LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019812.D

Acqg On : 21 Feb 2024 17:28
Operator : MA/JU

Sample : P1537-04

Misc :

ALS Vvial : 15 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@19812.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.129 3 7 18 rVB 611686 739219 19.56% 3.718%
2 4.070 160 167 175 rVB3 42051 73745 1.95% 0.371%
3 4.305 202 207 217 rBvV2 41912 72199 1.91% 0.363%
4 4.634 259 263 268 rBV 67288 101545 2.69% 0.511%
5 4.687 268 272 275 rBV 35742 54005 1.43% 0.272%
6 5.011 321 327 337 rBV 211239 315649 8.35% 1.587%
7 5.470 398 405 417 rBV 824960 1276469 33.77% 6.420%
8 6.093 502 511 517 rBvV2 24193 61089 1.62% 0.307%
9 6.717 612 617 625 rBV8 19904 49041 1.30% 0.247%
106 7.064 669 676 684 rBV 769150 1257263 33.26% 6.323%
11 7.593 762 766 783 rVB5 15573 38581 1.02% 0.194%
12 7.893 810 817 824 rVB 257245 418234 11.07% 2.103%
13 9.064 1008 1016 1026 rBV 509959 864699 22.88%  4.349%
14 10.693 1285 1293 1306 rBV 299402 537556 14.22% 2.704%
15 13.152 1704 1711 1723 rBV 1302959 2092170 55.35% 10.522%

16 14.528 1938 1945 1953 rBV 474087 734217 19.43%
17 16.022 2189 2199 2220 rBV 1267486 2032671 53.78% 10.
18 17.287 2405 2414 2419 rBV 616890 989808 26.19%

NODPhOW
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Y

19 17.328 2419 2421 2429 rVWV 72339 98170 2.60% 494%
20 18.181 2558 2566 2576 rBV2 394971 595233 15.75% 994%
21 18.339 2588 2593 2597 rBV3 29481 56482 1.49% ©.284%
22 19.292 2750 2755 2763 rBV 202688 290939 7.70%  1.463%
23 19.416 2772 2776 2785 rVB2 146554 192145 5.08% 0.966%
24 19.645 2807 2815 2823 rBV 196712 317865 8.41%  1.599%
25 19.851 2844 2850 2862 rBV 3032398 3779641 100.00% 19.009%
26 20.128 2895 2897 2901 rVB2 38012 43169 1.14% 217%

27 21.098 3058 3062 3068 rBV2 217464 272140  7.20%
28 21.375 3103 3109 3114 rBV 928502 1377077 36.43%
29 23.792 3514 3520 3529 rBV 572201 1152649 30.50%
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Sum of corrected areas: 19883670
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 21 Feb 2024 17:28
: MA/JU
. P1537-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
BP019812.D

: 15  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: BP019812.D\data.ms

5470 7.064

129
9.064

5.011 7.893 10.693
4.07030546687 6.093  6.717 7.59§j\

s o~

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: BP019812.D\data.ms
19.851

13.152 16.022

17.287

14.528

4
20.128

0
Time-->

12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance
3000000

2500000

2000000

1500000

1000000

500000

Time-->

TIC: BP019812.D\data.ms

21.375
23.792

21.098

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\BP022124\

Library Search Compound Report

Data File : BP@19812.D

Acqg On : 21 Feb 2024 17:28
Operator : MA/JU

Sample : P1537-04

Misc

ALS vial : 15

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: 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 1 Butanoic acid, anhydride Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
3.129 35.35 ng 739219 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, anhydride 158 C8H1403 000106-31-0 64
2 1,6-Heptadien-4-0l 112 C7H120 002883-45-6 59
3 Furan-2-carbonyl chloride, tetra... 134 C5H7C102 052449-98-6 53
4 3-Penten-2-0l 86 C5H100 001569-50-2 53
5 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 50
Abundance Scan 7 (3.129 min): BP019812.D\data.ms (-3) (-) m/z 71.05 100.00%
71.0
5000 Jk
R RamaE
\ 3.203.303.403.50
b Mlii, 1282 2209282.9341.1 4289 5248 ./, 43,05  73.65%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #35084: Butanoic acid, anhydride
71.0
5000 T T T [ T[T T[T
3.203.303.403.50
m/z 41.05 35.82%
O\\‘L!““u ‘\1‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #7346: 1,6-Heptadien-4-ol
71.0
R R e
3.203.303.403.50
5000 m/z 39.05 29.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #17278: Furan-2-carbonyl chloride, tetrahydro- PR
71.0 3.203.303.403.50
m/z 45.05 22.71%
5000 j\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019812.D

