LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112723\
Data File : BG059909.D

Acqg On : 27 Nov 2023 20:33
Operator : MA/JU

Sample : 05463-01

Misc :

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 G\Methods\8270-BG111623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BG@59909.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.344 328 333 339 rVB4 28662 48017 2.18% ©0.358%
2 5.802 403 411 419 rBV 655337 1042540 47.24% 7.781%
3 7.436 680 689 698 rBV 676494 1143502 51.82% 8.535%
4 8.311 830 838 844 rBV2 167269 284750 12.90%  2.125%
5 9.510 1034 1042 1051 rVB 476500 813248 36.85% 6.070%

6 11.155 1315 1322 1328 rBV 206426 384254 17.41%  2.868%
7 13.564 1725 1732 1738 rBV 1242026 1898926 86.05% 14.173%
8 13.770 1760 1767 1773 rVB 296181 474078 21.48%
9

3.538%

14.322 1855 1861 1865 rBV8 23232 33416 1.51% 0.249%

10 14.939 1960 1966 1973 rBV 295851 485516 22.00% 3.624%
11 14.998 1974 1976 1982 rVB5 16169 22941 1.04% ©.171%
12 15.985 2138 2144 2147 rBV7 20868 30379 1.38% 0.227%
13 16.425 2211 2219 2226 rBV2 898555 1356366 61.46% 10.124%
14 17.348 2372 2376 2380 rVB6 13804 22172 1.00% ©.165%
15 17.694 2427 2435 2439 rBV 310370 515839 23.38% 3.850%
16 17.736 2439 2442 2447 rVB 124736 177780 8.06%  1.327%
17 17.824 2454 2457 2461 rVB2 27103 38057 1.72% ©.284%
18 18.505 2569 2573 2578 rBV2 96955 126633 5.74%  ©.945%
19 18.558 2578 2582 2584 rVV5 22761 34310 1.55% 0.256%
20 18.599 2587 2589 2594 rVB3 30833 40622 1.84% ©.303%
21 18.758 2612 2616 2618 rBv4 19352 24231 1.10% ©.181%
22 18.916 2639 2643 2647 rBV7 24629 33479 1.52% 0.250%
23 19.105 2672 2675 2679 rVB6 29421 38241 1.73% 0.285%
24 19.281 2699 2705 2707 rBV6 19913 33263 1.51% ©.248%
25 19.439 2729 2732 2738 rVB8 45486 61749 2.80% 0.461%
26 19.657 2767 2769 2774 rVB6 23601 28208 1.28% 0.211%
27 19.727 2776 2781 2785 rVV 247888 352405 15.97% 2.630%
28 19.763 2785 2787 2792 rVB6 46516 59094 2.68% 0.441%
29 19.974 2820 2823 2828 rBV7 24003 40357 1.83% 0.301%
30 20.045 2832 2835 2838 rBV5 48860 66927 3.03% 0.500%
31 20.092 2838 2843 2848 rVB 203203 275686 12.49%  2.058%

32 20.268 2867 2873 2879 rBV 1775211 2206756 100.00% 16.471%

33 20.567 2922 2924 2929 rVB4 46143 56622 2.57% 0.423%
34 20.867 2972 2975 2980 rBV7 41568 81711 3.70% ©.610%
35 21.543 3087 3090 3095 rBV7 55888 100121 4.54% ©.747%

36 22.013 3163 3176 3175 rBV3 235407 508417 23.04%  3.795%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112723\
Data File : BG059909.D

Acqg On : 27 Nov 2023 20:33
Operator : MA/JU

Sample : 05463-01

Misc

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_G\Methods\8270-BG111623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 22.060 3175 3178 3184 rVB2 89313 137439 6.23% 1.026%
38 25.391 3743 3745 3746 rBV2 41953 32613 1.48% ©.243%
39 25.585 3772 3778 3783 rVB3 115649 287472 13.03%  2.146%

Sum of corrected areas: 13398137
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 27 Nov 2023 20:33
: MA/JU
. 05463-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112723\
BGB59909.D

