LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110724\
Data File : BF140271.D

Acqg On : 07 Nov 2024 13:33
Operator : RC/JU

Sample : P4718-02

Misc :

ALS Vvial : 12 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-BF110524.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140271.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.152 4 10 24 rVB 1870938 3034273 78.12% 10.047%
2 2.263 24 29 45 rVB 52128 106866 2.75% 0.354%
3 5.093 499 510 525 rBV 429344 693416 17.85% 2.296%
4 5.493 572 578 583 rBV 2420566 3262416 83.99% 10.802%
5 5.893 641 646 654 rVB 41202 52420 1.35% 0.174%

6 6.498 742 749 754 rBV 2400763 3383033 87.10% 11.
7 6.875 808 813 818 rBV 621523 747533 19.25%
8 7.434 902 908 0913 rBV 1669482 2161700 55.65%
9 8.157 1025 1031 1046 rVB 746699 970018 24.97%

8.369 1063 1067 1070 rBV 31261 44488 1.15%

O WNNBR
=
(9]
o]
R

11 9.233 1207 1214 1219 rBV 2979779 3884222 100.00% 12.
12 9.910 1324 1329 1342 rVB 860195 1115525 28.72%
13 10.322 1375 1399 1401 rBV2 21139 106099 2.73%
14 10.628 1446 1451 1458 rBV 386506 472958 12.18%

ORrRro®OWwWnN
w
w1
=
R

15 10.704 1458 1464 1479 rBV 2067895 2676150 68.90% 861%
16 11.404 1577 1583 1589 rBV 916856 1170394 30.13% 3.875%
17 11.469 1590 1594 1598 rVB3 47286 57221 1.47% ©.189%
18 11.933 1667 1673 1696 rBV 374933 633879 16.32%  2.099%
19 12.716 1802 1806 1817 rBV2 39006 75230 1.94% 0.249%
20 12.992 1847 1853 1858 rBV 2946491 3836198 98.76% 12.702%

21 13.904 2002 2008 2027 rBV 73524 193068 4.97% ©.639%
22 14.051 2028 2033 2042 rVB 606825 802585 20.66% 2.657%
23 15.557 2283 2289 2300 rBV 451949 722116 18.59% 2.391%

Sum of corrected areas: 30201808
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110724\
Data File : BF140271.D

Acqg On : 07 Nov 2024 13:33
Operator : RC/JU

Sample : P4718-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF140271.D\data.ms

2500000 5.493 6.498

20000001152
7.434
1500000

1000000
6.875

500000 5.093

.263 L 5.893

A N
L L L L B L I L L L I L L L L L B D L B A L L LR IR O

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF140271.D\data.ms
9.233 12.992

o

2500000
10.704
2000000

1500000

1000000 9.910 11.404
8.157

500000 10.628 11.933
8.369 h 10.322 A L 11.469 L 12.716
s — :

0l — LN | e e eSS e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF140271.D\data.ms

2500000
2000000
1500000
1000000

14.051
500000 15.557

13.90

T ‘ T ‘ T T ‘ T
Time-> 1350 14.00 14.50 15.00

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110724\
Data File : BF140271.D

Acqg On : 07 Nov 2024 13:33
Operator : RC/JU

Sample : P4718-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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.
2.152 81.18 ng 3034270 1,4-Dichlorobenzene-d4 6.875

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 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 27
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
Abundance  Scan 10 (2.152 min): BF140271.D\data.ms (-4) (-) m/z 73.10 100.00%
3.1
5000 43.0
87.0
AR e RN B
‘ 91 2.202.302.402.502.60
Obrrprrrmrerrerbll B2 e m/z 43.05  41.13%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T I T[T T T T[T T T[T TT 7T
43.0 2.202.302.402.502.60
' 87.0 m/z 55.10  28.67%
29.
ﬁo \‘\“ %90 ‘\
O H\‘\H\‘HH‘HH‘HH‘H\‘\“HH’HH‘\H\‘HH‘HH’HH‘\H\‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 e T TR
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.05 26.09%
27.0
O b 120, 1290
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2104: Acetamide, N-ethyl- R Ramas e AR RRR L
30.0 2.202.302.402.502.60
m/z 41.05 13.61%
5000 87.0
44.0
15.0 72.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110724\
Data File : BF140271.D

Acqg On : 07 Nov 2024 13:33
Operator : RC/JU

Sample : P4718-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Propane, 1,1-dimethoxy- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.263 2.86 ng 106866 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 83
2 1,3-Dioxolane, 2-(1-bromoethyl)- 180 C5H9Bro02 005267-73-2 27
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 27
4 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 9
5 1-Cyclohexyl-3-ethoxy-butan-2-one 198 C12H2202 074897-69-1 9

Abundance  Scan 29 (2.263 min): BF140271.D\data.ms (-24) (-) m/z 75.05 100.00%

75.0
5000 45.0
R
‘ 1026 220 240 260
ol bl 2 m/z 73.10  77.20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5400: Propane, 1,1-dimethoxy-
75.0
29.
5000 90 L L B
220 240 260
.0 m/z 45.05 46.34%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55143: 1,3-Dioxolane, 2-(1-bromoethyl)-
73.0

