LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92223\
Data File : BF135403.D

Acqg On : 22 Sep 2023 17:02
Operator : CG\JU

Sample : 04491-09

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: BF135403.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.999 491 495 506 rVB 96113 135093 2.44% 0.426%
2 5.399 559 563 573 rBvV 3173705 3147438 56.79% 9.920%
3 6.399 729 733 750 rBV 2519872 2578874 46.53% 8.128%
4 6.757 790 794 803 rBV 1093945 926131 16.71%  2.919%
5 7.322 885 890 893 rBV 3007736 3661914 66.07% 11.542%

6 8.034 1007 1011 1015 rBV 1353530 1188954 21.45% 3

7 8.263 1046 1050 1052 rBV 177662 215786 3.89% ©.680%

8 8.287 1052 1054 1067 rVB 230324 336739 6.08% 1

9 9.116 1189 1195 1198 rBV 4897096 5542210 100.00% 17.468%
9.792 1305 1310 1313 rBV 1418883 1253102 22.61%  3.949%

11 9.998 1340 1345 1350 rBV3 52349 88858 1.60% ©
12 10.586 1440 1445 1449 rBV 2662125 2992696 54.00% 9
13 11.286 1560 1564 1567 rBV 1267194 1185095 21.38%  3.735%
14 11.816 1649 1654 1674 rBV2 540295 892399 16.10% 2
15 12.533 1770 1776 1784 rBV 272149 376440 6.79% 1

16 12.610 1784 1789 1800 rVV 294192 435934  7.87% 1.374%
17 12.722 1801 1808 1816 rVB4 62810 170571 3.08% ©.538%
18 12.886 1831 1836 1839 rBV 3984896 4160247 75.06% 13.112%
19 13.469 1925 1935 1940 rBV2 89211 171831 3.10% 0.542%
20 13.939 2008 2015 2021 rBV 810791 744205 13.43%  2.346%

21 14.063 2030 2036 2040 rBv2 78712 133954
22 14.551 2114 2119 2126 rBV 95946 141418
23 14.792 2155 2160 2166 rVB 58720 78791
24 15.045 2197 2203 2210 rBV 72532 145637

.42%
.55%
.42%
.63%

TN R NN
NOOO®
N
i
0
R

25 15.404 2259 2264 2275 rBV 613080 882813 15.93% 782%

26 15.598 2292 2297 2302 rBvV2 45091 72658 1.31% 0.229%

27 16.233 2399 2405 2414 rBV5 29652 68355 1.23% 0.215%
Sum of corrected areas: 31728143
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 22 Sep 2023 17:02
¢ CG\JU
: 04491-09

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092223\
BF135403.D

: 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

0

TIC: BF135403.D\data.ms

5.399 7322

6.399

6.757

4.999

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

4000000

3000000

2000000

1000000

TIC: BF135403.D\data.ms
9.116

12.886

10.586

8.034 9.792 11.286

11.816

0
Time-->

i ! ose || B
T I

P — ‘
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

4000000

3000000

2000000

1000000

TIC: BF135403.D\data.ms

13.
3.939 15.404

13.469 4.063 14.@%.045 15§98 16.233

Time-->

T T T T T T T ‘ T
13.50 14.00 14.50 15.00 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\BF@92223\
Data File : BF135403.D

Acqg On : 22 Sep 2023 17:02
Operator : CG\JU

Sample : 04491-09

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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
4.999 2.92 ng 135093 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 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanediol, 2,3-dimethyl- 118 C6H1402 000076-09-5 9
Abundance Scan 495 (4.999 min): BF135403.D\data.ms (-491) (-) m/z 43.00 100.00%
3.0
59.1
5000
‘V—Y_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—’_Y_F
| 6.0 101.1 4.60 4.80 5.00 5.20 5.40
) S M1 ST m/z 59.10  53.27%
miz--> 20 40 60 80 100 120 140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\/‘/’\\A\
4.60 4.80 5.00 5.20 5.40
59.0 m/z 57.95 15.47%
27.0 83.0 101.0
O\\\‘\“\H\\“H}\\‘i‘\\\\“\\\\“\\\\’\\\\’\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
P T
4.60 4.80 5.00 5.20 5.40
5000 410 m/z 101.10 15.42%
oL 12800
m/iz--> 20 40 60 80 100 120 140
Abundance #9479: 2-Hexanol, 2-methyl- e A RARE
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.01%
5000
101.0
41.0
NPT [ T - I
m/z--> 20 40 60 80 100 120 140 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 : BF135403.D

Acqg On : 22 Sep 2023 17:02
Operator : CG\JU

Sample : 04491-09

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 2 1-Propanol, 2-(2-hydroxypro... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.263 3.63 ng 215786  Naphthalene-d8 8.034

