LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030123\
Data File : BF132603.D

Acqg On : 01 Mar 2023 21:30
Operator : CG\JU

Sample : 01728-01 2X

Misc :

ALS Vvial : 21  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-BF022223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132603.D\data.ms

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

# min scan scan scan TY height area % max. total
1 4.134 258 263 267 rVB 20684 24197 1.77% 0.137%
2 4.628 343 347 352 rBV 16680 19638 1.44% 0.111%
3 5.222 444 448 460 rVB 737002 708563 51.79% 3.998%
4 5.622 513 516 525 rVB 1388879 1257518 91.92% 7.095%
5 6.016 580 583 589 rvB 28327 28514 2.08% 0.161%
6 6.622 683 686 698 rVB 1373036 1169772 85.51% 6.600%
7 6.828 718 721 725 rBV 42440 35664 2.61% 0.201%
8 7.004 747 751 755 rBV 1356149 1082617 79.14% 6.108%
9 7.563 843 846 849 rBV 908375 705022 51.54% 3.978%
106 7.587 849 850 855 rVB 45932 29482 2.16% 0.166%
11 7.640 855 859 863 rvB4 12336 18667 1.36% 0.105%
12 8.287 966 969 973 rBV 1370822 1222941 89.40% 6.900%
13 8.334 975 977 981 rVB2 24130 22802 1.67% 0.129%
14 8.575 1012 1018 1022 rBV8 16024 28716 2.10% 0.162%
15 8.698 1036 1039 1041 rBV 34902 27387 2.00% ©.155%
16 8.751 1046 1048 1051 rVB4 17875 18355 1.34% 0.104%
17 8.869 1065 1068 1072 rVB 38924 38134 2.79% 0.215%
18 9.104 1105 1108 1111 rBV2 21212 18926 1.38% 0.107%
19 9.234 1126 1130 1132 rBV4 17832 20847 1.52% 0.118%
20 9.298 1139 1141 1148 rVB 57955 49896 3.65% 0.282%
21  9.363 1148 1152 1155 rBV 1599548 1215221 88.83% 6.856%
22 9.434 1161 1164 1168 rBV3 86482 88870 6.50% 0.501%
23 9.633 1194 1198 1200 rBvV2 22776 33459 2.45% 0.189%
24 9.704 1207 1210 1212 rBV3 25822 26553 1.94% ©.150%
25 9.751 1216 1218 1221 rVV3 84487 73526 5.37% 0.415%
26 9.822 1226 1230 1232 rBV4 21172 28484 2.08% 0.161%
27 9.910 1242 1245 1248 rBV 42683 34341 2.51% 0.194%
28 9.963 1251 1254 1257 rVB2 95468 82039 6.00% 0.463%
29 10.051 1263 1269 1272 rBV 1596168 1255670 91.79% 7.084%
30 10.086 1272 1275 1278 rVB2 28494 27818 2.03% 0.157%
31 10.151 1282 1286 1290 rBV6 17968 26946 1.97% 0.152%
32 10.204 1290 1295 1297 rBV5 18398 29211 2.14% 0.165%
33 10.251 1300 1303 1307 rVB2 33549 34641 2.53% ©.195%
34 10.286 1307 1309 1314 rVB2 30733 29444  2.15% 0.166%
35 10.369 1320 1323 1325 rBV 23908 25068 1.83% 0.141%
36 10.392 1325 1327 1333 rVV4 19934 22668 1.66% 0.128%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030123\
Data File : BF132603.D

Acqg On : 01 Mar 2023 21:30
Operator : CG\JU

Sample : 01728-01 2X

Misc :

