LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\
Data File : BF135759.D

Acqg On : 13 Oct 2023 18:39

Operator : CG\JU

Sample : 04844-09

Misc . OR-603-COMP-07

ALS Vvial : 14 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-BF101323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135759.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.969 487 490 500 rBV 82715 126015 5.99% 0.741%
2 5.375 555 559 581 rBv 1712177 2103454 100.00% 12.374%
3  6.387 728 731 750 rBV 2011097 2003049 95.23% 11.783%
4 6.734 787 790 801 rBV 822173 734683 34.93% 4.322%
5 7.304 884 887 901 rBV 1456801 1302000 61.90% 7.659%
6 7.992 1001 1004 1005 rBV 55519 42323 2.01% 0.249%
7 8.016 1005 1008 1015 rVB 1084535 902819 42.92%  5.311%
8 8.433 1076 1079 1081 rBV 36219 28246 1.34% 0.166%
9 8.604 1105 1108 1112 rBV 117213 90629 4.31% 0.533%
10 9.092 1187 1191 1201 rBV 2397486 2002583 95.20% 11.780%
11  9.169 1201 1204 1208 rBV 80302 69251 3.29% 0.407%
12 9.210 1208 1211 1214 rBV2 29456 30808 1.46% 0.181%
13 9.704 1292 1295 1299 rBV 43906 34482 1.64% 0.203%
14  9.775 1303 1307 1311 rBV 1055559 899757 42.78% 5.293%
15 10.204 1373 1380 1383 rBV3 36043 36549 1.74% 0.215%
16 10.569 1439 1442 1458 rBV 1327737 1211809 57.61% 7.129%
17 10.680 1458 1461 1466 rVB3 19993 24378 1.16% 0.143%
18 11.269 1558 1561 1564 rBV 1111737 935664 44.48% 5.504%
19 11.292 1564 1565 1570 rVB 90623 77188 3.67% 0.454%
20 11.804 1649 1652 1660 rBv2 213122 224273 10.66% 1.319%
21 11.892 1664 1667 1670 rBV 22989 25002 1.19% 0.147%
22 12.498 1766 1770 1774 rBV 102900 106637 5.07% 0.627%
23 12.598 1783 1787 1792 rBV2 37776 55582 2.64% 0.327%
24 12.727 1804 1809 1816 rVB 101702 115913 5.51% 0.682%
25 12.863 1828 1832 1836 rBV 1866861 1700114 80.82% 10.001%
26 13.351 1910 1915 1921 rBV 220321 208487 9.91% 1.226%
27 13.857 1993 2001 2007 rBV8 25724 78459  3.73% 0.462%
28 13.933 2010 2014 2018 rBV 594827 594026 28.24%  3.494%
29 14.092 2037 2041 2043 rBV 26119 27903 1.33% 0.164%
30 14.398 2090 2093 2097 rBV 38492 38905 1.85% 0.229%
31 14.698 2141 2144 2150 rBV 42037 47169  2.24% 0.277%
32 14.774 2154 2157 2161 rVB 25422 27162 1.29% 0.160%
33 14.992 2190 2194 2197 rBV 29689 47117 2.24% 0.277%
34 15.033 2198 2201 2207 rVB 62349 79900 3.80% 0.470%
35 15.292 2242 2245 2249 rVB 21353 22918 1.09% 0.135%
36 15.357 2253 2256 2260 rVwVW 27820 30793 1.46% 0.181%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\
Data File : BF135759.D

Acqg On : 13 Oct 2023 18:39

Operator : CG\JU

Sample : 04844-09

Misc . OR-603-COMP-07

ALS Vvial : 14 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-BF101323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 15.409 2260 2265 2275 rVB 549791 725606 34.50% 4.268%

38 15.845 2335 2339 2346 rBV 40396 67523 3.21% 0.397%

39 16.356 2419 2426 2430 rBv2 31629 59510 2.83% 0.350%

40 16.939 2522 2525 2534 rVB3 29712 60645 2.88% 0.357%
Sum of corrected areas: 16999331
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method :
Quant Title

TIC Library
TIC Integration Parameters:

: 13 Oct 2023 18:39
¢ CG\JU
: 04844-09

14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\
BF135759.D

OR-603-COMP-07

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

2000000

1500000

1000000

500000

TIC: BF135759.D\data.ms
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5.375
7.304

6.734
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0
Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\
Data File : BF135759.D

Acqg On : 13 Oct 2023 18:39

Operator : CG\JU

Sample : 04844-09

Misc . OR-603-COMP-07

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.969 3.43 ng 126015 1,4-Dichlorobenzene-d4 6.734