: 14  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

1500000

1000000

500000

TIC: BG059909.D\data.ms

5.802 7.436

9.510

8.311 11.155

5.344

0

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

1500000

1000000

500000

TIC: BG059909.D\data.ms
20.268

13.564

16.425

22.013
19.7270.09p

18,50 _@Qjﬁ@
14.322  14|998 15.985 Simsu et

13.770 14.939

21.543 22,060
171736 20.589.867

0
Time-->

P —
[ L L L L L L L L I I L B

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance

1500000

1000000

500000

TIC: BG059909.D\data.ms

25.585

25.39

O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112723\
Data File : BG@59909.D

Acqg On : 27 Nov 2023 20:33
Operator : MA/JU

Sample : 05463-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 wunknown5.344 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.344 3.37 ng 48017 1,4-Dichlorobenzene-d4 8.311

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Acetoxyisobutyryl chloride 164 C6H9C103 040635-66-3 45
2 Guanidine 59 CH5N3 000113-00-8 43
3 Succinic acid, 2-methoxyethyl oc... 288 C15H2805 1000325-80-8 38
4 Oxirane, tetramethyl- 100 C6H120 005076-20-0 37
5 2-Propanol, 1,1,1-trichloro-2-me... 176 C4H7C130 000057-15-8 32

Abundance Scan 333 (5.344 min): BG059909.D\data.ms (-328) (-) m/z 59.10 100.00%

59.1
5000
SUBINE VO AT Y SIS
bttt i b L BT ST T LSS m/z 43.00 68.97%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #40075: 2-Acetoxyisobutyryl chloride
43.0
5000
5.00 5.20 5.40 5.60
101.0 m/z 101.05 61.58%
O\l\‘d\‘I\“\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #298: Guanidine
59.0
5.00 5.20 5.40 5.60
5000 m/z 39.10 27.03%
o+ e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #183712: Succinic acid, 2-methoxyethyl octyl ester w“‘W“A,“HﬁA‘m“
59.0 5.00 5.20 5.40 5.60
m/z 58.10 26.07%
5000
159.0
bbbl il 2580
m/z--> 50 100 150 200 250 300 350 400 450 500 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112723\
Data File : BG@59909.D

Acqg On : 27 Nov 2023 20:33
Operator : MA/JU

Sample : 05463-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.776  19.53 ng 474078  Acenaphthene-d10 14.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 80
2 N-acetyl-N-(4-hydroxyphenyl)acet... 193 C10H11NO3 1000389-51-9 59
3 2-Propenal, 3-(2,2,6-trimethyl-7... 194 C12H1802 055759-91-6 59
4 Acetaminophen 151 C8HINO2 000103-90-2 58
5 Metacetamol 151 C8HO9NO2 000621-42-1 53
Abundance Scan 1767 (13.770 min): BG059909.D\data.ms (-1760) (- | m/z 109.05 100.00%
109.1
5000, 43.1 J\
l M 9.1 13.50 14.00
ol ALl 0L 2426 3427 406.0 47445384 /. 43 16 47.24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109.0
43.0
5000 T
13 50 14.00
m/z 151.05 44.51%
69.0
O \‘\A‘[“LI‘JLUJ‘I‘”"M‘f“\‘\L\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67583: N-acetyl-N-(4-hydroxyphenyl)acetamide
109.0
-
430 13 50 14 00 ;
5000 ITI z 41.20 25.88%
193.0
0 H‘ﬁ‘ﬁﬂ“W‘HJM"W‘H‘_‘H‘H‘W‘H“H‘W‘H‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #69161: 2-Propenal, 3-(2,2,6-trimethyl-7-oxabicyclo[4.1.0
109.0 13 50 14 00
m/z 69.10 23.55%
5000] 43,0
179.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112723\
Data File : BG@59909.D