ALS Vvial : 21  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-BF022223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.469 1336 1340 1343 rVB 78595 83402 6.10% 0.471%
38 10.598 1359 1362 1369 rVB2 35043 46741  3.42% 0.264%
39 10.686 1374 1377 1380 rVB 54411 49949 3.65% 0.282%
40 10.763 1384 1390 1393 rBV 442580 362616 26.51% 2.046%
41 10.839 1400 1403 1408 rBV 735457 705587 51.58%  3.981%
42 10.957 1417 1423 1431 rVB2 111409 194293 14.20% 1.096%
43 11.075 1440 1443 1447 rVB 61959 50908 3.72% 0.287%
44 11.145 1451 1455 1457 rBv4 17745 28098 2.05% ©0.159%
45 11.351 1487 1490 1493 rBv2 21143 24771 1.81% ©.140%
46 11.392 1494 1497 1499 rBV 78876 62432 4.56% 0.352%
47 11.422 1499 1502 1504 rBV 53164 48977 3.58% 0.276%
48 11.545 1520 1523 1526 rBV 1491335 1368018 100.00% 7.718%
49 11.569 1526 1527 1531 rWV 306347 227284 16.61% 1.282%
50 11.622 1533 1536 1539 rBV 72329 58741 4.29% 0.331%
51 11.775 1560 1562 1567 rBV2 36784 46750 3.42% 0.264%
52 11.822 1567 1570 1572 rVB 73202 56793 4.15% 0.320%
53 11.922 1585 1587 1589 rVB2 51443 33859 2.48% 0.191%
54 12.057 1606 1610 1612 rBV3 133707 157172 11.49% ©.887%
55 12.080 1612 1614 1616 rVB 76627 63599 4.65% ©.359%
56 12.163 1625 1628 1630 rBV2 77195 76911 5.62% 0.434%
57 12.227 1637 1639 1642 rBV 66869 55802 4.08% 0.315%
58 12.604 1700 1703 1704 rBV 62177 62806 4.59% ©.354%
59 12.769 1728 1731 1734 rBV 586105 486717 35.58% 2.746%
60 12.998 1765 1770 1777 rBV 562401 645026 47.15% 3.639%
61 13.133 1790 1793 1797 rVB 1528203 1239731 90.62% 6.995%
62 14.204 1971 1975 1978 rBV2 1077276 1184840 86.61% 6.685%

63 15.763 2237 2240 2245 rVB2 575895 740748 54.15% 4.179%

Sum of corrected areas: 17724188
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 01 Mar 2023 21:30
: CG\JU
: 01728-01 2X

. 21

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30123\
BF132603.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF132603.D\data.ms
1500000
5.622 6.622 7.004
1000000 7.563
5.222
500000
0 4.134 4.628 6.016 6.828 Z}E&Zo
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘\’T“\’\‘\_T‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\
Time--> 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 7.80
Abundance TIC: BF132603.D\data.ms
13.133
10.051
9.363 11.545
1500000 8.287
1000000
10.839 127692398
500000
34 araed |
31334 5,598 %@jm
O i e e e e T e S LA S — — — —
Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF132603.D\data.ms
14.204
15.763
1500000
1000000
500000
0 T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T ’ T
Time--> 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\BF030123\
Data File : BF132603.D

Acq On : 01 Mar 2023 21:30
Operator : CG\JU

Sample : 01728-01 2X

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.222 13.09 ng 708563 1,4-Dichlorobenzene-d4 7.004

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Guanidine 59 CH5N3 000113-00-8 9
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 448 (5.222 min): BF132603.D\data.ms (-444) (-) m/z 43.00 100.00%

3.0
59.0
5000
101'0 ‘\\\\‘\\\\’\\\\‘\\\\‘\\\
83.0 4.80 5.00 5.20 5.40 5.60
0 b rerrprrrtibrr bl e e e e M/z 59.08 64.88%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L L R R
59.0 4.80 5.00 5.20 5.40 5.60
m/z 101.00  23.91%
0 27\\.\ Ll o ‘ 830 tol.0
H‘HH‘\\H‘HH‘HH‘HH‘HH‘\H\‘H\\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R e
4.80 5.00 5.20 5.40 5.60
5000 410 m/z 58.00 16.75%
. =Y 1260 1420
R Eam B e A RRAARSENRY
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #297: Guanidine ““W“‘W“‘W“‘qm‘
430 599 4.80 5.00 5.20 5.40 5.60
m/z 41.00 8.71%
5000
28.0
0H‘m‘!““m“mwuH}HH‘mwm‘mWm‘mwm“m‘mw R N LAt
m/z--> 20 30 40 50 60 70 80 90 100110120130140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030123\
Data File : BF132603.D

