LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091622\
Data File : BF130295.D

Acqg On : 16 Sep 2022 17:47
Operator : CG\JU

Sample : N4663-01

Misc :

ALS vial : 5 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-BF091422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130295.D\data.ms

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

# min scan scan scan TY height area % max. total
1 4.840 465 468 478 rVB 101620 111690 4.03% 0.748%
2 5.263 535 540 543 rBvV 945958 891054 32.17% 5.964%
3 6.293 711 715 719 rBV 703820 595791 21.51% 3.988%
4 6.328 719 721 726 rVB 68691 60710 2.19% 0.406%
5 6.669 775 779 782 rBV 582058 513873 18.55% 3.439%
6 7.234 870 875 878 rVB 1665643 1566620 56.55% 10.486%
7 7.440 905 910 913 rVB4 29180 35083 1.27% ©.235%
8 7.945 992 996 999 rBV 782095 673822 24.32% 4.510%
9 8.022 1006 1009 1015 rVB 89759 79936 2.89% 0.535%
10 8.422 1067 10677 1080 rBV7 37082 66478 2.40% 0.445%
11  8.787 1134 1139 1145 rVB5 40030 64045  2.31% 0.429%
12 9.028 1175 1180 1183 rBV 3249030 2770183 100.00% 18.542%
13 9.169 1195 1204 1207 rBV 35081 46812 1.69% 0.313%
14  9.357 1233 1236 1239 rBV3 27438 35519 1.28% ©0.238%
15 9.475 1253 1256 1257 rBV2 60019 54260 1.96% 0.363%
16 9.557 1266 1270 1279 rBV 68979 64062 2.31% 0.429%
17 9.698 1288 1294 1296 rBV 853618 716654 25.87%  4.797%
18 9.728 1296 1299 1303 rVB 696023 554513 20.02% 3.712%
19 9.898 1325 1328 1332 rVV 35942 36884 1.33% 0.247%
20 9.939 1332 1335 1339 rVB 39782 33297 1.20% 0.223%
21 10.016 1344 1348 1350 rBV 77686 79760 2.88% 0.534%
22 10.092 1358 1361 1364 rBv2 36957 46811 1.69% 0.313%
23 10.122 1364 1366 1370 rVB2 51416 45395 1.64% 0.304%
24 10.239 1382 1386 1389 rvVB2 168003 147709 5.33% 0.989%
25 10.310 1389 1398 1399 rBV2 63130 74649 2.69% 0.500%
26 10.398 1410 1413 1418 rVB3 34246 48657 1.76% 0.326%
27 10.481 1423 1427 1432 rBV 1214522 987676 35.65% 6.611%
28 10.604 1446 1448 1453 rVB 31224 31138 1.12% ©.208%
29 10.675 1456 1460 1463 rBvV3 26196 35932 1.30% 0.241%
30 10.781 1473 1478 1481 rBV3 24145 35184 1.27% 0.235%
31 10.933 1499 1504 1510 rVB6 17674 34196  1.23% 229%
32 11.175 1541 1545 1548 rBV 738056 573117 20.69% 836%
33 11.716 1633 1637 1641 rBV 75535 85282  3.08%

34 12.516 1765 1773 1782 rBV 1220018 1176363 42.47%
35 12.763 1810 1815 1818 rBV 1978738 1694651 61.17%
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36 12.927 1840 1843 1847 rVB 63382 58001 2.09%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091622\
Data File : BF130295.D

Acqg On : 16 Sep 2022 17:47
Operator : CG\JU

Sample : N4663-01

Misc

ALS vial : 5 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-BF091422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 13.804 1988 1992 1995 rBV 397106 372239 13.44%  2.491%
38 15.192 2223 2228 2233 rBV 404245 442353 15.97%  2.961%

Sum of corrected areas: 14940399
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 16 Sep 2022 17:47
: CG\JU
: N4663-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091622\
BF130295.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M

Quant Title

TIC Library

: 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\BF091622\
Data File : BF130295.D

