LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81524\
Data File : BF139036.D

Acqg On : 15 Aug 2024 22:16

Operator : RC/JU

Sample : P3573-09 :
Misc : S-856-J-S0-3-3.5-080924

ALS Vvial : 13  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-BF073024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139036.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.122 3 5 14 rvB 572482 683932 63.85% 9.027%
2 3.398 217 222 233 rBV 10033 32003 2.99% 0.422%
3 5.063 500 505 517 rVB 39946 62810 5.86% ©.829%
4 5.469 569 574 595 rBV 697487 968102 90.39% 12.778%
5 6.481 741 746 773 rBV 755081 1019985 95.23% 13.463%
6 6.833 802 806 814 rVB 196384 237705 22.19%  3.137%
7 7.398 897 902 915 rBV 481753 646103 60.32%  8.528%
8 7.663 943 947 954 rBB 8301 13873 1.30% 0.183%
9 8.116 1019 1024 1035 rBV 253979 314473 29.36% 4.151%
10 8.433 1074 1078 1085 rBV 32639 49268 4.60% 0.650%
11  9.186 1201 1206 1211 rBV 882429 1071081 100.00% 14.137%
12 9.869 1317 1322 1332 rVB 268341 343095 32.03% 4.529%
13 9.957 1332 1337 1343 rBV 23061 33532 3.13% 0.443%
14 10.657 1451 1456 1470 rBV 471167 609122 56.87%  8.040%
15 11.351 1569 1574 1584 rBV 242813 318467 29.73% 4.203%
16 12.933 1838 1843 1848 rBV 606690 739927 69.08% 9.766%
17 13.827 1989 1995 2014 rBV3 13787 44775 4.18% ©.591%
18 13.998 2019 2024 2032 rVV 136616 179566 16.76%  2.370%
19 14.939 2180 2184 2189 rVB 23159 31602 2.95% 0.417%

2.

20 15.462 2267 2273 2281 rBV 114169 176878 16.51%

Sum of corrected areas: 7576299
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 15 Aug 2024 22:16
: RC/JU
: P3573-09

. 13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081524\
BF139036.D

S-856-J-S0-3-3.5-080924

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

Abundance

800000

700000

600000

500000

400000

300000

200000

100000

0
Time-->

TIC: BF139036.D\data.ms

6.481
5.469

122

7.398

6.833

3.308 5.063 766
L L L B L B L I B B L B L B B L LA I

220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance

800000

700000

600000

500000

400000

300000

200000

100000

TIC: BF139036.D\data.ms

9.186

12.933

10.657

8.116 9.869 11.351

.957
A

0
Time-->

—
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

800000

700000

600000

500000

400000

300000

200000

100000

TIC: BF139036.D\data.ms

13.998 15.462

Time-->

0

13. 827

14.939

‘ T
13.50

\
14 00

T ’ ‘ T
14.50 15.00 15.50

‘ T T ‘ T T ‘ T T ‘ T
16.00 16.50 17.00 17.50

T ‘ T
18.00

T ‘ T
18.50

8270-BF073024.M Fri Aug 16 18:21:05 2024

Page:

2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081524\
Data File : BF139036.D

Acqg On : 15 Aug 2024 22:16

Operator : RC/JU

Sample : P3573-09 :
Misc S-856-J-S0-3-3.5-080924

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.122 57.54 ng 683932 1,4-Dichlorobenzene-d4 6.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9

Abundance Scan 5 (2.122 min): BF139036.D\data.ms (-3) (-) m/z 73.10 100.00%

73.1
5000 43.1
87.1
e EARaREEREEE SRR
‘ Lg 1 2.202.302.40 2.50
Ob el 22 m/z 43.10  48.10%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L L I L B B L O
43.0 2.202.302.40 2.50
' 87.0 m/z 55.10  32.50%
29.0
M‘ I ‘\‘ ‘ LQO ‘ |
O \‘H\\‘HH‘!\!\‘\!\‘!“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 N EaSASa
2.202.302.40 2.50
5000 41.0 55.0 m/z 87.10 27.57%
27.0
0 ‘ ‘ | ‘\ I | ‘ i I 112.0 129.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2247: Silane, tetramethyl- A
73.0 2.202.302.40 2.50
m/z 41.10 16.04%
5000
45.0
ol 290 || 590 | _
T T e e e e e e RARRaRERE IR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081524\
Data File : BF139036.D