220 240 2.60

5000 41.00 29.94%
45.0
27.0
oLl 107.0  135.0 179.0
L annan et
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4994: Pentane, 3-methoxy-

73.0 220 240 2.60
m/z 47.00  22.63%

5000
45.0
27.0
oh L. \ 1010

m/z--> 20 60 80 100 120 140 160 180 220 2.40 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110724\
Data File : BF140271.D

Acqg On : 07 Nov 2024 13:33
Operator : RC/JU

Sample : P4718-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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.
5.093 18.55 ng 693416 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 510 (5.093 min): BF140271.D\data.ms (-499) (-) m/z 43.05 100.00%
3.0
5000
1011 LU L B I B A R
‘ ‘ 4.80 5.00 5.20 5.40
Ol il®8 2070 n/z 59,16 57.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B I L A BN

4.80 5.00 5.20 5.40

m/z 101.10 18.31%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\“M\\}‘\\\\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
R Eama s EREEEEE T
4.80 5.00 5.20 5.40
5000 ITI/Z 58.10 15.08%
31.0
‘ 87.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester A RaREE e
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.76%
5000
0 37\ \‘H 12\60
R R L e R R A e AR R ERARARREE R
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Data Path :

Data File : BF140271.D

Acqg On : 07 Nov 2024 13:33
Operator : RC/JU

Sample : P4718-02

Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110724\

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 4 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.628 8.48 ng 472958  Acenaphthene-d10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 64
3 Pentafluoroethyl phenyl ketone 224 CO9H5F50 000394-52-5 47
4 Benzilamide 227 C14H13NO2 004746-87-6 47
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
Abundance Scan 1451 (10.628 min): BF140271.D\data.ms (-1446) (-} | m/z 105.10 100.00%
105.1
77.1
182.1
5000
51.1
—— —
10.50 11.00
152.1
ol L 22T 8 O m/z 77.10  66.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —— ——
10.50 11.00
510 m/z 182.10  53.89%
020 | | 12701520
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56777: Azobenzene
71.0
—— —
182.0 10.50 11.00
5000 m/z 51.10 27.12%
51.0 105.0
0270 ‘ 128.0 15%0 \
A B A RARmE S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104906: Pentafluoroethyl phenyl ketone —— ——
105.0 10.50 11.00
77.0 m/z 50.00 8.71%
5000
51.0
0270 | | 127.0 154.0177.0 224.0
T e e e e e e e —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110724\
Data File : BF140271.D

Acqg On : 07 Nov 2024 13:33
Operator : RC/JU

Sample : P4718-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.933 10.83 ng 633879  Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 74
Abundance Scan 1673 (11.933 min): BF140271.D\data.ms (-1667) (- m/z 73.00 100.00%
43.0 73.0
5000
—=
12.00
Y m/z 43.05 96.03%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
167.01g5 02130  256.0 m/z 60.00 88.91%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
==
43.0 12.00
5000 129.0 m/Z 41.05 76.29%
171.0
‘ 214.0
o LA
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid —
43.0 73.0 12.00
m/z 57.05 74.25%
5000 129.0
199.0
s ) e T
0%?Rk“JWNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_ =
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00

8270-BF110524.M Fri Nov 08 16:29:23 2024 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110724\
Data File : BF140271.D

Acqg On : 07 Nov 2024 13:33
Operator : RC/JU

Sample : P4718-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Heptadecyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.904 4.81ng 193068 Chrysene-di2 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H3SF702  959085-66-6 95

2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93

Abundance Scan 2008 (13.904 min): BF140271.D\data.ms (-2002) (-] ' m/z 57.10 100.00%

57.1
5000
111
—r
if) e 202
(LR R Y LS O e e A e m/z 55.05 89.46%
miz--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
5000 T
11.0 14.00
m/z 43.05 87.92%
169
0 h‘ | ‘\ A 23\8 0283.0 434.1
\\‘\\\\‘ ‘\\f\‘T\\T‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #292190: Trichloroacetic acid, hexadecy! ester
43.0
—r
14.00
5000 ITI/Z 83.05 73.99%
oM 130 2240
m/z--> 50 100 150 200 250 300 350 400
Abundance #280777: Trichloroacetic acid, pentadecyl ester e
43.0 14.00
m/z 69.05 72.75%
5000 \J\\/
oJUM o200 -
m/z--> 50 100 150 200 250 300 350 400 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110724\
Data File : BF140271.D

Acqg On : @7 Nov 2024 13:33
Operator : RC/JU

Sample : P4718-02

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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... 2.152 81.2 ng 3034270 1 6.875 747533 20.0
Propane, 1,1-di... 2.263 2.9 ng 106866 1 6.875 747533 20.0
2-Pentanone, 4-... 5.093 18.6 ng 693416 1 6.875 747533 20.0
Benzophenone 10.628 8.5 ng 472958 3 9.910 1115530 20.0
n-Hexadecanoic ... 11.933 10.8 ng 633879 4 11.404 1170390 20.0
Heptadecyl hept... 13.904 4.8 ng 193068 5 14.051 802585 20.0
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