Acq On : 16 Sep 2022 17:47
Operator : CG\JU

Sample : N4663-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T EstConc Area Relative to ISTD R.T.
4.840 4.35 ng 111690  1,4-Dichlorobenzene-d4 6.669

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 468 (4.840 min): BF130295.D\data.ms (-465) (-) m/z 43.05 100.00%

3.0
59.1
5000
101.0 A RAREREERE
| ‘ 830 4.60 4.80 5.00 5.20 )
o+ttt e m/z 59.10 57.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA B L I LA B
59.0 4.60 4.80 5.00 5.20
m/z 101.00  19.447%
O\\\‘\\\\‘\\\‘?‘T‘-\-\O\\“ui\\‘\\‘}\’\\\\‘\\\\?%;9\’\\\]-\0‘]\"\()\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime
43.0
R ERmaEEEE
4.60 4.80 5.00 5.20
5000 m/z 58.10 15.23%
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oL 180 310 | 589750 e
e e e e e e e
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Abundance #4153: 1-Propen-2-ol, acetate R REEEEREE
43.0 4.60 4.80 5.00 5.20
m/z 41.10 9.51%
5000
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15‘.0 27.0 X 72‘.0 100.0 n
ot e AT AR
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091622\
Data File : BF130295.D

Acq On : 16 Sep 2022 17:47

Operator : CG\JU

Sample : N4663-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Concentration Rank 4

Peak Number 2 Naphthalene, 1,4,6-trimethyl-

R.T EstConc Area Relative to ISTD R.T.
10.016 2.23 ng 79760  Acenaphthene-d1e 9.698
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 97
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 97
4 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 93
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 93

Abundance Scan 1348 (10.016 min): BF130295.D\data.ms (-1344) (- m/z 155.10 100.00%
155.1
5000
115.0 A AA‘ r
63.0 ' m ‘ 10.00
390
. B T “M At dll ] 2881 10 10 ea.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
5000 \MM\ T /\A*A'M T
10.00
128.0 m/z 153.05 23.56%
63.0 ‘
O T \\‘\\\4\.0‘.\()\“\ T “\ T \‘lﬁﬂ.‘\‘o\]\-‘é\ \f‘ \“\ T \“‘f \M ‘ \“\Mf T ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45538: Naphthalene, 2,3,6- trimethyl—
70.0
= T
10.00
5000 m/z 152.00 22.48%
1280
0 27.0 510 L 76\\9\” 1020‘ H ”15 ‘
R B R e e e e L BT L e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45536:NathdenegLGJ%ﬂmeﬂwL e
70.0 10.00
m/z 169.10 21.46%
5000
128.0
oy 0 T80 020 T a0 | MN\M”\M
m/z--> 20 40 60 80 100 120 140 160 180 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091622\
Data File : BF130295.D

Acq On : 16 Sep 2022 17:47
Operator : CG\JU

Sample : N4663-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 1-Isopropenylnaphthalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.310 2.08 ng 74649  Acenaphthene-d1e 9.698
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Isopropenylnaphthalene 168 C13H12 001855-47-6 76
2 Benzene, [1-(2,4-cyclopentadien-... 168 C13H12 002320-32-3 64
3 Naphthalene, 2-(1-methylethenyl)- 168 C13H12 003710-23-4 59
4 Naphthalene, 1-(2-propenyl)- 168 C13H12 002489-86-3 53
5 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 53
Abundance Scan 1398 (10.310 min): BF130295.D\data.ms (-1389) (- m/z 168.10 100.00%
168.1
5000 JL\ ﬁ
510 820 1150 1390 10.00 10.50
0"“"kuuhuw‘wwﬂwh;w‘uﬂ‘nw‘ﬂp“ bt m/z 153.05  78.20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43630: 1-Isopropenylnaphthalene
1538.0
5000 j\/\M T T T T /\/\\AA\/
10.00 10.50
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30.0 63.0 830 10501960
0 \\\‘\W\\“‘\\“\\“\ \‘\“U“H}‘\”\\‘”\‘\\‘\‘\H}\\“‘HM\“} T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43646: Benzene, [1-(2,4-cyclopentadien-1-ylidene)ethyl]
153.0
M M ‘ , ool
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5000 ITI/Z 152.05 41.78%
114.0 ‘
) NNNS— N TI ) R—
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43645: Naphthalene, 2-(1-methylethenyl)- - — ‘JVJN
168.0 10.00 10.50
m/z 165.05  39.69%
5000
128.0
pis0. 380 29000 | L i
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091622\
Data File : BF130295.D

