18 13:28:52 2021 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124366.D

Acqg On : 17 Jun 2021 16:50

Operator : JU/CG

Sample : M2708-01 2X

Misc . AU-06-061421

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Tetratetracontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.728 2.45 ng 34237  Phenanthrene-die 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 53
2 Hexacosane 366 C26H54 000630-01-3 50
3 Heptacosane 380 C27H56 000593-49-7 50
4 Hentriacontane 437 C31H64 000630-04-6 50
5 Pentacosane 352 C25H52 000629-99-2 50

Abundance Scan 1469 (10.728 min): BF124366.D\data.ms (-1467) (1 m/z 57.00 100.00%

57.0
5000

157.2
‘ ‘ ‘ 1050 1100
ok b m/z 71.10 64.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241526: Tetratetracontane
57.0
5000 m \AM\%

‘ A
10.50 11.00
m/z 41.05 55.02%

\‘ HhJM““02670 351.0421.0491.0 618.(
‘\\\\‘H\\‘TH\‘\\\\‘HH‘HT\‘1\\\[\H\‘WTHT\Hf‘\T\wH\T‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194494: Hexacosane
57.0

o

10.50 11.00
5000 m/z 43.10 49.62%
o T[S 97.0267.0 3660
A P e e o e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane i ——
57.0 10.50 11.00
m/z 55.10 49.59%
5000

|| 77019702670  380.0

L

|

o‘H‘wH""m‘H‘W""w‘H"_‘H‘wwwwwww — —
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\

Data File : BF124366.D

Acqg On : 17 Jun 2021 16:50
Operator : JU/CG

Sample : M2708-01 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 unknownl5.063

Concentration Rank 2

016176-18-4 27
042031-15-2 27
959085-66-6 10
1000064-40-2 10

R.T. EstConc Area Relative to ISTD
15.063 3.20 ng 33083 Perylene-di12
Hit# of 5 Tentative ID MW MolForm
1 Thiophene-3-thiol, 2-cyclohexyli... 225 C11H15NS2
2 Acetic acid, trifluoro-, 2,2,2-t... 264 C5HF902
3 Heptadecyl heptafluorobutyrate 452 C21H35F702
4 Allo-inositol tri-methaneboronate 252 C9H15B306
5 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39C1303

1000314-56-3 10

Abundance Scan 2206 (15.063 min): BF124366.D\data.ms (-2202) (- m/z 71.10 100.00%
711
5000
20.8 2252 289.1
| T
AL 5o
0L L m/z 43.85 92.96%
miz--> 50 100 150 200 250 300 350 400
Abundance  #81679: Thiophene-3-thiol, 2-cyclohexyliminomethyl-
97.0
410 1420 2250
5000 e :
15.00
m/z 97.00 76.11%
ok~ ‘ m“m\‘ ] M\‘ by = ‘h‘ e
m/z--> 50 100 150 200 250 300 350 400
Abundance #114312: Acetic acid, trifluoro-, 2,2,2-trifluoro-1-(trifluoron
97.0 225.0
151.0
T \
510 15.00 .
5000 m/z 83.00  66.55%
oLl |
miz-> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecyl heptafluorobutyrate —— ‘
57.0 15.00
m/z 57.00 56.04%
5000
11.0
169.0
UL oy
m/z--> 50 100 150 200 250 300 350 400 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124366.D

Acqg On : 17 Jun 2021 16:50

Operator : JU/CG

Sample : M2708-01 2X

Misc . AU-06-061421

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanol, 2-(2-b... 7.975 5.4 ng 75831 2 8.069 281571 20.0
Tetratetracontane 10.728 2.5 ng 34237 4 11.310 278962 20.0
unknown15.063 15.063 3.2 ng 33083 6 15.416 206517 20.0
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