LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91523\
Data File : BF135279.D

Acqg On : 15 Sep 2023 15:08
Operator : CG\JU

Sample : 04409-01

Misc :

ALS vial : 4 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: BF135279.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.987 488 493 500 rVB 59507 81582 4.01% 0.473%
2 5.387 557 561 571 rBV 1867645 1928054 94.87% 11.188%
3 6.398 729 733 747 rVB 1880303 1918482 94.40% 11.133%
4 6.592 763 766 774 rBV 64997 73375 3.61% 0.426%
5 6.757 790 794 798 rBV 831277 638539 31.42% 3.705%

6 7.322 885 890 893 rBV 1263872 1179824 58.06% 6.846%
7 8.033 1007 1011 1015 rBV 1044887 884256 43.51% 5.131%
8 9.116 1190 1195 1198 rBV 2356577 2032223 100.00% 11.793%
9 9.233 1210 1215 1224 rBV 385642 347912 17.12%  2.019%

9

10 .386 1236 1241 1245 rBVS 24830 25032 1.23% 0.145%
11 9.792 1306 1310 1314 rVB 1147721 929284 45.73% 5.393%
12 9.998 1341 1345 1348 rBv4 25937 30534 1.50% 0.177%
13 10.457 1414 1423 1427 rBV3 18423 43173 2.12% 0.251%
14 10.586 1441 1445 1448 rBV 1431183 1210127 59.55% 7.022%
15 10.874 1487 1494 1498 rBv4 16651 28932 1.42% ©.168%
16 11.286 1560 1564 1567 rBV 1153391 910944 44.83% 5.286%
17 11.357 1570 1576 1580 rVB6 24614 26967 1.33% 0.156%
18 11.686 1629 1632 1637 rVB 25378 23842 1.17% ©.138%
19 11.821 1650 1655 1666 rBV 377857 476757 23.46% 2.767%
20 11.969 1677 1680 1684 rBV 35412 43546 2.14% 0.253%
21 12.010 1685 1687 1698 rVB1o 24719 53857 2.65% ©.313%
22 12.398 1751 1753 1756 rVB 66273 50813 2.50% 0.295%
23 12.504 1769 1771 1775 rBV 46970 48644 2.39% 0.282%
24 12.610 1784 1789 1800 rBV 172760 235705 11.60% 1.368%
25 12.733 1808 1810 1813 rVB 43758 34112 1.68% ©.198%
26 12.880 1831 1835 1839 rBV 1724172 1574038 77.45%  9.134%
27 13.368 1910 1918 1928 rBV 473568 514885 25.34%  2.988%
28 13.445 1929 1931 1937 rVB4 17273 27614 1.36% ©0.160%
29 13.804 1987 1992 2002 rBV5 71820 173687 8.55% 1.008%
30 13.945 2010 2016 2019 rBV 615761 629838 30.99%  3.655%
31 14.115 2041 2045 2049 rBV 38821 43363 2.13%  ©0.252%
32 14.421 2093 2097 2101 rBV 70997 67806 3.34% 0.393%
33 14.727 2146 2149 2155 rVB 61572 60644  2.98% 0.352%
34 14.798 2159 2161 2165 rVB2 21287 22994 1.13% 0.133%
35 15.062 2203 2206 2210 rBV 47721 56645 2.79% ©.329%
36 15.351 2251 2255 2259 rBV 16836 29255 1.44% 0.170%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91523\
Data File : BF135279.D

Acqg On : 15 Sep 2023 15:08
Operator : CG\JU

Sample : 04409-01

Misc

ALS vial : 4 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

37 15.409 2260 2265 2269 rVV 535691 654417 32.20% 3.797%

38 15.445 2269 2271 2278 rVB3 41196 50923 2.51% 0.295%

39 15.886 2343 2346 2352 rVB2 32654 43740 2.15% 0.254%

40 16.392 2430 2432 2437 rVB3 18985 26495 1.30% 0.154%
Sum of corrected areas: 17232860
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91523\
Data File : BF135279.D

Acqg On : 15 Sep 2023 15:08
Operator : CG\JU

Sample : 04409-01

Misc

ALS vial : 4 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: BF135279.D\data.ms

2000000 5.387 6.398

1500000
7.322

1000000
6.757

500000

4.987 L6.592
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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: BF135279.D\data.ms
9.116

2000000
12.880

1500000 10.586

9.792 11.286
8.033
1000000

500000 9233 11.821

12.610

U\g.sse 9.998 10£§J 10874  11.357 11.68611069%0 128280 2-733@
O e e e e e e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 1150 12.00 12.50 13.00