Acqg On : 15 Aug 2024 22:16

Operator : RC/JU

Sample : P3573-09 :
Misc : S-856-J-S0-3-3.5-080924

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 unknown3.398 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.398 2.69 ng 32003 1,4-Dichlorobenzene-d4 6.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 9
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9
3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9
4 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
5 Formamide 45 CH3NO 000075-12-7 5
Abundance Scan 222 (3.398 min): BF139036.D\data.ms (-217) (-) m/z 45.10 100.00%
45.1
5000
R RAREa R RS
61.0 3.00 3.20 3.40 3.60 3.80
O e e m/z 43.00 20.37%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1083: Propylene Glycol
45.0
5000 ‘\\\\‘\\\\‘\\\\‘\A\m\n’n\\,

3.00 3.20 3.40 3.60 3.80
m/z 61.00 5.85%

29.0
o 190 111 380/ 53010 75
‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HHHH‘HH‘HH‘HH’HH‘HH‘\H\‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
e e
3.00 3.20 3.40 3.60 3.80
5000 m/z 44.00 4.74%
0 19.0 ‘3‘1"038.0“‘ 530 610 759
[P T T T e e

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

Abundance #5317: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)- R RARRARARE
45.0 3.00 3.20 3.40 3.60 3.80

m/z 41.00 3.25%

5000

‘ 33.0
‘ | ZGM ‘ ‘ 61.0

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.00 3.20 3.40 3.60 3.80

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081524\
Data File : BF139036.D

Acqg On : 15 Aug 2024 22:16

Operator : RC/JU

Sample : P3573-09 :
Misc : S-856-J-S0-3-3.5-080924

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.063 5.28 ng 62810 1,4-Dichlorobenzene-d4 6.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 27
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 505 (5.063 min): BF139036.D\data.ms (-500) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.0 N Eaaa
‘ 83.0 4.80 5.00 5.20 5.40
Ol bl 22 e m/z 59.10 59.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R B L L LR R
4.80 5.00 5.20 5.40
59.0 m/z 101.00  16.76%
101.0
O\\‘\\\\‘\2\3\.$1\\\“w}\\‘\\‘i!‘\\?\o‘lg\\?%\-0\\‘\\\}“\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
A mm
4.80 5.00 5.20 5.40
5000 m/z 58.10 13.76%
410 101.0
o 250 TTL Il 720,880
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester R EEERaEEE
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.84%
5000 57.0
29.0
‘ 101.0
0H‘m“m‘w‘m““mwH‘m‘H““‘7‘3"0‘”“””“””,\ A A B R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081524\
Data File : BF139036.D

Acqg On : 15 Aug 2024 22:16

Operator : RC/JU

Sample : P3573-09 :
Misc : S-856-J-S0-3-3.5-080924

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 1-Phenoxypropan-2-ol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.433 3.13 ng 49268 Naphthalene-d8 8.116

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 95
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 90
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
4 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 59
5 Benzene, (2-methylpropoxy)- 156 C1eH140 001126-75-6 59
Abundance Scan 1078 (8.433 min): BF139036.D\data.ms (-1074) (-) m/z 94.10 100.00%
94.1
5000
77.1
511  RARREEEE
‘ M | 1220 152.1 8.20 8.40 8.60 8.80
b “ mh‘H‘H‘_m“_m_m_m‘ m/z 77.10  25.41%
m/z--> 20 100 120 140
Abundance #30125 1- Phenoxypropan -2-0
94.0
5000 L B I L I LA B
8.20 8.40 8.60 8.80
450 77.0 152.0 m/z 51.10 19.44%
O \\\‘2\\?\““\‘\‘\\“‘ WH\\\““\\\‘\‘\‘!\]-]\.?.9\\\‘\\\‘\‘
m/z--> 100 120 140
Abundance #30139. l—PropanoI, 3-phenoxy-
94.0
A RRRmEEEE
8.20 8.40 8.60 8.80
5000 m/z 78.10 17.67%
77.0 152.0
27.
m/z--> 20 100 120 140
Abundance #19881: Ethanol 2-phenoxy- R AEAREEEE
94.0 8.20 8.40 8.60 8.80
m/z 45.10 17.10%
5000
77.0 138.0
27.0 51.0
0 \H‘\H “‘i““““‘ ‘HH\ el \‘\ e R R
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081524\
Data File : BF139036.D