Acqg On : 27 Nov 2023 20:33
Operator : MA/JU

Sample : 05463-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 3 Tridecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.505 4.91 ng 126633  Phenanthrene-di10 17.694
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 55
2 Dodecanoic acid 200 C12H2402 000143-07-7 27
3 1-(7-Methyl-6H-imidazo[1,2-a]pyr... 213 C12H11N30 959007-34-2 22
4 .alpha.-D-Glucopyranoside, methy... 334 C17H3406 1000157-24-7 22
5 As-Indacen-1(2H)-one, 3,6,7,8-te... 228 C16H200 055591-18-9 14
Abundance Scan 2573 (18.505 min): BG059909.D\data.ms (-2569) (- | m/z 73.00 100.00%
73.0
- e WA%WVMWMW%W
A apalegubn =5 ‘
18.50
78.3 346.6 4214 :
0 HLM‘ 513. m/z 55.10 67.00%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #92068: Tridecanoic acid
73.0
5000 —— ‘
18.50
‘ 1290 .0 m/z 41.15 57.50%
0 \‘\'w‘ f'r‘\f\r‘“r\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #75713: Dodecanoic acid
73.0
T I
18.50
5000 m/z 129.00 42.28%
129.0
‘ 200.0
O‘LW“JUMMHMLJH T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #90838: 1-(7-Methyl-6H-imidazo[1,2-a]pyrrolo[3,2-E]pyrid
2138.0 18.50
m/z 69.10 40.57%
5000
89.0
‘ 143.0
) N . —
m/z--> 50 100 150 200 250 300 350 400 450 500 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112723\
Data File : BG@59909.D

Acqg On : 27 Nov 2023 20:33
Operator : MA/JU

Sample : 05463-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 unknown19.439 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.439 2.39 ng 61749  Phenanthrene-di0 17.694
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrazinecarboxylic acid, butyli... 158 C7H14N202 007400-28-4 38
2 Spiro[fluorene-9,2'-oxetan]-4"-i... 331 C23H25NO 015183-47-8 25
3 [14]Annulene, 1,6:8,13-bis(metha... 206 Cl6H14 085385-68-8 15
4 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 11
5 1,4-Diphenyl-1,3-butadiene 206 Cl6H14 000886-65-7 11
Abundance Scan 2732 (19.439 min): BG059909.D\data.ms (-2729) (- | m/z 55.10 100.00%
55.1
206.2
5000
0.0 265.1 17 —
319.0 4962 19.50
O+ m/z 69.10 86.87%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #34979: Hydrazinecarboxylic acid, butylidene-, ethyl este
41.0
5000 130.0 19150
m/z 206.20 63.62%
O\\i”m‘ \“‘\L“\H\\\“‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #238306: Spiro[fluorene-9,2'-oxetan]-4'-imine, N-cyclohe /\N\
69.0
19.50
5000 191.0 m/z 74.10  61.77%
P W i 11 U R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #82981: [14]Annulene, 1,6:8,13-bis(methano)-, syn
206.0 19.50
m/z 189.00 51.02%
OJP\H‘M\'\l)J —
m/z--> 50 100 150 200 250 300 350 400 450 500 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112723\
Data File : BG@59909.D

Acqg On : 27 Nov 2023 20:33
Operator : MA/JU

Sample : 05463-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 5 Fluoranthene, 2-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
20.567 2.23 ng 56622  Chrysene-d12 22.013
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 76
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 64
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 64
4 1,3-Dihydro-5,6-dimethyl-1-(2-pr... 216 C12H12N2S 080276-22-8 59

5 8-Phosphadispiro[2.1.2.2]nonane,... 216 C14H17P

1010162-94-6 53

Abundance Scan 2924 (20.567 min): BG059909.D\data.ms (-2922) (- | m/z 216.05 100.00%
216.1
5000
MMMM
96.9 L 1
304.1
37, : 3723 4823_ . 20.50
0! m/z 215.00 50.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94579: Fluoranthene, 2-methyl-
216.0
5000 —— :
20.50
m/z 217.00 35.09%
108.0
0 390. N 1‘ . ” ol
‘\\\\‘\\\\‘\\\1‘\\\T‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94565: Pyrene, 1-methyl-
216.0
T 1 \
20.50
5000 ITI/Z 213.00 28.16%
95.0
0.270 | ||
e et e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94573: 11H-Benzo[a]fluorene e
216.0 20.50
m/z 96.90  18.94%
5000
107.0
0 44.0 ,
R R S B R R R AR ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112723\
Data File : BG@59909.D

