LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080620\

Data File : BF121219.D

Aca On : 6 Aug 2020 23:44 Instrument :

Operator : JU/CG E?Afs el
- _ lentosampleld :

3?22Ie : L3573-01 2X e R

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF071620.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 4.340 379 383 393 rBV 470925 599412 41.68% 3.539%
2 4.992 488 494 497 rBV 1171525 1438271 100.00% 8.492%
3 5.410 561 565 573 rBVY 1014773 1105816 76.89% 6.529%
4 5.469 573 575 583 rVB 35345 41438 2.88% 0.245%
5 6.428 735 738 753 rBV 992690 1103135 76.70% 6.513%
6 6.634 769 773 777 rBV3 14571 22579 1.57% 0.133%
7 6.792 797 800 808 rBV 940233 801151 55.70% 4_.730%
8 7.357 892 896 906 rBV 775928 742031 51.59% 4.381%
9 8.081 1015 1019 1025 rBvV 1015720 981960 68.27% 5.798%
10 8.357 1060 1066 1067 rBV5 10974 14737 1.02% 0.087%
11 8.498 1087 1090 1092 rBvV2 18094 18508 1.29% 0.109%
12 8.669 1115 1119 1122 rBV 18308 20652 1.44% 0.122%
13 8.769 1132 1136 1139 rVB3 12404 15434 1.07% 0.091%
14 8.957 1165 1168 1171 rBv4 11915 17066 1.19% 0.101%
15 9.098 1189 1192 1198 rBV5 23421 23711 1.65% 0.140%
16 9.151 1198 1201 1212 rVV 1372215 1415279 98.40% 8.356%
17 9.233 1212 1215 1218 rVB3 39896 42785 2.97% 0.253%
18 9.551 1265 1269 1278 rBV 178307 225190 15.66% 1.330%
19 9.698 1291 1294 1297 rBV 44555 49706 3.46% 0.293%
20 9.745 1299 1302 1304 rVV 30928 30675 2.13% 0.181%
21 9.769 1304 1306 1310 rvB2 26261 24773 1.72% 0.146%
22 9.833 1310 1317 1333 rBv 1283285 1225163 85.18% 7.233%
23 9.939 1333 1335 1340 rvB4 16837 21019 1.46% 0.124%
24 10.092 1357 1361 1364 rVB5 13835 21053 1.46% 0.124%
25 10.151 1368 1371 1373 rBV2 20659 25580 1.78% 0.151%
26 10.239 1383 1386 1388 rBV3 28978 29926 2.08% 0.177%
27 10.263 1388 1390 1393 rVB 37509 28491 1.98% 0.168%
28 10.380 1407 1410 1412 rBV3 14827 14704 1.02% 0.087%
29 10.486 1423 1428 1433 rVB2 24740 36917 2.57% 0.218%
30 10.627 1448 1452 1462 rBV 662271 712815 49.56% 4._.209%
31 10.751 1468 1473 1476 rVB2 51611 79089 5.50% 0.467%
32 10.933 1500 1504 1507 rBV6 13299 21710 1.51% 0.128%
33 11.186 1544 1547 1549 rBV 43758 34861 2.42% 0.206%
34 11.216 1549 1552 1556 rVB 39282 46060 3.20% 0.272%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080620\
Data File : BF121219.D

Aca On > 6 Aug 2020 23:44

Operator : JU/CG

Sample : L3573-01 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 11.321 1566 1570 1573 rBV 1200512 1065031 74.05% 6.288%

36 11.345 1573 1574 1578 rVV 142726 106877 7.43% 0.631%

37 11.398 1581 1583 1587 rVB 53048 47248 3.29% 0.279%
38 11.563 1608 1611 1616 rBV5 20558 31104 2.16% 0.184%
39 11.616 1617 1620 1624 rVV2 40082 39125 2.72% 0.231%
40 11.657 1624 1627 1633 rVV3 16103 26534 1.84% 0.157%
41 11.827 1653 1656 1658 rBV2 28063 34387 2.39% 0.203%
42 11.851 1658 1660 1664 rVB 35867 35511 2.47% 0.210%
43 11.939 1671 1675 1677 rBV2 54848 60808 4.23% 0.359%
44 12.021 1686 1689 1693 rVB 48110 41357 2.88% 0.244%
45 12.121 1703 1706 1707 rBVY 24141 20883 1.45% 0.123%
46 12.251 1725 1728 1729 rBV2 23909 20336 1.41% 0.120%
47 12.298 1733 1736 1739 rBV2 56945 60212 4._.19% 0.355%
48 12.374 1746 1749 1751 rBV 48228 48676 3.38% 0.287%
49 12.410 1752 1755 1761 rVB2 68132 83546 5.81% 0.493%
50 12.463 1761 1764 1766 rBV2 25663 26948 1.87% 0.159%