Acq On : 16 Sep 2022 17:47
Operator : CG\JU

Sample : N4663-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 4 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.716 2.98 ng 85282  Phenanthrene-d10 11.175
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
5 Acetamide, N-(4-hydroxycyclohexy... 157 C8H15N02 027489-60-7 25

Abundance Scan 1637 (11.716 min): BF130295.D\data.ms (-1633) (- m/z 73.00 100.00%

430 73.0
5000 .

I ] 11.50 12.00
o“w‘uwimU‘ m/z 43.05 88.95%

1
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 T T U
11.50 12.00

m/z 59.95 87.29%

’ 157.0185.0 213.0 256.0
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0

43.0 i T

11.50 12.00
5000 129.0 ITI/Z 57.05 76.62%
171.0
‘ 214.0
AEY Y0 ——
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid = —
43.0 73.0 11.50 12.00

m/z 41.10 75.03%

5000 129.0
199.0
1570 242.0
15.0] | |

o —

‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091622\
Data File : BF130295.D

Acq On : 16 Sep 2022 17:47
Operator : CG\JU

Sample : N4663-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 unknownl2.928 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.928 3.12 ng 58001 Chrysene-di12 13.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-1,3-Benzimidazole, 5-methoxy-... 224 C14H12N20 1000350-62-4 49
2 1,5,6,7-Tetramethyl-3-phenylbicy... 224 C17H20 126584-00-7 46
3 3-(3-Indolyl)-5-oxo-3-pyrazoline... 224 C12H8N40 1000240-73-4 45
4 1H-Purine-2,6-dione, 3,7-dihydro... 224 C9H12N403 000569-34-6 43
5 9,10-Anthracenedione, 1-hydroxy- 224 C14H803 000129-43-1 38
Abundance Scan 1843 (12.927 min): BF130295.D\data.ms (-1840) (-]  m/z 224.10 100.00%
224.1
168.1
5000
83.6 1390 A —
1 13.00
LI P s BT I ,
O et sl ot s e gl e m/z 209.10 70.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104278: 1H-1,3-Benzimidazole, 5-methoxy-2-phenyl-
224.0
5000 \"\J\ﬂ fphss qastyiugn
13.00
181.0 m/z 168.05 54.63%
51\\0 7.0 104.0127.0 1540 ‘ |
O‘\\\\‘\\‘\\‘\\\‘\\\\’U\}\‘\u\\‘\\\\’\\\\‘i‘\\\\‘\\\\’\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104631: 1,5,6,7-Tetramethyl-3-phenylbicyclo[3.2.0]heptz
209.0
T /\\ T ‘ T
13.00
5000 m/z 167.00 42 .88%
179.0
41.0 5.0 1150 155.0 ‘ ‘
0 _m‘ww“w “ | m‘:_‘Mm\”“,M‘““}“H”W:H,”m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 AJL
Abundance #104069: 3-(3-Indolyl)-5-0x0-3-pyrazoline-4-carbonitrile e
224.0 13.00
m/z 83.60 21.22%
5000
167 0
5280 630 890 1}]0 ‘\H | 1050
AR BARSEEma Y AL LR S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091622\
Data File : BF130295.D

Acqg On : 16 Sep 2022 17:47
Operator : CG\JU

Sample : N4663-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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-... 4.840 4.3 ng 111690 1 6.669 513873 20.0
Naphthalene, 1,... 10.016 2.2 ng 79760 3 9.698 716654 20.0
1-Isopropenylna... 10.310 2.1 ng 74649 3 9.698 716654 20.0
n-Hexadecanoic ... 11.716 3.0 ng 85282 4 11.175 573117 20.0
unknownl12.928 12.928 3.1 ng 58001 5 13.804 372239 20.0
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