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 78
2 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 78
3 2-Propanol, 1,1'-[(1-methyl-1,2-... 192 C9H2004 001638-16-0 78
4 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 78
5 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 74

Abundance Scan 1050 (8.263 min): BF135403.D\data.ms (-1046) (-) m/z 59.00 100.00%

59.0
5000
103.1

4]"(‘) 86.1 146.1 8.60 8.‘20 8.L10 8.&30
0 ““““uh“‘,“‘“u““““,““““““ m/z 103.10  20.58%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17329: 1- Propanol 2-(2-hydroxypropoxy)- f'\\
59.0
5000 AR ARANRARA AR AR
31.0 103.0 8.00 8.20 8.40 8.60

m/z 41.05 15.87%
| m I

0 ‘ ‘ 85.0
T ‘ T ‘ L ’ L ‘ L ‘ L ’ L ‘ L ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #17322: Dipropylene glycol (isomer 2)

59.0

8.00 8.20 8.40 8.60

5000 m/z 57.05 14.93%
31.0 103.0
o280 Ll 850 L
m/z--> 20 40 60 80 100 120 140 160
Abundance #67421: 2-Propanol, 1,1'-[(1-methyl-1,2-ethanediyl)bis(ox R AAmERRNREES!
59.0 8.00 8.20 8.40 8.60

m/z 45.05 12.22%

5000
31.0 103.0
0 85.0 | 1300  161.0

m/z--> 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92223\
Data File : BF135403.D

Acqg On : 22 Sep 2023 17:02
Operator : CG\JU

Sample : 04491-09

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-Propanol, 1-(2-butoxy-1-m... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.287 5.66 ng 336739 Naphthalene-d8 8.034

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 83
2 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 78
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 78
4 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 78
5 1,4,7-Trimethyl-3,6-dioxaoctane-... 192 C9H2004 1000423-63-2 78

Abundance Scan 1054 (8.287 min): BF135403.D\data.ms (-1052) (-) m/z 59.00 100.00%

59.0
5000

103.1 8.00 8.20 8.40 8.60
A
o |

bt B89l 1481 m/z s57.10  23.63%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #64372: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-
59.0

5000 R RN R R
8.00 8.20 8.40 8.60
103.0 m/z 45.00  19.34%
29.0
20| o ) 1460 1720
\\\‘\\\\‘f\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\
miz--> 20 60 80 100 120 140 160 180
Abundance #17321. Dipropylene glycol (isomer 3)
59.0
N RS ARE e
8.00 8.20 8.40 8.60
5000 m/z 103.10 18.83%
31.0 103.0
obro il 880
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17330: 1-Propanol, 2-(2-hydroxypropoxy)- e A RARERREE
59.0 8.00 8.20 8.40 8.60

m/z 41.10 17.20%

5000
31.0 103.0
0 o Iy ‘

m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60

8270-BF091123.M Mon Sep 25 14:19:50 2023 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92223\
Data File : BF135403.D

Acqg On : 22 Sep 2023 17:02
Operator : CG\JU

Sample : 04491-09

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 1
R.T. EstConc Area Relative to ISTD R.T.
11.816 15.06 ng 892399  Phenanthrene-di10 11.286
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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1654 (11.816 min): BF135403.D\data.ms (-1649) (- m/z 43.05 100.00%
43.0 ,73.0
5000
129.0
| 141.0 711 232 1150 12.00
— m/z 60.00 92.68%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000
129.0 ll 50 12 00
213.0 m/z 73.00 92.16%
‘ H (ﬂ 157.0185.0 ‘
O ]\-ﬁ‘o\\\\ HH\H \M{‘\ ‘HH\H““HH‘N “\H\‘H‘HH‘H‘H‘\‘\ \‘N‘HH‘\‘\ H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
11 50 12 00
5000 129.0 m/z 57.10 81.25%
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 55.05 73.58%
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 : BF135403.D

Acqg On : 22 Sep 2023 17:02
Operator : CG\JU

Sample : 04491-09

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 cis-Vaccenic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.533 6.35 ng 376440  Phenanthrene-d10 11.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 91
2 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 91
3 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 91
4 Oleic Acid 282 C18H3402 000112-80-1 90
5 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 87
Abundance Scan 1776 (12.533 min): BF135403.D\data.ms (-1770) (- m/z 55.10 100.00%
5[:
5000 VJUMA\&
1250 |
129.0 1651 2202 2643 '
0 ‘:“‘ A b m/z 41.05  72.53%
miz--> 50 100 150 200 250
Abundance #176209: cis-Vaccenic acid
553.0
5000 s :
97.0 1250
m/z 69.05 64.51%
soL. | 370 1000 2220 2040
0\ B — ‘\” Lyl ‘\”‘H‘\ ””‘ bt T T T
miz--> 100 150 200 250
Abundance #176229:Uans—l34)dadecenok:add
53.0
T \
12.50
5000 m/z 43.05 56.63%
97.0
2640
o159 LTS 00 2220 7%
m/iz--> 50 100 150 200 250
Abundance #176218: cis-13-Octadecenoic acid T ‘
55.0 12.50
m/z 83.05 48.54%
5000 97.0
37.0 264.0
o150 u“ M‘ ¥ o 800 2220 ) WAL
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92223\
Data File : BF135403.D