Abundance TIC: BF135279.D\data.ms

2000000

1500000

1000000

13.945 15.409

500000 68

445 13.804)14.115 14421 14/2%815.062 1515445  15.886 16.392

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

8270-BF091123.M Mon Sep 18 03:24:14 2023 Page: 3



Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

¢ Z:\svoasrv\HPCHEM1\BNA_F

BF135279.D

: 15 Sep 2023 15:08
¢ CG\JU
. 04409-01

: 4 Sample Multiplier: 1

: ASP BNA STANDARDS FOR

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search

\Data\BF@91523\

5 POINT CALIBRATION

Compound Report

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M

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
1 2-Pentanone, 4-hydroxy-4-me... Concentrat

Peak Number

EstConc Area

Relative to ISTD

4.987

Hit# of 5

2.56 ng 81582

Tentative ID

1,4-Dichlorobenzene-d4

MW MolForm

ion Rank 6
R.T.
6.757

CASH# Qual

-Pentanone, 4-hydroxy-4-methyl-

-Hexanol, 2-methyl-

»8-Nonanediol, 8-methyl-

116 C6H1202
116 C7H160

174 C1eH2202

12
2 2
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2
4 1
52

-Butanol, 1-methoxy-

104 C5H1202

000123-42-2 59
000625-23-0 40
001116-98-9 32
054725-73-4 25
053778-73-7 23

Abundance Scan 493 (4.987 min): BF135279.D\data.ms (-488) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 PRV T T
‘ 83.0 4.60 4.80 5.00 5.20 5.40
Ol el S m/z 59.00  54.47%
miz--> 20 40 60 80 100 120 140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ‘HH‘HH‘HH’H\TA‘\A\
4.60 4.80 5.00 5.20 5.40
59.0 m/z 101.00  18.89%
101.0
0 \\\’2\1119\1““}\\‘{‘\\\\8‘:3‘\.0\\\“‘\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance #9492: 2-Hexanol, 2-methyl-
59.0
P
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.08 17.67%
43.0 101.0
i [T
o P Y 1 S
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester REaaa A R RRME N
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 10.46%
5000 41.0
0 \H\‘ \‘M ‘ 12\601420
T e T T T T S R RN
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40

8270-BF091123.M Mon Sep 18 03:24:15 2023

Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91523\
Data File : BF135279.D

Acqg On : 15 Sep 2023 15:08

Operator : CG\JU

Sample : 04409-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 2 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
6.592 2.30 ng 73375 1,4-Dichlorobenzene-d4 6.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 42
3 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 42
4 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 37
5 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 37
Abundance Scan 766 (6.592 min): BF135279.D\data.ms (-763) (-) m/z 45.05 100.00%
45.0
5000
e 6.20 6.40 6.60 6.80 7.00
Ol b 880 e M/Z 59.00  34.70%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 | L I LA B I
6.20 6.40 6.60 6.80 7.00
2000 72.0 m/z 72.10  19.26%
0\\\"]\4\.‘.\9‘H\H“HH‘\HH‘\\\\’\\H‘!‘\‘\\‘\ﬁ?‘?\j‘o\f\o’\\\\‘\\\\1’:\3\5\\‘0\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10075: 2-Propanol, 1-(1-methylethoxy)-
45.0
R R REREEREE
6.20 6.40 6.60 6.80 7.00
5000 m/z 43.00  15.66%
73.0
o “ “ 88.0 103.0
‘H_HWH‘WHH_HWH‘WHH_HWH‘WHH_HWHH‘HH“HWH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10529: Ethanol, 2-(2-methoxyethoxy)- RERREREEEI S S
45.0 6.20 6.40 6.60 6.80 7.00
m/z 60.10 10.17%
5000
90.0
140 ZQP 60.0 75.0 ‘
o L T S e N SO ST A T |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.20 6.40 6.60 6.80 7.00

8270-BF091123.M Mon Sep 18 03:24:16 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91523\
Data File : BF135279.D