51 12.533 1773 1776 1780 rBV 313270 277634 19.30% 1.639%
52 12.763 1810 1815 1818 rBV 326481 358385 24.92% 2.116%
53 12.904 1836 1839 1847 rVB 1298732 1179365 82.00% 6.963%
54 13.810 1991 1993 2003 rVB5 143488 249506 17.35% 1.473%
55 13.962 2014 2019 2022 rBV2 1079032 1169873 81.34% 6.907%

56 15.421 2263 2267 2275 rVB 687572 922403 64.13% 5.446%

Sum of corrected areas: 16937446
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080620\

BF121219.D
6 Aug 2020 23:44
JU/CG
L3573-01 2X
19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080620\
Data File : BF121219.D

Aca On > 6 Aug 2020 23:44

Operator : JU/CG

Sample : L3573-01 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 3-Penten-2-one, 4-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

4.34 14.96 ng 599412 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 94
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 4.4-dimethvl-. (2)- 98 C7H14 000762-63-0 86
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86

Abundance Scan 383 (4.340 min): BF121219.D (-379) (-) m/z 83.00 100.00%
55 83
5000 43 o8 K_
B SEDESRAE N SRR
4.00 4.20 4.40 4.60
0 ...,....,....,..?7:|i': Aol e er ol m/z 55.00 89.09%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83 Kg
5000 43 B SEDESRASE NARRE SRRE
98 4.00 4.20 4.40 4.60
‘ m/z 42.95 38.98%
0 .w L 49 ||, 61 67 77 | 89 ,
'”I""P"'I" 'W'"'I”"I"'W""I”"I"'
m/z--> 10 60 70 80 90 100
Abundance \\
83
% BESAEDENRESL NN
43 4.00 420 4.40 4.60
5000 m/z 98.00 35.22%
29
98
37 49 62 69 K\
G S S U SULALLS SR IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- R mmma A mam
5 83 4.00 4.20 4.40 4.60
m/z 39.00 26.94%
41
5000 7 o8
15 ‘ 69
IR .:lh.%4.ail M. LN X PR A T S A
m/z--> 10 20 30 40 50 60 70 8 90 100 4.00 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080620\
Data File : BF121219.D

Aca On > 6 Aug 2020 23:44

Operator : JU/CG

Sample : L3573-01 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

4.99 35.91 ng 1438270 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 494 (4.992 min): BF121219.D (-488) (-) m/z 43.00 100.00%
a3
59
5000
101 AR SR AR SRR L
51 e 83 | 460 4.80 5.00 5.20 5.40
e R m/z 59.00 58.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 AR SR AR SR
4.60 4.80 5.00 5.20 5.40
59 101 m/z 101.00 21.59%
0 o ) | o @y
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 460 480 500 520 540
5000 m/z 58.00 15.70%
29 101
o 15 73 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
50 4.60 4.80 5.00 5.20 5.40
m/z 41.05 8.66%
5000 41
68
0 wH\‘ 50 \‘M 1?6 142 VoY
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 5.00 520 5.0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080620\
Data File : BF121219.D

Aca On > 6 Aug 2020 23:44

Operator : JU/CG

Sample : L3573-01 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Sulfurous acid, octadecyl 2... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.81 4.27 ng 249506 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 76
2 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 68
3 Oxalic acid. isobutvl heptadecvl... 384 C23H4404 1000309-38-2 68
4 Oxalic acid. isobutyl hexadecvl ... 370 C22H4204 1000309-38-1 62
5 Ethanol, 2-(hexadecyloxy)- 286 C18H3802 002136-71-2 58
Abundance Scan 1993 (13.810 min): BF121219.D (-1991) (-) m/z 57.10 100.00%

230
5000

13.40 13.60 13.80 14.00 14.20

250 279 314 345 371

0! m/z 43.05 86.15%
m/z--> 50 100 150 200 250 300 350
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43
71
5000 | NI LI L L L L LB L
97 13.40 13.60 13.80 14.00 14.20

m/z 71.10 64 .57%

125
I |70 155 183 224 253
T I T T T T I

0 B AN e
m/z--> 50 100 150 200 250 300 350
Abundance
57
R mE B R
13.40 13.60 13.80 14.00 14.20
5000 85 m/z 230.10 61.45%
29
111
141 169 197 224 252 283 g9q
ol Al Bl oy e e e P
m/z--> 50 100 150 200 250 300 350
Abundance #204545: Oxalic acid, isobutyl heptadecy! ester A B e o
57 13.40 13.60 13.80 14.00 14.20
m/z 55.05 47 .66%
5000
83
29 ‘ ‘ || 283
ol i Ll L7 139 160 210 238 |
A e R EAREEATE A
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00 14.20

8270-BF071620-M Fri Aug 07 18:00:16 2020 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080620\
Data File : BF121219.D

Acq On > 6 Aug 2020 23:44

Operator : JU/CG

Sample : L3573-01 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Penten-2-one, 4... 4.34 15.0 ng 599412 1 6.79 801151 20.0
2-Pentanone, 4-hy... 4.99 35.9 ng 1438270 1 6.79 801151 20.0
Sulfurous acid, o... 13.81 4.3 ng 249506 5 13.96 1169870 20.0
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