LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP019833.D

Acqg On : 22 Feb 2024 20:04
Operator : MA/JU

Sample : P1560-01

Misc :

ALS Vvial : 18 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_ P\Methods\8270E-BP013124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@19833.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.017 321 328 339 rBV 90885 140676  3.32% 0.751%
2 5.470 399 405 415 rBV 864196 1330256 31.37% 7.106%
3 7.069 670 677 689 rBV 845976 1450030 34.19% 7.745%
4 7.893 808 817 825 rBV 268827 435758 10.28% 2.328%
5 9.063 1009 1016 1029 rBV 567702 1003618 23.67% 5.361%

6 10.693 1284 1293 1303 rBV 324907 568212 13.40% 3.035%
7 13.157 1704 1712 1735 rBV 1592902 2538534 59.86% 13.560%
8 14.528 1938 1945 1962 rBV 489590 786706 18.55%  4.202%
9 16.028 2193 2200 2217 rBV 1259127 2030350 47.88% 10.845%

10 16.251 2234 2238 2241 rBV3 38854 66940 1.58% ©.358%
11 17.e51 2370 2374 2378 rBV 41270 53951 1.27% ©.288%
12 17.098 2379 2382 2391 rVB3 25132 44384 1.05% 0.237%
13 17.287 2408 2414 2426 rBV 641928 997340 23.52% 5.327%
14 17.792 2497 2500 2506 rVB2 35650 44754 1.06%  ©0.239%
15 18.181 2562 2566 2572 rBV 133059 197211 4.65% 1.053%
16 18.469 2611 2615 2619 rBV 37408 48373 1.14% 0.258%
17 19.e81 2716 2719 2726 rVB3 36756 50555 1.19% ©.270%
18 19.422 2773 2777 2788 rBv4 45621 87714 2.07% 0.469%
19 19.681 2817 2821 2827 rVWV 89249 133581 3.15% 0.714%
20 19.857 2845 2851 2863 rBV 3277490 4240908 100.00% 22.653%

21 21.104 3059 3063 3071 rBV 265242 333399 7.86% 1.781%
22 21.380 3106 3110 3118 rBV 739549 1050542 24.77% 5.612%
23 23.804 3516 3522 3532 rVB 534440 1087370 25.64% 5.808%

Sum of corrected areas: 18721162
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 22 Feb 2024 20:04
: MA/JU
. P1560-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
BP919833.D

: 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP019833.D\data.ms

5.470 7.069

9.063
7893 10.693
5.017

0
Time-->

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP019833.D\data.ms
19.857

13.157
16.028

17.287

6.251 17.7928198 460  10. o%?ﬂl@

14.528

0
Time-->

12.00 12,50 13.00 13.50 14.00 14.50 15.00 15,50 16.00 16.50 17.00 17. 50 18.00 18.50 19.00 1950 20.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BP019833.D\data.ms

21.380 23.804

21.104

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP©19833.D

Acqg On : 22 Feb 2024 20:04

Operator : MA/JU

Sample : P1560-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Libra

ry

Library Search Compound Report

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
5017 6.46ng 140676  1,4-Dichlorobenzene-d4  7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56

000921-14-2 47
016504-58-8 47
000113-00-8 43
004744-11-0 38

2 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2
4 Guanidine 59 CHS5N3

5 Propane, 1,1-dipropoxy- 160 C9H2002

Abundance Scan 328 (5.017 min): BP019833.D\data.ms (-321) (-)
43.0

m/z 43.00 100.00%

5000

N

101.0

BEEEEERARN AR R
J 4.60 4.80 5.00 5.20 5.40
A Ly

Ol 2909 282.1341.1400.14583 5232 /7 59.05  69.67%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 (LA LA B N B B
4.60 4.80 5.00 5.20 5.40
m/z 101.00 28.58%
101.0
O‘\JHIV‘%"\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9395: Hydrazine, 1,1-bis(1-methylethyl)-
59.0
[T e
4.60 4.80 5.00 5.20 5.40
5000 ITI/Z 58.05 15.87%
), 1ar0
ol e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone PRI e
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.02%
- T vwmwﬂmwmmﬂwwwwmwme
o_u‘“!,uH‘HH_HwHH_HwH_m‘w_ww_ bt i