Acqg On : 15 Sep 2023 15:08
Operator : CG\JU

Sample : 04409-01

Misc

ALS vial : 4 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 3 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.233 7.49 ng 347912  Acenaphthene-d10 9.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 90
2 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 53
3 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 50
4 Metacetamol 151 C8HINO2 000621-42-1 49
5 Acetaminophen 151 C8H9NO2 000103-90-2 47
Abundance Scan 1215 (9.233 min): BF135279.D\data.ms (-1210) (-) m/z 43.00 100.00%
43.0
109.1
5000
151.1
T
‘ 85.1 9.00 9.20 9.40 9.60
o MM l uHuM,Mu,HH,w,w,w,w‘ m/z 109.10  58.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109.0 151.0
43.0
5000 HH‘H/\\\‘HH‘HH‘\H
9.00 9.20 9.40 9.60
690 m/z 151.05 35.02%
0 TT \‘ \\ \\“‘\‘\ \“\““\“\“\ \H“\‘\ WH\ ’ \ \H}‘\ "\ T \ ’ TT ! T ’1\72 ’()\ TTT ’2\1\1\\0‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28949: Pyridine, 2-butyl-, 1-oxide
109.0
R E R RARmEEEE
9.00 9.20 9.40 9.60
5000 151.0 m/z 41.05 17.89%
32.0 79.0 ‘ Ll Iy
Ob e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23083: Cyclohexanol, 3,3,5-trimethyl- T e T
109.0 9.00 9.20 9.40 9.60
m/z 85.10 10.86%
5000
41.0 83.0
o150 L L L L
miz--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91523\
Data File : BF135279.D

Acqg On : 15 Sep 2023 15:08
Operator : CG\JU

Sample : 04409-01

Misc

ALS vial : 4 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.822 10.47 ng 476757  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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 1655 (11.821 min): BF135279.D\data.ms (-1650) (- m/z 43.05 100.00%
43.0 73.0
5000
129.0
213.2 T R
[99 L T, me se 200
0“W‘HWJﬂN‘U‘”‘ﬂhﬂdpw“H‘_H‘JH‘_H‘_M‘_HEM m/z 60.00  92.09%
m/z--> 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 - ==
129.0 11.50 12.00
213.0 m/z 73.00 90.24%
‘ H(ﬂ 15701850‘
01\?‘0\\\\ HH\H\M{‘\‘HH\\\““\\H‘”h“\H\‘H‘HH‘H‘H‘\‘\\‘H‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
= P
11.50 12.00
5000 129.0 m/z 57.05 80.06%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid - TS
43.0 73.0 11.50 12.00
m/z 41.05 75.22%
5000 129.0
199.0
515170 M O
O1§RMHMHM‘WMMMWHWMMM‘HJMJHJH‘_HW‘HWH‘W‘ = s
m/z--> 20 40 60 80 100120 140 160 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@91523\
Data File : BF135279.D

Acqg On : 15 Sep 2023 15:08
Operator : CG\JU

Sample : 04409-01

Misc

ALS vial : 4 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 5 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.610 5.17 ng 235705  Phenanthrene-di10 11.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 1789 (12.610 min): BF135279.D\data.ms (-1784) (- m/z 43.05 100.00%
4’1
5000
129.0
3.0
—— —
H‘ ‘ 1851 2.2 on s 12.50 13.00
ol m LAl J e, “ e M/Z 60.08  79.84%
m/z--> 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
129.0
50008 284.0 A= e
185.0 241.0 12.50 13.00
m/z 57.05 78.37%
0 ‘\‘!‘H\ m‘u‘\ i “‘\‘ ‘L‘\“ ‘\“‘ ‘\‘\‘ : “‘ R
m/z--> 5 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0
—— —
12.50 13.00
m/z 72.95 71.82%
5000 284.0 /
3.0 1290
1850 2410
ok \‘\\H uhH M\ it \‘\‘ ‘\ “‘ \‘ ‘\‘\‘ “ - “‘ e ‘3‘7‘2"
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid T T
60.0 12.50 13.00
m/z 55.05 69.39%
5000 129.0
H 171.0 213.0 256.0
0! H‘m\h”\u‘\h\\‘H‘“‘\“‘\H“\HH‘HH“H . . ——
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91523\
Data File : BF135279.D

