LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101222\
Data File : BF130625.D

Acqg On : 12 Oct 2022 12:36
Operator : CG\JU

Sample : N5033-01

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-BF101122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130625.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.075 331 338 349 rBV 1139198 1556674 41.89% 7.800%
2 4.793 448 460 463 rBV 1842965 3715912 100.00% 18.619%
3 5.193 525 528 537 rBV 154315 165935 4.47% 0.831%
4 6.234 702 705 715 rBV 92096 111453 3.00% ©.558%
5 6.587 761 765 769 rBV 581567 476661 12.83% 2.388%
6 6.916 818 821 827 rVB 82424 69838 1.88% 0.350%
7 7.157 857 862 865 rBV 1530054 1461674 39.34% 7.324%
8 7.240 873 876 881 rBV 52105 48716 1.31% 0.244%
9 7.869 979 983 987 rVB 772251 655189 17.63% 3.283%
10 8.945 1161 1166 1169 rBV 3179611 3088926 83.13% 15.477%
11 9.616 1275 1280 1283 rBV 948838 751452 20.22%  3.765%
12 10.233 1378 1385 1388 rBV 77370 71886 1.93% 0.360%
13 10.263 1388 1390 1401 rVB 92383 87689  2.36% 0.439%
14 10.404 1410 1414 1420 rBV 154757 141940 3.82% 0.711%
15 10.628 1449 1452 1456 rVB 429853 360080 9.69% 1.804%
16 11.098 1528 1532 1535 rBV 835230 727658 19.58%  3.646%
17 11.257 1555 1559 1562 rVB 45383 39259 1.06% 0.197%
18 11.633 1617 1623 1625 rBV2 29324 44676  1.20% 0.224%
19 11.675 1625 1630 1633 rVB 2089869 1831059 49.28% 9.175%
20 11.886 1656 1666 1668 rBV3 26489 51278 1.38% 0.257%
21 12.41@ 1751 1755 1757 rBV2 55792 74129 1.99% 0.371%

22 12.433 1757 1759 1767 rVB 282461 259323 6.98% 1.299%
23 12.680 1797 1801 1805 rBV 2529803 2458851 66.17% 12.320%

24 13.216 1877 1892 1898 rBV3 43703 144457  3.89% ©.724%
25 13.369 1915 1918 1924 rVB 143626 119779  3.22% ©.600%

26 13.721 1975 1978 1983 rBV 448998 418105 11.25%
27 13.963 2013 2019 2032 rVB2 70769 175582  4.73%
28 14.545 2112 2118 2128 rVB3 68911 157362  4.23%
29 15.098 2207 2212 2221 rBV 396912 494203 13.30%
30 16.063 2370 2376 2385 rVB4 34797 88101 2.37%
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31 18.180 2727 2736 2744 rVB4 33483 109737  2.95%
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Sum of corrected areas: 19957584
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101222\

BF130625.D
: 12 Oct 2022 12:36
: CG\JU
: N5033-01
: 5 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.M
: 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\BF101222\
Data File : BF130625.D

Acqg On : 12 Oct 2022 12:36
Operator : CG\JU

Sample : N5033-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.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 3-Penten-2-one, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.075 65.32 ng 1556670 1,4-Dichlorobenzene-d4 6.587

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
Abundance Scan 338 (4.075 min): BF130625.D\data.ms (-331) (-) m/z 83.10 100.00%
55.1 83.1
5000
43.1 98.1
A ARaEaaRE T
‘ 671 3.80 4.00 4.20 4.40
0 H“H"_"w“AHM“Whlw“d“uu,d‘w“uy‘u‘ m/z 55.10 86.98%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 LN L B B LA R
43.0 98.0 3.80 4.00 4.20 4.40
29.0
m/z 98.10 35.35%
‘ L ull, 670 | ‘
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0 A EEamEaRE T
2900 43.0 3.80 4.00 4.20 4.40
5000 m/z 43.10 33.87%
98.0
| \‘\ \\ ‘ I 67.0 I
0 ““ i EESSES.
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- ama e RRARAS
55.0 83.0 3.80 4.00 4.20 4.40
m/z 39.10 26.20%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
0 m‘H‘H‘HH“m:;1‘”;““1“m‘“;HH,‘M,HH,HH SNSNED b U —
m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101222\
Data File : BF130625.D