Acqg On : 21 Feb 2024 17:28
Operator : MA/JU

Sample : P1537-04

Misc

ALS vial : 15

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: 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 Prenol Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
4.070 3.53 ng 73745  1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Prenol 86 C5H100 000556-82-1 58
2 3-Penten-2-o0l 86 C5H100 001569-50-2 50
3 2-Buten-1-0l, 2-methyl- 86 C5H100 004675-87-0 47
4 trans-1-Methoxy-1-butene 86 C5H100 010034-13-6 38
5 3-Methoxybut-1-ene 86 C5H100 017351-24-5 35
Abundance Scan 167 (4.070 min): BP019812.D\data.ms (-160) (-) m/z 71.05 100.00%
71.0
5000
M 209.1267.1 340.9 3.80 4.00 4.20 4.40
oL bl || 1469209.1267.1 3409 4166 5269 /7 41.65 85.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #1912: Preno
71.0
5000 L L L L L B L L B
3.80 4.00 4.20 4.40
‘ m/z 69.05 57.28%
O \\\'\\“L\ \J\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #1945: 3-Penten-2-ol
71.0
 E AREERRNEEEY
3.80 4.00 4.20 4.40
5000 ITI/Z 39.10 50.64%
OWJ
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2001: 2-Buten-1-ol, 2-methyl- AR AR RaEE
71.0 3.80 4.00 4.20 4.40
m/z 43.05 45.77%
B MMN
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.80 4.00 4.20 4.40
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

021

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
BP019812.D

Feb 2024 17:28

: MA/JU
. P1537-04

. 15

Sample Multiplier: 1

: 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 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 4-Trifluoroacetoxyoctane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
4.305 3.45 ng 72199 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Trifluoroacetoxyoctane 226 C1OH17F302 116465-17-9 53
2 Cyclopentane, bromo- 148 C5H9Br 000137-43-9 36
3 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 36
4 1,5-Heptadiene, 2,3,6-trimethyl- 138 C10H18 033501-88-1 36
5 1-Pentyn-3-o0l, 3-methyl- 98 C6H100 000077-75-8 36

Abundance Scan 207 (4.305 min): BP019812.D\data.ms (-202) (-) m/z 69.05 100.00%

69.0

5

5000
400420440460
146.9207.1 281.1 ‘ : : :
obo by XN T 211 355141514752 5481 0 4 a0 70.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106099: 4-Trifluoroacetoxyoctane
69.0
5000 L B LR B R
4.00 4.20 4.40 4.60
m/z 43.00 35.60%
O‘\\\‘\\4l\l\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

d

Abundance #26542: Cyclopentane, bromo-
69.0
RamE e AR
4.00 4.20 4.40 4.60
5000 ITI/Z 55.00 27 .89%
o 148.0
—s---———rrrrr
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3781: 1-Pentene, 3,3-dimethyl- AR RRE o
69.0 4.00 4.20 4.40 4.60
m/z 70.00 14.74%
- m
o_‘”‘““l‘u“‘_m‘HH‘HH‘mWm‘uu‘mWm_m_ PreFhed o Tl

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60

Page: 5
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019812.D

Acqg On : 21 Feb 2024 17:28
Operator : MA/JU

Sample : P1537-04

Misc

ALS vial : 15 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 2-Pentanol, 4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.634 4.86 ng 101545 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 72
2 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 59
3 2-Hexanol 102 C6H140 000626-93-7 56
4 (R)-(-)-3-Methyl-2-butanol 88 C5H120 001572-93-6 53
5 Propanenitrile, 3-methoxy- 85 C4H7NO 000110-67-8 42

