LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135136.D

Acqg On : 07 Sep 2023 16:09
Operator : CG\JU

Sample : 04283-06

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-BF083023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135136.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.146 6 10 18 rVB 21874 29554  1.58% 0.218%
2 4,998 492 495 503 rVB 43656 56976 3.05% 0.420%
3 5.404 559 564 567 rBV 1666599 1615048 86.57% 11.912%
4 6.410 730 735 738 rBV 1720198 1595823 85.54% 11.770%
5 6.769 793 796 800 rBV 692948 550149 29.49% 4.058%

6 7.333 887 892 895 rBV 1149844 1028693 55.14% 7.587%
7 8.051 1009 1014 1017 rBV 803199 743149 39.83% 5.481%
8 9.127 1193 1197 1200 rBV 2228294 1865598 100.00% 13.760%
9 9.245 1214 1217 1223 rVB 25317 24325 1.30% 0.179%

9.810 1308 1313 1316 rBV 917169 819051 43.90% 6.041%

11 10.598 1443 1447 1461 rBV 1248785 1168167 62.62%
12 11.298 1563 1566 1570 rBV 905270 790194 42.36%
13 11.839 1653 1658 1668 rBV 190737 213203 11.43%
14 12.627 1789 1792 1806 rBV 64730 86166 4.62%
15 12.898 1834 1838 1841 rBV 1879281 1559738 83.61% 11.
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16 13.815 1988 1994 2006 rBV2 60905 109257 5.86%
17 13.957 2014 2018 2025 rBV 492555 460239 24.67%
18 14.721 2145 2148 2159 rBV ~ 283936 354153 18.98%
19 15.421 2262 2267 2273 rBV 377472 488562 26.19%
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w
o]
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R

Sum of corrected areas: 13558045
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: @7 Sep 2023 16:09
¢ CG\JU
: 04283-06

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090723\
BF135136.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

2000000

1500000

1000000

500000

146

TIC: BF135136.D\data.ms

5.404 6.410

7.333

6.769

4.998

o

Time-->

220240260280300320340360380400420440460480500520540560580600620640660680700720740760
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2000000

1500000
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TIC: BF135136.D\data.ms
9.127
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11.839

12.627

L ad
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Time-->
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2000000

1500000

1000000

500000

TIC: BF135136.D\data.ms

13.957
15.421
14.721

13.81

Time-->

T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

8270-BF083023.M Fri Sep 08 13:12:13 2023

Page: 2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135136.D

Acqg On : @7 Sep 2023 16:09
Operator : CG\JU

Sample : 04283-06

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

4.998 2.07 ng 56976 1,4-Dichlorobenzene-d4 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72

2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 50
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 3-Octanol 130 C8H180 000589-98-0 9
Abundance Scan 495 (4.998 min): BF135136.D\data.ms (-492) (-) m/z 43.00 100.00%
43.0
5000 59.1
101.0 e e
‘ 83.1 4.60 4.80 5.00 5.20 5.40
Ol b e | M/z 59.10 51.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 T e
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.00  20.10%
31\'0 L | 83.0 |
0\\\’\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9312: Acetic acid, 1,1-dimethylethyl ester
43.0
R R
4.60 4.80 5.00 5.20 5.40
5000 57.0 m/z 58.00 14.02%
29.0 101.0
15.0
0\H’HH‘H\‘H‘HH“HH‘H‘\H‘HH‘HH‘HH’HH‘\H\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime R RANEREEEE
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.30%
5000
101.0
oL 150 310 | °80 700 6.0
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135136.D

Acqg On : @7 Sep 2023 16:09
Operator : CG\JU

Sample : 04283-06

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.839 5.40 ng 213203  Phenanthrene-di10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 1658 (11.839 min): BF135136.D\data.ms (-1653) (- m/z 73.00 100.00%
43.0 73.0
5000 129.1 JL\
213.1 — o
| H‘ 157.11g5.2 ‘ 2563 1150 12.00
0 Ww‘;‘:‘w ‘1“‘”“”\“ m‘ﬂ‘lpm m“_“m“‘Mwu_kwm‘_ m/z 43.05 98.59%
miz--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #143508: n-Hexadecanoic acid
e 2
43.0 73.0 256.0
5000 o .
129.0 11.50 12.00
213.0 m/z 60.00 89.20%
‘ H(ﬂ 157.0185.0 ‘
01\?.‘0\\‘1\ HH\H\M\‘\‘HH\\\““\\H‘”h“\H\‘H‘HH‘H‘H‘\‘H‘H‘HH‘\‘H\‘HH“\
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
— Py
43.0 11.50 12.00
5000 129.0 m/z 57.05 84.03%
171.0
‘ 214.0
oI AL
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109281: Tetradecanoic acid =4 T
73.0 11.50 12.00
430 m/z 55.00 80.33%
5000
129.0
185.0 228.0
m/z--> 20 40 60 80100120140160180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135136.D