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP©19833.D

Acqg On : 22 Feb 2024 20:04

Operator : MA/JU

Sample : P1560-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.181 3.95 ng 197211  Phenanthrene-di10 17.287
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 2566 (18.181 min): BP019833.D\data.ms (-2562) (- m/z 73.00 100.00%

73.0
5000
213.2

T
18.00 18.50

\m M 141 P\ | v \ 2723 356.3417.0474.9535. 4

oul“h’wm 14,2023 356.3417.0474.91 m/z 59.95  71.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 T T

18.00 18.50
} 157.0 m/z 43.10 70.71%
h ‘“\ JI

\ll\“‘IW\\‘\‘\\“\‘\“\\J\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0

T
18.00 18.50

o

5000 m/z 55.10 63.17%
171.0
o“‘ }HJIM.“.\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109284: Tetradecanoic acid —— —
73.0 18.00 18.50
m/z 57.10 60.83%
B T m
oL i S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP019833.D

Acqg On : 22 Feb 2024 20:04
Operator : MA/JU

Sample : P1560-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Phenol, 4,4'-(1-methylethyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.680 2.54 ng 133581  Chrysene-di2 21.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 93
2 Stannane, chlorotriethyl- 242 C6H15C1Sn 000994-31-0 74
3 2H,8H-Benzo[1,2-b:3,4-b']dipyran... 228 C14H1203 000523-59-1 64
4 Carbanilic acid, p-phenyl- 213 C13H11NO2 004474-53-7 58
5 AB-CHMINACA 2'-indazole isomer 356 C20H28N402 1037296-99-3 53

Abundance Scan 2821 (19.681 min): BP019833.D\data.ms (-2817) (- m/z 213.05 100.00%

218.1
5000
e =
390 11‘9'0 ‘ 19.50 20.00
Olrmrt bbb L 299:1355.1 4811 8031 /7 119,00  16.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109421: Phenol, 4,4'-(1-methylethylidene)bis-
2138.0
5000 7 ——
19.50 20.00
119.0 m/z 228.10  15.89%
O‘\\EJ‘_.\Q\‘\\‘“HL\‘\"\‘\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126518: Stannane, chlorotriethyl-
213.0
27.0 ey pkrr
155.0 19.50 20.00
5000 m/z 214.10 15.03%
0! S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109201: 2H,8H-Benzo[1,2-b:3,4-b'|dipyran-2-one, 8,8-di ——
213.0 19.50 20.00
m/z 91.00 13.76%

h WM
63.0 128.0 \

Ol ke

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP019833.D

Acqg On : 22 Feb 2024 20:04
Operator : MA/JU

Sample : P1560-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Pentacos-1-ene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.104 6.35 ng 333399  Chrysene-d12 21.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacos-1-ene 350 C25H50 016980-85-1 94
2 1-Tetracosene 336 C24H48 010192-32-2 94
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 93
5 Nonacos-1-ene 406 C29H58 018835-35-3 91
Abundance Scan 3063 (21.104 min): BP019833.D\data.ms (-3059) (- m/z 83.10 100.00%
83.1
2000 wawiwwwmwﬂkwmﬂmmwmﬂw
2100 2150
02 281.1 355.9 . :
ok, Hu“kl?w‘?g?w"w““““4‘1‘3“1‘_‘?59_1‘5““?‘ m/z 55.10  96.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene
55.0
5000 —r ——
21.00 21.50
1P5.0 m/z 57.10 92.13%
L \!\T\\l‘\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244231: 1-Tetracosene
43.0
—— —
21.00 21.50
111.0 S
5000 m/z 69.10 90.12%
R IITT—
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene T —
57.0 21.00 21.50
m/z 97.10 88.67%
5000
125.0
oLl i ‘ 182.0 2920 364.0
““H“H“_“w“u“H“H“_“w“u“u“u“_ ; ; —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP019833.D

Acqg On : 22 Feb 2024 20:04
Operator : MA/JU

Sample : P1560-01

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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-... 5.017 6.5 ng 140676 1 7.893 435758 20.0
n-Hexadecanoic ... 18.181 4.0 ng 197211 4 17.287 997340 20.0
Phenol, 4,4'-(1... 19.680 2.5 ng 133581 5 21.381 1050540 20.0
Pentacos-1-ene 21.104 6.3 ng 333399 5 21.381 1050540 20.0
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