Acqg On : 12 Oct 2022 12:36
Operator : CG\JU

Sample : N5033-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.793 155.91 ng 37159160 1,4-Dichlorobenzene-d4 6.587

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Acetone 58 C3H60 000067-64-1 10
Abundance Scan 460 (4.793 min): BF130625.D\data.ms (-448) (-) m/z 43.05 100.00%
3.0
59.1
5000
101.1
Rmans RN EEE T
‘ 83.0 4.40 4.60 4.80 5.00 5.20
Ol O~ m/z 59.10  67.40%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 I L L B
4.40 4.60 4.80 5.00 5.20
101.0 m/z 101.10 25.97%
27.0 | ‘ 83.0 |
O\\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #4529: 2,3-Butanedione, monooxime
43.0
Raans e RERRaEEET
4.40 4.60 4.80 5.00 5.20
5000 m/z 58.10 16.26%
101.0
15.0 ‘
ol 00840 L
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester Rmaas e R E R
59.0 4.40 4.60 4.80 5.00 5.20
m/z 41.10 9.86%
5000 41.0
0 \H\‘ \‘M 12\6'0 142.0
1 R A REET
m/z--> 20 40 60 80 100 120 140 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101222\
Data File : BF130625.D

Acqg On : 12 Oct 2022 12:36
Operator : CG\JU

Sample : N5033-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.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 3 2-Cyclohexen-1-one, 3-methyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
6.916 2.93 ng 69838 1,4-Dichlorobenzene-d4 6.587
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-one, 3-methyl- 110 C7H1e0 001193-18-6 91
2 1H-Pyrazole, 3-methyl- 82 C4H6N2 001453-58-3 64
3 2-Cyclohexen-1-one, 6-(1-hydroxy... 168 C10H1602 087791-00-2 64
4 Betazole 111 C5H9N3 000105-20-4 50
5 1H-Pyrazole, 1-methyl- 82 C4H6N2 000930-36-9 42
Abundance Scan 821 (6.916 min): BF130625.D\data.ms (-818) (-) m/z 82.10 100.00%
82.1
5000 1101
54.1 '
e EARamEEE S
380 | | | 6.60 6.80 7.00 7.20 .
O v el b e m/z 110.10 36.78%
m/z--> 20 40 60 80 100 120 140
Abundance #6618: 2-Cyclohexen-1-one, 3-methyl-
82.0
5000 L L L IR B
39.0 110.0 6.60 6.80 7.00 7.20
m/z 54.10 30.62%
O\J-\S\(’)\‘ 5%0
miz-> 20 40 60 80 100 120 140
Abundance #1313: 1H-Pyrazole, 3-methyl-
82.0
 mam e A RARRS
6.60 6.80 7.00 7.20
5000 m/z 39.10 29.37%
54.0
27.0
om,m‘!um”“ N
miz--> 20 40 60 80 100 120 140
Abundance #43207: 2-Cyclohexen-1-one, 6-(1-hydroxy-1-methylethyl
82.0 6.60 6.80 7.00 7.20
m/z 53.10 9.83%
43.0
5000 110.0
27.0
0 \‘h I all ‘65 0 | 131.0 150.0 Aa
T T T e B R “‘H“_‘H“H‘,H‘w
m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101222\
Data File : BF130625.D

Acqg On : 12 Oct 2022 12:36
Operator : CG\JU

Sample : N5033-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.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 Maleic hydrazide Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.263 2.33 ng 87689  Acenaphthene-dile 9.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Maleic hydrazide 112 C4H4N202 000123-33-1 64
2 3H-Pyrazol-3-one, 2,4-dihydro-2,... 112 C5H8N20 002749-59-9 38
3 1H-Pyrazole, 3-methyl- 82 C4H6N2 001453-58-3 30
4 1H-Imidazole, 1-methyl- 82 C4H6N2 000616-47-7 27
5 2-(1H-Imidazol-2-yl)ethanamine 111 C5H9N3 1000487-02-8 27
Abundance Scan 1390 (10.263 min): BF130625.D\data.ms (-1388) (1  m/z 112.10 100.00%
g21 112.1
5000
54.0 2101
—— —
‘ ‘ ‘ 150.2 10.00 10.50
0o bl e SPE b m/z 82.1@  85.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7022: Maleic hydrazide
112.0
82.0
5000 — -
55.0 10.00 10.50
m/z 84.10 37.02%
29.0
0 H\‘\H‘\“H"“H‘M“HH“}\H’H‘\‘\H\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #7110: 3H-Pyrazol-3-one, 2,4-dihydro-2,5-dimethyl-
112.0
S =
10.00 10.50
m/z 210.05  28.59%
5000 410 690
150 o | |
S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1311: 1H-Pyrazole, 3-methyl- 7 —
82.0 10.00 10.50
m/z 54.05 25.47%
5000
54.0
28.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101222\
Data File : BF130625.D