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Octanol 130 C8H180 000589-98-0 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
Abundance Scan 490 (4.969 min): BF135759.D\data.ms (-487) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
4.60 4.80 5.00 5.20
Mol 831 ;
ottt e m/z 59.10 57.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B LB e e e
59.0 4.60 4.80 5.00 5.20
m/z 101.10  17.03%
0\\‘\\\\‘\\\?"‘]‘\.\0\\“‘}i\\‘\\}\‘\\\\‘\\\\8‘:\3‘\-(\)\‘\\\1\0“1\.\0\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
e ARREEES S
4.60 4.80 5.00 5.20
5000 m/z 58.00 16.00%
41.0
290 101.0
0 ey bty 730, 880 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15663: 3-Octanol R A RERAENREEE S
59.0 4.60 4.80 5.00 5.20
m/z 41.00 9.31%
5000 83.0
29.0 Mo 101.0
o‘“1‘?’:9_”‘“‘HM1‘1‘”‘”1‘1\‘”7“?;9”_:‘wwwww
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\
Data File : BF135759.D

Acqg On : 13 Oct 2023 18:39

Operator : CG\JU

Sample : 04844-09

Misc OR-603-COMP-07

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 Tridecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.604 2.01 ng 90629 Naphthalene-d8 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Dodecane 170 C12H26 000112-40-3 78
4 Undecane 156 C11H24 001120-21-4 78
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 1108 (8.604 min): BF135759.D\data.ms (-1105) (-) m/z 57.05 100.00%
57.0
5000
85.0
e e T A
H 1134 1462 8.20 8.40 8.60 8.80 9.00
Ol g pM3T 1462 842 o 4310 84.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59028: Tridecane
57.0
5000 850 [T T T[T T T[T T T[T rTT Tt
8.20 8.40 8.60 8.80 9.00
29.0 m/z 71.05 42.50%
. 184.
0 L ‘ \‘\‘\ \“‘} T \HH“ T \“} T “1‘\ T \““1\1\%\‘0\”\1\\4.“1\.9 T ‘ TTT \?1 \9\ ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
R PP
8.20 8.40 8.60 8.80 9.00
5000 m/z 41.05 37.80%
85.0
29.0
0 | “‘ L 0 ‘ ,113.0 141.0 169.0 197.0 226.0
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45479: Dodecane T T T
43.0 8.20 8.40 8.60 8.80 9.00
m/z 85.05 29.88%
71.0
5000
L0 om0
O e et e e e e e AT PR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\
Data File : BF135759.D

Acqg On : 13 Oct 2023 18:39

Operator : CG\JU

Sample : 04844-09

Misc . OR-603-COMP-07

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.804 4.79 ng 224273  Phenanthrene-di10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 8-Methylnonanoic acid 172 C10H2002 005963-14-4 78
5 Tridecanoic acid 214 C13H2602 000638-53-9 76
Abundance Scan 1652 (11.804 min): BF135759.D\data.ms (-1649) (- m/z 43.05 100.00%
43.0 ,73.0
5000
129.1
213.2 T tT
00 G T
[ S ) w‘:u bbb L m/z e@.00 91.95%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
11.50 12.00
157.01g5,02130  256.0 m/z 73.00 88.59%
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 73.0
P P
11.50 12.00
5000 129.0 m/z 41.05 74.92%
199.0
5 M
TN 010 O P
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109279: Tetradecanoic acid T N
73.0 11.50 12.00
43.0 m/z 57.05 74.23%
5000 129.0
185.0
228.0
015'0?15 = T
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\
Data File : BF135759.D

Acqg On : 13 Oct 2023 18:39

Operator : CG\JU

Sample : 04844-09

Misc . OR-603-COMP-07

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 9-Octadecenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.351 7.02 ng 208487  Chrysene-di2 13.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
2 Palmitoleamide 253 C16H31NO 106010-22-4 83
3 7-Nonenamide 155 C9H17NO 090949-53-4 72
4 Octanamide 143 C8H17NO 000629-01-6 53
5 Nonanamide 157 C9H19NO 001120-07-6 53
Abundance Scan 1915 (13.351 min): BF135759.D\data.ms (-1910) (- m/z 59.00 100.00%
59.0
5000 AqL
a1
98.1 . .
ok | Mg (40T 1841 2211 2641 m/z 72.10 52.08%
m/z--> 50 100 150 200 250
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 — .
13.00 13.50
55.05 37.58%
29.0 06.0 m/z
0L L“ U \HH “\‘}“\;Mh‘ ‘HMM \;\\\\1‘2\‘%9 ‘\‘ ‘18‘4"0‘ , ‘2‘38‘? . 2‘8“1‘(
m/z--> 50 100 150 200 250
Abundance #139496: Palmitoleamide
59.0
= —
13.00 13.50
5000 m/z 41.05 33.14%
126.0
290) ||| 950 *%1560 2100 2530
0 L——il ‘M‘ Iy \‘M‘M} AT st s
miz--> 50 100 150 200 250
Abundance #32728: 7-Nonenamide - —
59.0 13.00 13.50
m/z 43.00 23.42%
5000
29.0” ‘ 98.0 155.0
o Wl b L - M
miz--> 50 100 150 200 250 13.00 13.50