Acqg On : 15 Sep 2023 15:08
Operator : CG\JU

Sample : 04409-01

Misc

ALS vial : 4 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 6 9-Octadecenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.368 16.35 ng 514885 Chrysene-d12 13.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 94
2 Pentanamide 101 C5H11NO 000626-97-1 64
3 Tetradecanamide 227 C14H29NO 000638-58-4 56
4 Hexadecanamide 255 C16H33NO 000629-54-9 56
5 Octadecanamide 283 C18H37NO 000124-26-5 56
Abundance Scan 1918 (13.368 min): BF135279.D\data.ms (-1910) (- m/z 59.00 100.00%
59.0
5000 m
e 195
5.1 126.1 : :
ok M DRl 1841 2383 2811 0T o) 05 se.o5%
m/z--> 50 100 150 200 250
Abundance #174773: 9-Octadecenamide, (Z)-
59.0
5000 — A
13.00 13.50
m/z 55.10 36.43%
) 281.C
oL 2 O“H\ [T 15401840 22002500
m/z--> 50 100 150 200 250
Abundance #4562: Pentanamide
59.0
— —r
13.00 13.50
5000 m/z 41.05 32.04%
29.0
ol im0
miz--> 50 100 150 200 250
Abundance #108042: Tetradecanamide T —T
59.0 13.00 13.50
m/z 43.05 27.10%
- J;_A
29.0
ol 20 0180 140 g7, o
miz--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91523\
Data File : BF135279.D

Acqg On : 15 Sep 2023 15:08
Operator : CG\JU

Sample : 04409-01

Misc

ALS vial : 4 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 7 17-Pentatriacontene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.804 5.52 ng 173687  Chrysene-di12 13.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 90
3 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 87
4 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 87
5 Eicosyl heptafluorobutyrate 494 C24H41F702 1000351-83-5 87
Abundance Scan 1992 (13.804 min): BF135279.D\data.ms (-1987) (- m/z 57.05 100.00%
57.0
5000
111.1
— ——
‘H 94.1 13.50 14.00
267.0
0 H‘QJHJWM$”ﬁMRMM e m/z 43.05 94.49%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene
43.0
5000 — ——
7.0 13.50 14.00
m/z 55.00 91.38%
. i 11530 2100 267.0321.0 490,
\\‘\\\\‘\\\\‘\\\\\ \\\\\‘\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #326112: Heptadecyl heptafluorobutyrate
57.0
— —
13.50 14.00
5000 m/z 83.05 59.95%
111.0
1690
oL LU0 20 s
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #335528: Tricosyl pentafluoropropionate “ T
57.0 13.50 14.00
m/z 97.10 58.87%
- i w
oLL | \ | L1670 2200 3220 468.0
‘H“"w‘“‘_‘“‘H‘““H““w““_““u“‘ — —
miz--> 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91523\
Data File : BF135279.D

Acqg On : 15 Sep 2023 15:08
Operator : CG\JU

Sample : 04409-01

Misc

ALS vial : 4 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 8 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.421 2.15 ng 67806 Chrysene-di12 13.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80
3 Docosane 310 C22H46 000629-97-0 80
4 Nonadecane 268 C19H40 000629-92-5 72
5 Heneicosane 296 C21H44 000629-94-7 72
Abundance Scan 2097 (14.421 min): BF135279.D\data.ms (-2093) (- m/z 57.05 100.00%
57.0
5000 MMwAWWVWAmWWWVAMNU
14.50
13.0 221.0 -
267.1 355.0
0‘m‘“‘w"u‘““w}ﬂh NS T 420 w7 43.10 62.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141057: Octadecane
57.0
5000 T
14.50
m/z 71.10 53.42%
[1]1,139 1600 2540
0\‘\\"\‘\‘\\\\“‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #262017: Heptadecane, 9-octyl-
57.0
——
14.50
5000 m/z 85.10 39.09%
113.0 239.0
ol LI 1890 ZP0 5940 3520
e ““““ e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #212281: Docosane —
57.0 14.50
m/z 55.05 24.91%
- M
11130 4690 2250 3100
o L e e —
m/z--> 50 100 150 200 250 300 350 400 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91523\
Data File : BF135279.D

Acqg On : 15 Sep 2023 15:08
Operator : CG\JU

Sample : 04409-01

Misc

ALS vial : 4 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 2.6 ng 81582 1 6.757 638539 20.0
Ethanol, 2-(2-e... 6.592 2.3 ng 73375 1 6.757 638539 20.0
2,4,7,9-Tetrame... 9.233 7.5 ng 347912 3 9.792 929284 20.0
n-Hexadecanoic ... 11.822 10.5 ng 476757 4 11.286 910944 20.0
Octadecanoic acid 12.610 5.2 ng 235705 4 11.286 910944 20.0
9-Octadecenamid... 13.368 16.4 ng 514885 5 13.945 629838 20.0
17-Pentatriacon... 13.804 5.5 ng 173687 5 13.945 629838 20.0
Octadecane 14.421 2.1 ng 67806 5 13.945 629838 20.0
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