Acqg On : 27 Nov 2023 20:33
Operator : MA/JU

Sample : 05463-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 8-Phosphadispiro[2.1.2.2]no... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.867 3.21 ng 81711  Chrysene-di12 22.013
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8-Phosphadispiro[2.1.2.2]nonane,... 216 C14H17P 1010162-94-6 50
2 5-Amino-1-(4-fluorophenyl)-3-met... 216 C11H9FN4 051516-82-6 43
3 4-(1H-Benzimidazol-2-yl)-1,2,5-0... 345 C15H23N50Si2  1000470-95-5 43
4 Cyclohexanecarboxamide, N,N-dibe... 307 C21H25NO 1000450-96-8 43
5 : 4-((2-Methylphenyl)diazenyl)-1... 216 C10H12N6 057770-59-9 43

Abundance Scan 2975 (20.867 mln) BG059909.D\data.ms (-2972) (-  m/z 216.15 100.00%

5000

?

20.50 21.00
m/z 215.00 35.69%

0,

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #94477: 8-Phosphadispiro[2.1.2.2]nonane, 8-phenyl-
216.0

?

Abundance #253995: 4-(1H-Benzimidazol-2-yl)-1,2,5-oxadiazol-3-ylal
216.0 20.50 21.00

5000
20.50 21.00
91.0 m/z 150.90  34.24%
Tl
O‘\\‘\\\"J“\lT"f\”‘Il\l\m\&aﬁT?\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #93957: 5-Amino-1-(4-fluorophenyl)-3-methyl-1H-pyrazol
216.0
— —r
20.50 21.00
5000 m/z 217.00 31.21%
95.0
L RNIE e —
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
— —

73.0
m/z 41.10  28.56%
144.0 330.0
s T — e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550  20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112723\
Data File : BG@59909.D

Acqg On : 27 Nov 2023 20:33
Operator : MA/JU

Sample : 05463-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 unknown21.543 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.543 3.94 ng 100121  Chrysene-di12 22.013
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, 6-(benzylidene-amin... 361 C21H15NO5 1000294-68-2 14
2 Nerbowdin, 3-acetyl 361 C19H23NO6 100196-22-3 11
3 Bisacodyl 361 C22H19NO4 000603-50-9 10
4 N-[9-(Hydroxyimino)-2-methyl-5,1... 251 C7H5N704 1000436-04-1 10
5 5-Phthalimido-6-methoxy-8-acetam... 361 C20H15N304 1000227-45-3 9
Abundance Scan 3090 (21.543 min): BG059909.D\data.ms (-3087) (- | m/z 41.10 100.00%
41.1
234.1
5000 163.2
341.0 L \
430.04g5 2424 21.50
otd m/z 69.15  97.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #270690: Acetic acid, 6-(benzylidene-amino)-4-methyl-2-
43.0
5000 —— :
21.50
319.0 m/z 43.20 87.00%
161.0 \ ‘
O \l\F\!‘\WIﬂJPP[ﬁW()W‘\‘W\W%]\_?\9‘\\\F‘\L\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #270567: Nerbowdin, 3-acetyl
43.0
361.0 L \
) 21.50
5000 302.0 m/z 97.85 65.69%
“ 115.0 232.
TR YT T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #270734: Bisacodyl 7 ‘
43.0 276.0 361.0 21.50
199.0 m/z 83.20 59.53%
5000
115.0 } {
0 HWm“u_LWWNHM$w%M+‘H‘H“‘“W‘H“H“_‘H“ -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112723\
Data File : BG059909.D

Acqg On : 27 Nov 2023 20:33
Operator : MA/JU

Sample : 05463-01

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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|
unknown5. 344 5.344 3.4 ng 48017 1 8.311 284750 20.0
2,4,7,9-Tetrame... 13.770 19.5 ng 474078 3 14.939 485516 20.0
Tridecanoic acid 18.505 4.9 ng 126633 4 17.694 515839 20.0
unknown19.439 19.439 2.4 ng 61749 4 17.694 515839 20.0
Fluoranthene, 2... 20.567 2.2 ng 56622 5 22.013 508417 20.0
8-Phosphadispir... 20.867 3.2 ng 81711 5 22.013 508417 20.0
unknown21.543 21.543 3.9 ng 100121 5 22.013 508417 20.0
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