Acqg On : 12 Oct 2022 12:36
Operator : CG\JU

Sample : N5033-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.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 Methyl propyl phthalate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.628 9.90 ng 360080 Phenanthrene-d10 11.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl propyl phthalate 222 C12H1404 1000373-89-2 90
2 1,2-Benzenedicarboxylic acid, bu... 236 C13H1604 034006-76-3 90
3 Methyl 4-methylpentan-2-yl phtha... 264 C15H2004 1000373-82-3 90
4 Methyl pentyl phthalate 250 C14H1804 1000373-89-5 83
5 Phthalic acid, 2-cyclohexylethyl... 290 C17H2204 1010309-03-4 83
Abundance Scan 1452 (10.628 min): BF130625.D\data.ms (-1449) (1 m/z 163.00 100.00%
163.0
5000
77.0 N PN
41.0 ‘ 04.0 135.0 10.50 11.00
Ol rrrreatobi bbb ke by e b 129053 2362 /s 148,95 62.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101104: Methyl propyl phthalate
168.0
5000 —r— ——
10.50 11.00
m/z 77.05 16.03%
77.0
150 500 "7 105013500 1 4910 9950
\\\‘\H\‘\\\\‘\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\H\‘HH‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #118199: 1,2-Benzenedicarboxylic acid, butyl methyl este
163.0
e -
10.50 11.00
5000 m/z 76.10 11.52%
77.0
29.0
Ol et b 2959 2380
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #152936: Methyl 4-methylpentan-2-yl phthalate —— ——
163.0 10.50 11.00
m/z 164.00 10.91%
5000
69.0 ‘
43.0
KT e 0 B R X N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101222\
Data File : BF130625.D

Acqg On : 12 Oct 2022 12:36
Operator : CG\JU

Sample : N5033-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.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 6 Heneicosane

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.216 6.91 ng 144457  Chrysene-di12 13.722
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tetracosane 338 (C24H50 000646-31-1 90
5 Eicosane 282 C20H42 000112-95-8 90

Abundance Scan 1892 (13.216 min): BF130625.D\data.ms (-1877) (-
57.0

m/z 57.05 100.00%

. Mvﬂvquﬁm/\memeANM
3t 1300 13.50
Ll 3e0 1070 200 | -
0 “‘”N”“ “M“‘M\‘uq‘w““““““““‘ m/z 71.10 59.50%
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 — ——
13.00 13.50
9.0 m/z 43.10 49.74%
Ol\ \q ‘ H‘ \h‘\h“ \H‘ \]T\ “ “\%8\3\(‘)2\2\5\\0‘ T \?9\6‘(\)\ T ‘ T T
m/z--> O 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
—— —
13.00 13.50
5000 ITI/Z 85.10 47.20%
ol ‘h‘ I H | 141 0183 0225.0 281.0 337.0 394.
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane T —7
57.0 13.00 13.50
m/z 41.00 19.41%
o W
9.0
ol L bi ] o0 200 R
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101222\
Data File : BF130625.D

Acqg On : 12 Oct 2022 12:36

Operator : CG\JU

Sample : N5033-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.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 unknownl3.369

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.368  5.73ng 119779 Chrysene-di2 13.722
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Maleic hydrazide 112 camanz0z 000123-33-1 72