8270-BF101323.M Mon Oct 16 01:04:14 2023 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\

Data File : BF135759.D

Acqg On : 13 Oct 2023 18:39

Operator : CG\JU

Sample : 04844-09

Misc OR-603-COMP-07

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 5 Pentafluoropropionic acid, Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.857 2.64 ng 78459  Chrysene-d12 13.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentafluoropropionic acid, tride... 346 C16H27F502 959261-22-4 81

2 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 81
3 Trifluoroacetic acid,n-tridecyl ... 296 C15H27F302 053800-02-5 74
4 1-Tridecene 182 C13H26 002437-56-1 64

5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 62

Abundance Scan 2001 (13.857 min): BF135759.D\data.ms (-1993) (- m/z 43.10 100.00%
43.1
97.0
5000
234.0
— —r
‘ F391 195.1 13.50 14.00
I ““‘W b bl 2810 ss e 92.57%
miz—-> 50 100 150 200 250 300
Abundance  #255049: Pentafluoropropionic acid, tridecyl ester
43.0
83.0
5000 - ——
13.50 14.00
m/z 57.00 80.64%
0 L “‘\ “ “ ‘\ “\ \‘\M \‘ “‘ H 1$8 0 \2\27\9 L ‘ \3\28\.l
miz—-> 50 100 150 200 250 300
Abundance #211541: Tetradecyl trifluoroacetate
55,0
97.0 — —
13.50 14.00
5000 m/z 69.85  77.41%
168.0
oisd LI L1180 20r02410 2020
m/z--> 50 100 150 200 250 300
Abundance #193731: Trifluoroacetic acid,n-tridecyl ester — —
69.0 13.50 14.00
m/z 97.00 67.30%
- LJWMMMwMW/\mmw¢MW\Mn
o UL ro o ot
m/z--> 0 100 150 200 250 300 13.50 14.00

8270-BF101323.M Mon Oct 16 01:04:15 2023

Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\
Data File : BF135759.D

Acqg On : 13 Oct 2023 18:39

Operator : CG\JU

Sample : 04844-09

Misc OR-603-COMP-07

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.033 2.20 ng 79900  Perylene-di12 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Nonadecane 268 C19H40 000629-92-5 87
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
4 Decane, 2-methyl- 156 C11H24 006975-98-0 72
5 Hexacosane 366 C26H54 000630-01-3 72
Abundance Scan 2201 (15.033 min): BF135759.D\data.ms (-2198) (- m/z 57.05 100.00%
57.0
. m
1 \
99.1
‘ h ‘ ‘ 141.2 207.0 270.0 15.00
oAbl i b ey T e m/z 43.05 67.49%
m/z--> 50 100 150 200 250 300 350
Abundance #123961: Heptadecane
57.0
5000 ——
15.00
m/z 71.05 61.71%
. L 590 w10 ssa0 2400
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
RN \
15.00
5000 m/z 85.05 37.96%
99.0
J | |, 141.0 183.0 268.0
ot A
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl- —
57.0 15.00
m/z 41.10 15.06%
- WM
99.0
o Ll 4101830 2P0 5410 3230
S ——
mlz--> 50 100 150 200 250 300 350 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\
Data File : BF135759.D

Acqg On : 13 Oct 2023 18:39

Operator : CG\JU

Sample : 04844-09

Misc . OR-603-COMP-07

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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-... 4.969 3.4 ng 126015 1 6.734 734683 20.0
Tridecane 8.604 2.0 ng 90629 2 8.016 902819 20.0
n-Hexadecanoic ... 11.804 4.8 ng 224273 4 11.269 935664 20.0
9-Octadecenamid... 13.351 7.9 ng 208487 5 13.933 594026 20.0
Pentafluoroprop... 13.857 2.6 ng 78459 5 13.933 594026 20.0
Heptadecane 15.033 2.2 ng 79900 6 15.410 725606 20.0
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