Acqg On : 22 Sep 2023 17:02
Operator : CG\JU

Sample : 04491-09

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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.610 7.36 ng 435934  Phenanthrene-d10 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 83
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64

Abundance Scan 1789 (12.610 min): BF135403.D\data.ms (-1784) (- m/z 43.10 100.00%

5000
129.0
N 1851 — e
N 24‘1 2 a1 12.50 13.00
ow“‘ HM‘uJm_uuwm‘u‘mwm m/z 57.05 82.81%
m/z-->
¥

%

100 150 200 250 300 350
Abundance

#179093: Octadecanoic acid
1

%

129.0 284.0
5000280 [— 1 7
1850 241.0 12.50 13.00
m/z 60.08  79.33%
0 ‘\‘!‘\ HM\ i “‘\‘ ‘L‘\‘ “ ‘\“‘ ‘\‘\‘ : “‘ .
m/z--> 5 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0
e =
12.50 13.00
m/z 73.00 79.18%
5000 284.0 /
3.0 1290
H ‘ 185.0 2410
fo) \‘\M u‘H M\ it \‘\‘ ‘\ “‘ \‘ ‘\‘\‘ “ - “‘ [ ‘3‘7‘2"
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid P .
60.0 12.50 13.00
m/z 55.05 73.10%
5000 129.0
171.0 213.0 256.0
‘\M\H‘\‘\L ‘

o

HH‘\ Mh‘ ‘\ u
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@92223\
Data File : BF135403.D

Acqg On : 22 Sep 2023 17:02
Operator : CG\JU

Sample : 04491-09

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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.722 4.58 ng 170571  Chrysene-di12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 87
2 Heptacosane 380 C27H56 000593-49-7 86
3 Pentadecane 212 C15H32 000629-62-9 83
4 Tetracosane 338 (C24H50 000646-31-1 80
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 72

Abundance Scan 1808 (12.722 min): BF135403.D\data.ms (-1801) (- m/z 57.00 100.00%

57.0
5000

I
‘ ‘ 9‘1 40 2121 og0, 12.50 13.00
A “m“ i . A m/z 71.18  66.61%
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 = e
12.50 13.00

m/z 43.00 62.75%

ol e H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘ \\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane

57.0

T
12.50 13.00

5000 m/z 85.10 42.47%
REY. | L %4%9%830225026703090 380.0
e B A e R R S
m/z--> 50 100 150 200 250 300 350
Abundance #90189: Pentadecane = T
57.0 12.50 13.00

m/z 41.00 18.34%

9.0
15.0 L‘ | F | 3410 2120 ‘

omu_ o = ST s —
miz--> 50 100 150 200 250 300 350 12.50 13.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092223\

Quant Method
Quant Title

TIC Library

Library Search Compound Report

BF135403.D

: 22 Sep 2023 17:02
¢ CG\JU
: 04491-09

: 4 Sample Multiplier: 1

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

: 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 Heptacosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.469 4.62 ng 171831  Chrysene-di12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Octacosane 394 (C28H58 000630-02-4 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 1935 (13.469 min): BF135403.D\data.ms (-1925) (- m/z 57.05 100.00%
57.0

F

5000
9.1
13.50
o“‘Mwﬂhﬁw‘w&%ﬁ¥¥§3%‘““‘%gyﬂ““““‘ m/z 43.05 62.43%
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 T
13.50
m/z 71.05 59.63%
ol ‘ \\hd d1410183022502670 323.0 380.0
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

miz--> O 100 150 200 250 300 350

5

Abundance #246481: Tetracosane
57.0
13.50
5000 ITI/Z 85.10 40.62%
9.0
0 J‘L“Mhﬂ 1 141.0183.0225.0267.0  338.0
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T
57.0 13.50
m/z 55.00  22.21%
- W&JMWWMNJKMWWVWAWW&
oLl L H d1419;8302250 281.0 337.0 394.
N “““‘“““‘“““““““““‘ —
m/z--> 50 100 150 200 250 300 350 13.50

8270-BF091123.M Mon Sep 25 14:19:58 2023 Page: 10



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092223\

BF135403.D
: 22 Sep 2023 17:02
: CG\JU
: 04491-09
: 4 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.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 9 Tetracosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.063  3.60ng 133954  Chrysene-di2 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosame 338 coatse 000646-31-1 90