2 2-(N,N-Bis(2-chloroethyl)amino)m... 265 C9H13C12N302 014628-36-5 56

3 Sulfide,1- propenyl 1-propynyl 112 C6H8S 089533-93-7 43
4 6-Azacytosine 112 C3H4N40 000931-85-1 38
5 Phenol, 4-fluoro- 112 C6H5FO 000371-41-5 38
Abundance Scan 1918 (13.369 min): BF130625.D\data.ms (-1915) (-  m/z 112.10 100.00%
112.1
5000
o e
54.0 2337 302.6 ) 13.00 13.50
Ol bl L 1o 18509397 SDES ML w7 82,10 42.38%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #7023: Maleic hydrazide
112.0
5000 — e
550 13.00 13.50
m/z 84.05 15.00%
O‘\\“U}‘\“““\\\“\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’

miz—> 0 50 100 150 200 250 300 350 400
Abundance #154571: 2-(N,N-Bis(2-chloroethyl)amino)methyl-2,3-dihy

-

112.0
i T
13.00 13.50
5000 m/z 54.00 8.74%
36.0
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #7307: Sulfide,1- propenyl 1-propyny
39.0 1120 13.00 13.50
m/z 113.05 7.42%
5000
0 SN JfL4ﬁSﬂ4ﬁﬁjiAudwﬁ4

m/z--> 0 50 100 150 200 250 300 350 400
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101222\
Data File : BF130625.D

Acqg On : 12 Oct 2022 12:36
Operator : CG\JU

Sample : N5033-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetracosane

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.963 8.40 ng 175582  Chrysene-di12 13.722
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 2019 (13.963 min): BF130625.D\data.ms (-2013) (-]
57.1

5000
9.1
‘ | | | 14101g31 2811
0 "‘N‘HJWNWJWWWM‘\w‘wu“““u““““‘ ‘
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
5000
9.0
oL Lt L], 1410183.02250267.0  338.0
\\\\‘\\\\[\\\\‘\I\\‘\\\I‘\\\\‘\\\\‘\\\\

m/z--> 50 100 150 200 250 300 350

Abundance #298427: Octacosane
57.0
5000
9.0
ol | ] 141.0183.0225.0 281.0 337.0 394.
e A

miz-> 50 100 150 200 250 300 350

m/z 57.10 100.00%

-

—
14.00
m/z 71.05 60.99%

5

—
14.00
m/z 43.10 55.30%

-

—
14.00
m/z 85.05 49.42%

-

Abundance #194590: Heneicosane —
57.0 14.00
m/z 55.00  23.35%
5000
‘ 9.0
41.0
oisd L L1lL 1 0mma0zs0 2900 -
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101222\
Data File : BF130625.D

Acqg On : 12 Oct 2022 12:36
Operator : CG\JU

Sample : N5033-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexacosane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.545 6.37 ng 157362  Perylene-di2 15.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 2118 (14.545 min): BF130625.D\data.ms (-2112) (-]
57.1

5000

‘H mh\ uH Ml \h‘ ;59 2 207 0 267 1 355.1 410

m/z--> 50 100 150 200 250 300 350 400

o

Abundance #275537: Hexacosane
57.0
5000
O ‘\L\ Hh\ h‘ \‘ il :L\Ggo 2250 2950 3670
\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
5000
oL dLii L 190 22m0 20

miz-> 50 100 150 200 250 300 350 400

m/z 57.10 100.00%

=

14.50
m/z 71.10 66.46%

%

14.50
m/z 43.10 54.92%

%

14.50
m/z 85.10 52.16%

%

Abundance #287976: Heptacosane
57.0 14.50
m/z 55.00 29.38%
- WwaWwﬂthfNWMthmnww
. \L‘ |11, 1690 2250 2810 337.03800
A R e A A e e —
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101222\
Data File : BF130625.D

Acqg On : 12 Oct 2022 12:36
Operator : CG\JU

Sample : N5033-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.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 unknownl6.063 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.063 3.57 ng 88101  Perylene-di12 15.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-[2-(5-methoxy-2-met... 367 C20H21N304 1000310-70-6 38
2 Oxazolidin-2-one, 4-hydroxy-3-[2... 332 C18H24N204 1000310-03-3 35
3 2-Methyl-5-methoxytryptamine 204 C12H16N20 003143-97-3 35
4 8-Quinolinol, 2-(aminomethyl)- 174 C1OH1ON20 017018-81-4 30
5 3-Methyl-1-(2-pyridinyl)-1H-pyra... 174 C9H10N4 019541-96-9 30

Abundance Scan 2376 (16.063 min): BF130625.D\data.ms (-2370) (-  m/z 174.10 100.00%

