LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92223\
Data File : BF135410.D

Acqg On : 22 Sep 2023 20:43
Operator : CG\JU

Sample : 04436-12

Misc :

ALS Vvial : 11 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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135410.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.128 3 7 12 rBV 44422 68064 2.35% 0.316%
2 4,987 490 493 501 rBvV 168652 218291 7.54% 1.013%
3 5.393 558 562 580 rBV 2857464 2896304 100.00% 13.439%
4 6.404 730 734 750 rBV 2855614 2848125 98.34% 13.215%
5 6.593 762 766 771 rBV2 36527 44253 1.53% 0.205%

6 6.757 791 794 802 rVB 1276710 999592 34.51%

7 7.322 886 890 893 rBV 2045001 1776986 61.35%

8 8.034 1008 1011 1015 rBV 1391808 1251640 43.22%

9 9.116 1190 1195 1198 rBV 2935562 2635123 90.98% 1
9.234 1211 1215 1220 rBV2 33272 49701 1.72%
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11  9.792 1306 1310 1327 rVB 1480214 1292885 44.64%
12 10.586 1441 1445 1455 rBV 1647730 1525647 52.68%
13 11.286 1560 1564 1570 rBV 1336970 1154481 39.86%
14 11.822 1651 1655 1663 rBV 297424 332482 11.48%
15 12.610 1786 1789 1794 rBV6 65072 106143 3.66%
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16 12.880 1831 1835 1839 rBV 1840322 1570594 54.23%
17 13.369 1913 1918 1923 rBV 437553 520217 17.96%
18 13.863 1995 2002 2003 rBV6 170453 351255 12.13%
19 13.945 2012 2016 2024 rVB 880171 1062765 36.69%
20 15.410 2261 2265 2269 rBV 661315 847710 29.27%

whRLrNMNNN
o))
w
[
R

Sum of corrected areas: 21552258
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92223\
Data File : BF135410.D

Acqg On : 22 Sep 2023 20:43
Operator : CG\JU

Sample : 04436-12

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF135410.D\data.ms
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Abundance TIC: BF135410.D\data.ms
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Abundance TIC: BF135410.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92223\
Data File : BF135410.D

Acqg On : 22 Sep 2023 20:43
Operator : CG\JU

Sample : 04436-12

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.987 4.37 ng 218291 1,4-Dichlorobenzene-d4 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
3 3-Octanol 130 C8H180 000589-98-0 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
Abundance Scan 493 (4.987 min): BF135410.D\data.ms (-490) (-) m/z 43.00 100.00%
43.0
59.0
5000
RERRRREESEEEEES SEnETe
‘ 831 101.0 4.60 4.80 5.00 5.20 5.40
Ottt e m/z 59.05 58.07%
m/z--> 20 30 40 50 60 70 80 90 100110120 130
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN R R
4.60 4.80 5.00 5.20 5.40
59.0 m/z 101.00  15.92%
101.
OH‘\2\5;“0‘\\\f“wf‘\\[\\‘f\‘\\H‘\H\8‘?\.\0\‘\\\}0“\\(\)\‘\\H‘H\\‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
REaas e maR s o
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 14.71%
41.0
27.0 101.0
O iy 730,880 L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15660: 3-Octanol
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.45%
5000
27.0 41.0 83.0
101.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 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@92223\
Data File : BF135410.D

Acqg On : 22 Sep 2023 20:43
Operator : CG\JU

Sample : 04436-12

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.822 5.76 ng 332482  Phenanthrene-d10 11.286
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 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Undecanoic acid 186 C11H2202 000112-37-8 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80
Abundance Scan 1655 (11.822 min): BF135410.D\data.ms (-1651) (- m/z 43.05 100.00%
43.0 ,73.0
5000
129.0
213.2 T I
LSS T, mer | s 1200
O e A L ol “:umwhm‘HH_wamwl_ m/z 73.08  95.65%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 — P
129.0 11.50 12.00
213.0 m/z 59.95 92.87%
‘ H (ﬂ 157.0185.0 ‘
O]\-ﬁ‘o\\\\ HH\H\M“\‘HH\\\““\\H‘”h“\H\‘H‘HH‘H‘H‘\‘\\‘H‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
— T
11.50 12.00
5000 129.0 m/z 57.05 80.60%
171.0
214.0
015&?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 11.50 12.00
m/z 41.05 73.52%
5000 129.0
199.0
s e
ST 0 10 8 O o O P W .
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92223\
Data File : BF135410.D