2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90

3 Octadecane 254 C18H38 000593-45-3 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Hexacosane 366 C26H54 000630-01-3 86
Abundance Scan 2036 (14.063 min): BF135403.D\data.ms (-2030) (- m/z 57.05 100.00%
57.0
99.1 LT ‘
‘ ‘ 41.0 211.2 281.0 14.00
0 “Jq‘~WthfN‘% w]‘u R B A m/z 71.10 60.60%
m/z--> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
5000 — ‘
14.00
m/z 43.05 54.88%
99.0
oLl UL L) 1410 1830 2250 267.0 338
\\\‘\\\\’\\\\‘\\\\‘1\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
—— ‘
14.00
5000 ITI/Z 85.05 44 .46%
113.0 183.0
ol by Tl 1830 a0
m/z--> 50 100 150 200 250 300
Abundance #141057: Octadecane T
57.0 14.00
m/z 55.00 21.88%
5000
99.0
||| || 1410 1830  254.0
ottt ——
m/z--> 50 100 150 200 250 300 14.00

8270-BF091123.M Mon Sep 25 14:19:59 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92223\
Data File : BF135403.D

Acqg On : 22 Sep 2023 17:02
Operator : CG\JU

Sample : 04491-09

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 10 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.551 3.80 ng 141418  Chrysene-di12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Eicosane, 1-iodo- 408 (C20H41I 1000406-31-8 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2119 (14.551 min): BF135403.D\data.ms (-2114) (- m/z 57.05 100.00%
57.0
o LM
T
‘ 9.1 1412 183 0 14.50
o‘mwu“‘ L “‘ Lieii8sa 2689 w/z 71.65  65.35%
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 —r— :
14.50
m/z 43.05 61.31%
osg 1L h\ |14918302250 2080
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
T
14.50
5000 m/z 85.05 48.55%
ol ‘L ”h‘ i \\ | 14} 9 183.0 225.0 267.0 309.0 _367.(
il e e
m/z--> 50 100 150 200 250 300 350
Abundance #306637: Eicosane, 1-iodo- — I
57.0 14.50
m/z 55.00  25.58%
A TP o
m/z--> 50 100 150 200 250 300 350 14.50

8270-BF091123.M Mon Sep 25 14:20:00 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92223\
Data File : BF135403.D

Acqg On : 22 Sep 2023 17:02
Operator : CG\JU

Sample : 04491-09

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 11 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.045 3.30 ng 145637  Perylene-di2 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octadecane 254 C18H38 000593-45-3 87
3 Heptadecane 240 C17H36 000629-78-7 87
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 2203 (15.045 min): BF135403.D\data.ms (-2197) (- m/z 57.05 100.00%
57.0
20 M/k
9.0 1T I
15.00
1411
ob— ‘ ““ L M‘ LI 2000 2669 4z 4310 59.19%
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 —— :
15.00
9.0 m/z 71.05 51.17%
o 1LL) )] 1410183.02250267.0 3000 367
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0
T \
15.00
5000 m/z 85.05 39.99%
9.0
| 1] ]] 14101830 2540
(o R 0 AV 0 ATV i
m/z--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane T
57.0 15.00
m/z 41.10 18.60%
- WWW
9.0
oiso || om0 200 o
m/z--> 50 100 150 200 250 300 350 15.00

8270-BF091123.M Mon Sep 25 14:20:01 2023 Page: 13



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92223\
Data File : BF135403.D

Acqg On : 22 Sep 2023 17:02
Operator : CG\JU

Sample : 04491-09

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-... 4.999 2.9 ng 135093 1 6.757 926131 20.0
1-Propanol, 2-(... 8.263 3.6 ng 215786 2 8.034 1188950 20.0
2-Propanol, 1-(... 8.287 5.7 ng 336739 2 8.034 1188950 20.0
n-Hexadecanoic ... 11.816 15.1 ng 892399 4 11.286 1185100 20.0
cis-Vaccenic acid 12.533 6.3 ng 376440 4 11.286 1185100 20.0
Octadecanoic acid 12.610 7.4 ng 435934 4 11.286 1185100 20.0
Octacosane 12.722 4.6 ng 170571 5 13.939 744205 20.0
Heptacosane 13.469 4.6 ng 171831 5 13.939 744205 20.0
Tetracosane 14.063 3.6 ng 133954 5 13.939 744205 20.0
Heneicosane 14.551 3.8 ng 141418 5 13.939 744205 20.0
Hexacosane 15.045 3.3 ng 145637 6 15.410 882813 20.0

8270-BF091123.M Mon Sep 25 14:20:01 2023
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