174.1
5000 43-0
91.0 133.0 269.1 410. AWML
: 227.2 1600
0 | J”MW‘\ N Y N m/z 43.05 48.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #275973: Benzamide, N-[2-(5-methoxy-2-methyl-1H-indo
174.0
5000
1600
m/z 161.00 44.08%
131.0
O 3\9\ ’ \‘ \‘8\9“ (’)‘\ ‘\ “ \““‘\‘\‘ T ‘\ ‘2\2\2\.0\ ‘ \?8\6\‘0\ T \‘3\63.\0\ ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #239115: Oxazolidin-2-one, 4-hydroxy-3-[2-(5-methoxy-2
174.0
16.00
5000 ITI/Z 187.10 40.14%
43.0 1310 332.0
ol 890 { 1| 2310 288.0 |
Aty b S22 000, L
miz--> 50 100 150 200 250 300 350 400 WW
Abundance #79758: 2-Methyl-5-methoxytryptamine ; ‘A 1 A‘ IR ‘A ‘
174.0 16.00
m/z 159.10 37.00%
5000
130.0
o232 W
m/z--> 50 100 150 200 250 300 350 400 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101222\
Data File : BF130625.D

Acqg On : 12 Oct 2022 12:36
Operator : CG\JU

Sample : N5033-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

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

BF101122.M

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 unknownl8.180

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.180 4.44 ng 109737  Perylene-di2 15.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1,3-Isobenzofurandione, 5,5"'-(1,... 490 C30H3406
2 1H-[1,4]0xazino[4,3-a][1,3]benzi... 189 C10H11N30
3 (.eta.(5)-Cyclopentadienyl)(.eta... 204 C11H13Co
4 2-Butenimidic acid, 3-methyl-N-p... 189 C12H15NO
5 1-(4-Fluorophenyl)-1H-pyrrole-2-... 189 C11H8FNO

Abundance Scan 2736 (18.180 min): BF130625.D\data.ms (-2727) (-,
189.2

43.0
5000 121.0

262.0

’ H‘ 452.4
o 111
miz--> 50 100 150 200 250 300 350 400 450

Abundance #336356: 1,3-Isobenzofurandione, 5,5'-(1,1,10,10-tetrame
189.0

5000

302.0

41.0
h |, H u W Sl ‘ ‘h 2450 474.0

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #63547: 1H-[1,4]0xazino[4,3-a][1,3]benzimidazol-8-amin
189.0

o

5000

79.0 133.0

BT N T —

m/z--> 50 lOO 150 200 250 300 350 400 450

Abundance #79584: (.eta.(5)-Cyclopentadienyl)(.eta.(4)-5-methyl-1,3-
189.0

o

5000

59.0 1240

O ““,,‘
miz--> 50 100 150 200 250 300 350 400 450

8270-BF101122.M Thu Oct 20 ©6:12:26 2022

063322-28-1 32
1000362-54-6 30
1000112-22-5 27
056830-02-5 25
169036-71-9 22

m/z 189.15 100.00%

|

1
18.00 18.50
m/z 43.00 59.14%

ol

— —
18.00 18.50
m/z 175.10 52.09%

n/\ LN

18.00 18.50
m/z 190.10  48.02%

/\ I

1
18.00 18.50
m/z 120.95 44.13%

sl

18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101222\
Data File : BF130625.D

Acqg On : 12 Oct 2022 12:36
Operator : CG\JU

Sample : N5033-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.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|
3-Penten-2-one,... 4.075 65.3 ng 1556670 1 6.587 476661 20.0
2-Pentanone, 4-... 4.793 155.9 ng 3715910 1 6.587 476661 20.0
2-Cyclohexen-1-... 6.916 2.9 ng 69838 1 6.587 476661 20.0
Maleic hydrazide 10.263 2.3 ng 87689 3 9.616 751452 20.0
Methyl propyl p... 10.628 9.9 ng 360080 4 11.098 727658 120.0
Heneicosane 13.216 6.9 ng 144457 5 13.722 418105 20.0
unknown13.369 13.369 5.7 ng 119779 5 13.722 418105 20.0
Tetracosane 13.963 8.4 ng 175582 5 13.722 418105 20.0
Hexacosane 14.545 6.4 ng 157362 6 15.098 494203 20.0
unknownl6.063 16.063 3.6 ng 88101 6 15.098 494203 20.0
unknown18.180 18.180 4.4 ng 109737 6 15.098 494203 20.0
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