Abundance Scan 263 (4.634 min): BP019812.D\data.ms (-259) (-) m/z 45.05 100.00%

45.0
5000

4.40 4.60 4.80 5.00

07.0
o kAT 01651 26913269 4017 47495351 sy 43.05  2.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5003: 2-Pentanol, 4-methyl-
45.0
5000 T T[T [T prrr ot
4.40 4.60 4.80 5.00
m/z 41.05 27.95%
O‘\\“\JJ‘J!l\”\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2382: 2-Butanol, 3-methyl-
45.0
R A R
4.40 4.60 4.80 5.00
5000 ITI/Z 69.05 17.66%
OM“’,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4963: 2-Hexanol R AR EEENE
45.0 4.40 4.60 4.80 5.00
m/z 39.05 14.06%
) M
o-m““‘ I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019812.D

Acqg On : 21 Feb 2024 17:28
Operator : MA/JU

Sample : P1537-04

Misc

ALS vial : 15

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: 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 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 1-Butanol, 3-methoxy-, acetate Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
4.687 2.58 ng 54005 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol, 3-methoxy-, acetate 146 C7H1403 004435-53-4 50
2 3-Pentanol 88 C5H120 000584-02-1 42
3 2-Hexanone, 3-hydroxy-3,5-dimethyl- 144 C8H1602 006321-14-8 38
4 Tetraglyme 222 C1eH2205 000143-24-8 9
5 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 9

Abundance Scan 272 (4.687 min): BP019812.D\data.ms (-268) (-)
59.0

m/z 59.05 100.00%

5000

-

i 164.8222.9281.1340.9  431.5492.0549. 4,40 4.60 4.80 5,90
PR IO L D 2 8020 2z 43,00 42.52%

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

o

Abundance #25390: 1-Butanol, 3-methoxy-, acetate
59.0
5000 \H‘HHT/\\/\\H‘HH’HH
4.40 4.60 4.80 5.00
m/z 71.00 13.60%
O‘\‘\l‘\“\"l‘\l\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

Abundance #2355: 3-Pentano
59.0
A Eaman B S e S
4.40 4.60 4.80 5.00
5000 m/z 41.10 13.45%
o_n'LxL,*m_H‘_Hw‘m"mwH_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24208: 2-Hexanone, 3-hydroxy-3,5-dimethyl- e BamaaE s e
59.0 4.40 4.60 4.80 5.00
m/z 88.95 6.12%
5000
)
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019812.D

Acqg On : 21 Feb 2024 17:28
Operator : MA/JU

Sample : P1537-04

Misc

ALS vial : 15 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 6 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.011 15.09 ng 315649 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 64
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 43

3 4-Methoxy-1-pentene 100 C6H120 098386-09-5 35

4 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 25

5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
Abundance Scan 327 (5.011 min): BP019812.D\data.ms (-321) (-) m/z 43.00 100.00%

43.0
5000
101.1 VYN

I
| 4.60 4.80 5.00 5.20 5.40
ol by 1683 287.1297.0355.1417.5 4953 'm/z 59.16  68.26%

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

4.60 4.80 5.00 5.20 5.40
m/z 101.10 29.05%

J 101.0

O‘ [1\\‘\‘I\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone

43.0
[T T T
4.60 4.80 5.00 5.20 5.40
m/z 57.95 15.59%
5000 101.0
o_u‘“!“ H,l
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4318: 4-Methoxy-1-pentene

59.0 460480500520540

m/z 41.05 10.93%

- \ujbmwuxm/\wwwmmwuk
I

O M A N
miz--> 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\BP022124\
Data File : BP019812.D