Acqg On : 15 Aug 2024 22:16

Operator : RC/JU

Sample : P3573-09 :
Misc : S-856-J-S0-3-3.5-080924

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 Heptadecyl trifluoroacetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.827 4.99 ng 44775  Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 91
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
4 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91

Abundance Scan 1995 (13.827 min): BF139036.D\data.ms (-1989) (- m/z 43.10 100.00%

43.1
5000
— —r
L e
ob— L e | M/z 55.85  97.08%
miz--> 50 100 150 200 250 300
Abundance #261457: Heptadecyl trifluoroacetate
57.0
97.0
5000 m —
13.50 14.00
m/z 57.05 93.53%
|

T T 0 ‘ LI \ ‘ T \ T ’ \ L \ ‘ T \ T ‘ T T T
m/z--> 50 100 150 200 250 300
Abundance #232316: Behenic alcohol
3.0
43.0
]

8
13. 50 14. 00

m/z 97.10  75.96%

5000
25.0
oo Lo e oo
miz--> 50 100 150 200 250 300
Abundance #245846: Trifluoroacetoxy hexadecane

57.0 13. 50 14 00
m/z 83.10 75.53%
5000

o501 \\ | | ao0 O 1960 2690 3200 /\M

m/z--> 50 100 150 200 250 300 13. 50 14. OO
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081524\
Data File : BF139036.D

Acqg On : 15 Aug 2024 22:16

Operator : RC/JU

Sample : P3573-09 :
Misc : S-856-J-S0-3-3.5-080924

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 6 unknownl4.939 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.939 3.57 ng 31602 Perylene-di2 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Dichloro-3,5-difluoroaniline

acrine, N-methyl-

4
»2,4-Selenadiazole, 3,5-bis(4-t..
-(5-Hydroxy-4-methylidenecycloh...

lutaric acid, monoamide, N,N-di...

197 C6H3C12F2N

. 314 C16H14N2Se

378 C21H3802Si2
212 C14H16N2
367 C23H29NO3

050408-95-2 12
068723-60-4 12
1000495-91-4 10
1000452-04-1 10
1000360-23-2 9

Abundance Scan 2184 (14.939 min): BF139036.D\data.ms (-2180) (- m/z 197.10 100.00%
197.1
5000 149.0 313.0 469..
259.1
o
‘ ‘ ‘ 375.0 15.00
ol m “u‘“‘lw‘”“ “M"”1‘H_imwm_m‘”“ m/z 469.20  49.47%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #72758: 2,4-Dichloro-3,5-difluoroaniline
197.0
5000 T
135.0 15.00
m/z 313.00 44 .58%
03\]\-‘.\()“18\3‘\““‘\“\“\‘\|“h \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #216691: 1,2,4-Selenadiazole, 3,5-bis(4-tolyl)-
197.0
o
117.0 15.00
5000 ITI/Z 149.00 40.87%
314.0
&0 | | \
O A
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #286138: 6-(5-Hydroxy-4-methylidenecyclohex-2-en-1-yl ; ‘A :
73.0 197.0 15.00
m/z 135.05 39.55%
5000
N 147,0 || 245.0 307.0 378.0 [
B R e iR e e R
m/z--> 50 100 150 200 250 300 350 400 450 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81524\
Data File : BF139036.D

Acqg On : 15 Aug 2024 22:16

Operator : RC/JU

Sample : P3573-09 :
Misc : S-856-J-S0-3-3.5-080924

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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|
Butane, 2-metho... 2.122 57.5 ng 683932 1 6.833 237705 20.0
unknown3.398 3.398 2.7 ng 32003 1 6.833 237705 20.0
2-Pentanone, 4-... 5.063 5.3 ng 62810 1 6.833 237705 20.0
1-Phenoxypropan... 8.433 3.1 ng 49268 2 8.116 314473 20.0
Heptadecyl trif... 13.827 5.0 ng 44775 5 13.998 179566 20.0
unknown14.939 14.939 3.6 ng 31602 6 15.462 176878 20.0
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