Acqg On : 22 Sep 2023 20:43
Operator : CG\JU

Sample : 04436-12

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 9-Octadecenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.368 9.79 ng 520217 Chrysene-d12 13.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
2 7-Nonenamide 155 C9H17NO 090949-53-4 72
3 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 64
4 Dodecanamide 199 C12H25NO 001120-16-7 59
5 Nonanamide 157 C9H19NO 001120-07-6 59
Abundance Scan 1918 (13.369 min): BF135410.D\data.ms (-1913) (- m/z 59.00 100.00%
59.0
5000 k\
1300 13.50
126.1 . .
0l w’p“‘ “‘M Wbl 1830 2382 3021 Allc .00 72,05 53.80%
miz--> 50 100 150 200 250 300 350 400
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 — P
13.00 13.50
m/z 55.05 37.56%
ol6: 1280 1840 238.0281.0
- \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #32728: 7-Nonenamide
59.0
— ——
13.00 13.50
5000 m/z 41.05 30.46%
‘ 112.015‘5'0
0’ T NN
m/z--> 50 100 150 200 250 300 350 400
Abundance #110061: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydr — ——
59.0 13.00 13.50
m/z 43.10 28.79%
5000 W
L 141.0 196.0
Ol o st oy e e - e
m/z--> 50 100 150 200 250 300 350 400 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92223\
Data File : BF135410.D

Acqg On : 22 Sep 2023 20:43
Operator : CG\JU

Sample : 04436-12

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Octacosyl pentafluoropropio... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.863 6.61 ng 351255 Chrysene-d12 13.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosyl pentafluoropropionate 556 C31H57F502 1000351-88-9 60
2 Carbonic acid, but-2-yn-1-yl eic... 394 C25H4603 1000383-21-4 58
3 Butyl tetratriacontyl ether 551 C38H780 1000406-41-4 58
4 Tetracosyl pentafluoropropionate 500 C27H49F502 1000351-81-3 53
5 Propyl tetratriacontyl ether 537 C37H760 1000406-28-8 53
Abundance Scan 2002 (13.863 min): BF135410.D\data.ms (-1995) (- m/z 57.10 100.00%
57.1
5000
TS 1 - ——
13.50 14.00
3.1259 1
0 m_uw” JL“”“"”W Lo >Vt 34104033 405 s 69.10  61.78%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #344255: Octacosyl pentafluoropropionate
57.0
5000 — ——
13.50 14.00
125.0 m/z 71.18 55.77%
0 J‘ ‘ ‘ | 1810 250.0306.0 392.0 538.(
\\\[\11\‘!!\!\11\f!\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #298356: Carbonic acid, but-2-yn-1-yl eicosyl ester
57.0
— —
13.50 14.00
5000 15.0 m/z 97.1@6  55.52%
otlltliaeo a0 seso
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #343818: Butyl tetratriacontyl ether — ——
57.0 13.50 14.00
m/z 55.10 53.92%
5000
|Lliee
obulht il 8L 0zsT02080 460
m/z--> 50 100 150 200 250 300 350 400 450 500 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92223\
Data File : BF135410.D

Acqg On : 22 Sep 2023 20:43
Operator : CG\JU

Sample : 04436-12

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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-... 4.987 4.4 ng 218291 1 6.757 999592 20.0
n-Hexadecanoic ... 11.822 5.8 ng 332482 4 11.286 1154480 20.0
9-Octadecenamid... 13.368 9.8 ng 520217 5 13.945 1062770 20.0
Octacosyl penta... 13.863 6.6 ng 351255 5 13.945 1062770 20.0

8270-BF091123.M Mon Sep 25 14:25:28 2023 Pag 7