Acqg On : @7 Sep 2023 16:09

Operator : CG\JU

Sample : 04283-06

Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Pentadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.627 2.18 ng 86166  Phenanthrene-d10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 90
2 Octadecanoic acid 284 C18H3602 000057-11-4 74
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 Dodecanoic acid 200 C12H2402 000143-07-7 50

Abundance Scan 1792 (12.627 min): BF135136.D\data.ms (-1789) (- m/z 43.00 100.00%
43.0 730
5000
129.0
185.1 2412 o R
h ‘ ‘ 284 - 12.50 13.00
0b—— H, HWHMNW -t ‘u““‘p“ - m/z 73.00 85.66%
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
5000 129.0
12.50 13.00
1990 2420 m/z 60.00  75.96%
ol W,u\‘ L HH‘\‘ H\M i \ 167.0| \ L ‘\‘ —
m/z--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
1
43.0 730
12.50 13.00
5000 129.0 m/z 55.00 66.61%
‘ 1850 5410 284
ol AR Ly L L
miz--> 100 150 200 250
Abundance #109281: Tetradecanoic acid “V“W”“M
73.0 1250 1300
43.0 m/z 40.95 66.43%
5000
129.0
185.0 228.0
ok ““ “\ u‘u‘ H‘H \\M‘ ‘H\ M‘\ ul ‘ b wl b T —— e )
m/z--> 50 100 150 200 250 12.50 13.00

8270-BF083023.M Fri Sep 08 13:12:16 2023 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135136.D

Acqg On : @7 Sep 2023 16:09
Operator : CG\JU

Sample : 04283-06

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Eicosyl heptafluorobutyrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.815 4.75 ng 109257  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosyl heptafluorobutyrate 494 C24H41F702 1000351-83-5 91
2 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
3 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 91
4 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
5 Hexacosyl heptafluorobutyrate 578 C30H53F702 1000351-83-3 91
Abundance Scan 1994 (13.815 min): BF135136.D\data.ms (-1988) (- m/z 56.95 100.00%
57.0
- S
J 11 13.50 14.00
om‘mMJM'M-mec‘m“2“?”‘W_MW_MW m/z 43.05 70.81%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #336876: Eicosyl heptafluorobutyrate
57.0
5000 i —
13.50 14.00
1250 m/z 55.00 66.17%
280.0
0 J’\J}L‘ll.4760
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #320429: Tricosyl trifluoroacetate
57.0
— —
13.50 14.00
5000 m/z 83.00 58.16%
125.0
on LU } | 181.0238.0294.0 367.0
“w‘u‘_“ R e AAAREERERESS
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #343754: Tetracosyl heptafluorobutyrate
57.0 13.50 14.00
m/z 71.10 54.53%
5000
5.0
ol Ll ‘ | 181.0236.0  336.0 532.|
“W‘H‘_“"H‘_“W‘H‘_“W‘H‘_“W‘H‘_“
mlz--> 50 100 150 200 250 300 350 400 450 500 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135136.D

Acqg On : @7 Sep 2023 16:09
Operator : CG\JU

Sample : 04283-06

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 9-Octadecenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.721 14.50 ng 354153  Perylene-d12 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 97
2 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 87
3 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
4 Dodecanamide 199 C12H25NO 001120-16-7 53
5 Octadecanamide 283 C18H37NO 000124-26-5 53
Abundance Scan 2148 (14.721 min): BF135136.D\data.ms (-2145) (- m/z 58.95 100.00%
59.0
5000 R%
—— —
97.0 1371 14.50 15.00
ol \h““w““}‘ wIPLL 1841  2401277.1 3202 .. 71 .95 65.94%
m/z--> 50 100 150 200 250 300
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 — e
14.50 15.00
m/z 55.05 51.40%
e 210, 1400 1840 2380 2810
- \‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300
Abundance #245084: 13-Docosenamide, (2)-
59.0
s =
14.50 15.00
5000 m/z 41.00 33.44%
137.0
o710 337.(
b Ll 1930 2400 2040 3
m/z--> 50 100 150 200 250 300
Abundance #110061: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydr e =
59.0 14.50 15.00
m/z 43.10 32.36%
- L
0l il JOBOTELO 19802310 R Mot
mlz--> 50 100 150 200 250 300 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135136.D

Acqg On : @7 Sep 2023 16:09
Operator : CG\JU

Sample : 04283-06

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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-... 4.998 2.1 ng 56976 1 6.769 550149 20.0
n-Hexadecanoic ... 11.839 5.4 ng 213203 4 11.298 790194 20.0
Pentadecanoic acid 12.627 2.2 ng 86166 4 11.298 790194 20.0
Eicosyl heptafl... 13.815 4.8 ng 109257 5 13.957 460239 20.0
9-Octadecenamid... 14.721 14.5 ng 354153 6 15.421 488562 20.0
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