Acqg On : 21 Feb 2024 17:28
Operator : MA/JU

Sample : P1537-04

Misc

ALS vial : 15 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 7 unknown6.093 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.093 2.92 ng 61089 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octasiloxane, 1,1,3,3,5,5,7,7,9,... 578 C16H5007Si8 019095-24-0 38
2 Hexasiloxane, 1,1,3,3,5,5,7,7,9,... 430 C12H3805Si6 000995-82-4 38
3 1H-Cyclopropa[4,5]cyclopenta[1,2... 236 C11H16N202Si  1000499-60-1 27
4 Trenbolone, TMS 342 C21H3002Si 1034684-28-0 27
5 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 27
Abundance Scan 511 (6.093 min): BP019812.D\data.ms (-502) (-) m/z 73.05 100.00%
3.0
o MMMWWﬁWKJ\MNWWMMMW
207.1 e
5.80 6.00 6.20 6.40
146.9 266.9326.9
LI U BT “‘ LERTDe) 4009 4752 5490 1/, 43.05  61.15%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #345536: Octasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13,1
73.0
5000 207.0 LB e e
5.80 6.00 6.20 6.40
281.0 o
1470 m/z 207.10 16.06%
3410 4390
0 \\\“\\\\\‘\\\l\"\\\\‘l\\‘\\‘\\\\'\’\\l\\\‘\lf\\‘\l\‘\\‘\\\s\o‘3\9\5‘6\3\\(
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #317823: Hexasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11-dodece
73.0
R ARARES
5.80 6.00 6.20 6.40
m/z 115.05 11.38%
5000 207.0 281.0
133.0
\ ‘ ‘ 341.0 415.0
0 HJ‘Lmwm,mMmwmi‘,m\mHmm‘w_wm
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117862: 1H-Cyclopropal4,5]cyclopenta[1,2-c]pyrazole-3 A A A A
73.0 5.80 6.00 6.20 6.40
m/z 55.05 9.66%
0
221.0
5000
0 '\J"m“}“"l"‘\,\"'n‘“\, R A BARRsRRREEEEE
m/z--> 50 100 150 200 250 300 350 400 450 500 550 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019812.D

Acqg On : 21 Feb 2024 17:28
Operator : MA/JU

Sample : P1537-04

Misc

ALS vial : 15 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 8 unknown6.717 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.717 2.35 ng 49041 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrasiloxane, 1,1,3,3,5,5,7,7-0... 282 C8H2603Si4 001000-05-1 16
2 5-Amino-1,3-dimethyl-1H-pyrazole... 208 C9H16N4Si 1000479-00-2 14
3 Antra-9,10-quinone, 1-(3-hydrohy... 343 C20H13N303 098496-82-3 11
4 3-Phenyllactic acid, 2TMS deriva... 310 C15H2603Si2 027750-45-4 11
5 Formic acid, 1-(4,7-dihydro-2-me... 207 C9H9N303 1010267-28-6 10

Abundance Scan 617 (6.717 min): BP019812.D\data.ms (-612) (-) m/z 73.00 100.00%

73.0
207.1
5000
147.1
28113410 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
\ ‘ ‘ 41514751 549. 6.40 6.60 6.80 7.00
0l ‘.t bbbk L ML 0 T s 20700 65, 28%
miz--> 100 150 200 250 300 350 400 450 500 550
Abundance #176502: Tetrasiloxane, 1,1,3,3,5,5,7,7-octamethyl-
73.0
193.0
5000 L L R B R
267.0 6.40 6.60 6.80 7.00
m/z 193.00 47.43%
\ 133.0 |
0 \\\H\\‘\1‘\\\\‘\\“\\\‘\\\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85752: 5-Amino-1,3-dimethyl-1H-pyrazole-4-carbonitrile
73.0
 AAEEEEEE RS
193.0 6.40 6.60 6.80 7.00
5000 m/z 95.05 44.02%
“ e 135.0
O Frrthpthaphgopi e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #252193: Antra-9,10-quinone, 1-(3-hydrohy-3-phenyl-1-tr e e
207.0 6.40 6.60 6.80 7.00
m/z 147.05 31.63%
5000 77.0
150.0
0 A ‘ sl “ . | 281.0 343.0
e A e e e ARRREEES ST
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.40 6.60 6.80 7.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