Acq On : 01 Mar 2023 21:30
Operator : CG\JU

Sample : 01728-01 2X

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 2 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.763 5.78 ng 362616  Acenaphthene-di10 10.051
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
21,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 78
3 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
4 2-Benzoyl-4-bromo-5-methyl-1,2-o0... 281 C11H8BrNO3 1000444-92-3 47
5 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
Abundance Scan 1390 (10.763 min): BF132603.D\data.ms (-1384) (- m/z 105.00 100.00%
105.0
77.0
5000 182.0
51.0 — o
10.50 11.00
152.0
b e 225 2089 sz 76,95 61.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000 — e
10.50 11.00
51.0 m/z 182.00 50.19%
0 ! 1270 1520
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-
770 105.0
=t —
10.50 11.00
5000 182.0 m/z 51.00 19.41%
51.0
\ I | 150.0 I
O+ e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52291: Benzenebutanoic acid, .gamma.-oxo- —— A
105.0 10.50 11.00
m/z 181.00 9.34%
5000 77.0
51.0 178.0 M
27.0 133.0 )
0‘m"‘m‘m“"1“""‘“""‘H‘WHWH‘WHWW e e
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030123\
Data File : BF132603.D

Acq On : 01 Mar 2023 21:30

Operator : CG\JU

Sample : 01728-01 2X

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 3 Pentadecane, 2,6,10,14-tetr... Concentration Rank 3
R.T EstConc Area Relative to ISTD R.T.
10.957 2.84 ng 194293 Phenanthrene-d10 11.545
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 91
2 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 72
3 Octane, 5-ethyl-2-methyl- 156 C1l1H24 062016-18-6 72
4 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 72
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 64
Abundance Scan 1423 (10.957 min): BF132603.D\data.ms (-1417) (-} | m/z 57.00 100.00%
57.0
" NwVWAANLMJKAAﬁNwNMﬂﬂ
—
‘ | 11‘3'0 3.1 _ 11.00
YR 8 OO O = S X B B =y o S W T R PR
miz--> 50 100 150 200 250 300
Abundance #158621: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 1
11.00
113.0 ITI/Z 43.05 52.80%
b L™
0 \“\ ‘\‘ \‘“‘ \“‘\ “‘ \“ “\‘lﬁlz.‘(‘)‘ \“\ T \?5‘3\0\ LA B
miz—-> 50 100 150 200 250 300
Abundance  #257564: Sulfurous acid, 2-ethylhexyl undecyl ester
57.0
—
11.00
5000 m/z 85.10 34.71%
113.0
ydyl, | 1850
ot
miz--> 50 100 150 200 250 300
Abundance #33106: Octane, 5-ethyl-2-methyl- —
43.0 11.00
m/z 41.05 22.04%
5000
85.0
127.0
0 “‘N‘“u‘lu‘u_‘M“H_H‘_H‘_H‘_H‘ ——
m/z--> 50 100 150 200 250 300 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030123\
Data File : BF132603.D

Acq On : 01 Mar 2023 21:30
Operator : CG\JU

Sample : 01728-01 2X

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 n-Hexadecanoic acid Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
12.057 2.30 ng 157172  Phenanthrene-di10 11.545
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 70
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 64
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 59
5 Tridecanoic acid 214 C13H2602 000638-53-9 50

Abundance Scan 1610 (12.057 min): BF132603.D\data.ms (-1606) (- m/z 72.95 100.00%
73.0

192.1
5000 128.9

T I

256.1 12.00
0 b SOTAZAL 2 59,95 80.53%
miz--> 50 100 150 200 250 300

Abundance #143509: n-Hexadecanoic acid

o

Abundance #126202: Pentadecanoic acid

43.0
5000 256.0 Do A
129.0 12.00
33.0 213.0 m/z 43.05 77.74%
| 171.0
O Ly Mh"\ ;‘H‘\‘ H} ‘\\ ‘ “ “ . ‘ ‘m‘ - \‘ ™ “ T
mjz-> 50 100 150 200 250 300

43.0

T \
12.00

m/z 57.00  65.24%

5000
30 1290 242.0
‘ ‘ 199.0
o ‘H\\H‘H\w doaeao |
miz--> 50 100 150 200 250 300
Abundance #109283: Tetradecanoic acid ——
73.0 12.00
m/z 192.05 64.76%
=000 129.0
185.0
228.0
NET 1 7 VP P )
miz--> 50 100 150 200 250 300 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030123\
Data File : BF132603.D

Acqg On : 01 Mar 2023 21:30
Operator : CG\JU

Sample : 01728-01 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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|
2-Pentanone, 4-... 5.222 13.1 ng 708563 1 7.004 1082620 20.0
Benzophenone 10.763 5.8 ng 362616 3 10.051 1255670 20.0
Pentadecane, 2,... 10.957 2.8 ng 194293 4 11.545 1368020 20.0
n-Hexadecanoic ... 12.057 2.3 ng 157172 4 11.545 1368020 20.0
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