021

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
BP019812.D

Feb 2024 17:28

: MA/JU
. P1537-04

. 15

TIC Library

Sample Multiplier: 1

: 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 9 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.181 12.03 ng 595233  Phenanthrene-d10 17.287
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2566 (18.181 min): BP019812.D\data.ms (-2558) (- m/z 73.00 100.00%
73.0
5000
213.2
I =
“J ‘L m 18.00 18.50
ol HW‘JW )1 ] 295.1355.14140473.18304 ;59 95 75.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T 1
18.00 18.50
H 213.0 m/z 43.05 67.47%
O\\i“ \l\‘i‘lll“\“\‘\l\1\\\‘\“\!‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid
73.0
I —
18.00 18.50
5000 m/z 55.05 62.75%
L 228.0
i Joul Hﬂ L, \
o M‘* : \
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid T a—
73.0 18.00 18.50
m/z 41.05 60.79%
5000
L 214.0
OM n\u\ o
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\BP022124\
Data File : BP019812.D

Acqg On : 21 Feb 2024 17:28
Operator : MA/JU

Sample : P1537-04

Misc

ALS vial : 15 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 10 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.416 2.79 ng 192145  Chrysene-di12 21.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 76
4 8-Methylnonanoic acid 172 C10H2002 005963-14-4 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 2776 (19.416 min): BP019812.D\data.ms (-2772) (- m/z 73.00 100.00%
5000
241.3
——
H | 171‘1 \ 19.50
O AL Ll ) 3592 4280 5343 ys 60 00 75.46%
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 e
19.50
‘ 284.0 m/z 43.05  72.24%
O‘\\"\ “‘ \’\J‘\“\M\\‘J\\\\\‘!‘\l\l‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126202: Pentadecanoic acid
43.0
——
19.50
5000 m/z 57.05 66.90%
129.0 242.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109283: Tetradecanoic acid ——
73.0 19.50
m/z 41.10 66.25%
5000
185.0
o_muu’ Jm.M.H\“‘ i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50

8270E-BP013124.M Thu Feb 22 10:44:47 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019812.D

Acqg On : 21 Feb 2024 17:28
Operator : MA/JU

Sample : P1537-04

Misc

ALS vial : 15 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 11 Behenic alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.098 3.95 ng 272140  Chrysene-di12 21.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 93
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
4 1-Tetracosene 336 C24H48 010192-32-2 93
5 1-Hexacosene 364 C26H52 018835-33-1 91

Abundance Scan 3062 (21.098 min): BP019812.D\data.ms (-3058) (- m/z 57.05 100.00%

57.0
5000 226.1

125.1 e :

| 201 21.00 21.50
b b 5 3869 48919490 0 83,10 95.37%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcoho
83.0

5000 — s
‘ 21.00 21.50

o

m/z 55.05 92.86%

‘\\\\"11\[1\\I\\1\‘1\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester
57.0

7
21.00 21.50
5000 m/z 69.05 89.02%

9.0
210.0
UL, 200w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

|
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester 7 —
57.0 21.00 21.50

m/z 97.05 88.77%

5000
5.0
210.0
‘m R ‘\ 406.0

O R b b e T Lanas -
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019812.D

Acqg On : 21 Feb 2024 17:28
Operator : MA/JU

Sample : P1537-04

Misc

ALS Vvial : 15 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|
Butanoic acid, 3.129 35.4 ng 739219 1 7.893 418234 20.0
Prenol 4.070 3.5 ng 73745 1 7.893 418234 20.0
4-Trifluoroacet... 4.305 3.5 ng 72199 1 7.893 418234 20.0
2-Pentanol, 4-m... 4.634 4.9 ng 101545 1 7.893 418234 20.0
1-Butanol, 3-me... 4.687 2.6 ng 54005 1 7.893 418234 20.0
2-Pentanone, 4-... 5.011 15.1 ng 315649 1 7.893 418234 20.0
unknown6.093 6.093 2.9 ng 61089 1 7.893 418234 20.0
unknown6.717 6.717 2.4 ng 49041 1 7.893 418234 20.0
n-Hexadecanoic ... 18.181 12.0 ng 595233 4 17.287 989808 20.0
Octadecanoic acid 19.416 2.8 ng 192145 5 21.375 1377080 20.0
Behenic alcohol 21.098 4.0 ng 272140 5 21.375 1377080 20.0
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