LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050223\
Data File : BF133182.D

Acqg On : 02 May 2023 11:39
Operator : CG\JU

Sample : 02521-01

Misc :

ALS vial : 5 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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133182.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.922 478 482 489 rVB 89579 104907 1.57% 0.242%
2 5.339 549 553 557 rBV 3322146 3196486 47.84% 7.374%
3  6.363 723 727 730 rBV 2404659 1993955 29.84% 4.600%
4 6.728 786 789 797 rVB 1606739 1376363 20.60% 3.175%
5 6.910 813 820 824 rVvB2 110503 130742 1.96% 0.302%
6 7.298 875 886 889 rBV 4343651 4452008 66.63% 10.270%
7 7.504 918 921 924 rVB2 151290 118637 1.78% 0.274%
8 7.757 960 964 966 rBvV2 160110 149234  2.23% 0.344%
9 8.016 1004 1008 1011 rBV 2101665 1741334 26.06% 4.017%
106 8.586 1102 1105 1108 rBV2 67072 72763 1.09% 0.168%
11  9.092 1186 1191 1194 rBV 6672652 6681848 100.00% 15.414%
12 9.769 1302 1306 1309 rVB 2286334 1931133 28.90% 4.455%
13 9.963 1336 1339 1341 rBv4 59011 67776 1.01% 0.156%
14 10.480 1424 1427 1430 rVB 385288 302848 4.53% 0.699%
15 10.557 1435 1440 1443 rBV 4067182 4129539 61.80% 9.526%
16 11.251 1554 1558 1561 rBV 2323685 1937899 29.00% 4.470%
17 11.792 1644 1650 1658 rBV 1681986 1806565 27.04% 4.168%
18 12.574 1780 1783 1794 rVB 1324997 1274113 19.07%  2.939%

19 12.839 1823 1828 1831 rBV 5808287 6322998 94.63% 14.586%

20 13.168 1881 1884 1888 rBV 671739 537518 8.04%  1.240%
21 13.768 1982 1986 1998 rVB2 279962 545737  8.17% 1.259%
22 13.886 2002 2006 2008 rBV 1427268 1370989 20.52% 3.163%
23 14.368 2086 2088 2091 rVB 104568 88860 1.33% 0.205%
24 14.480 2104 2107 2110 rVB 101947 93818 1.40% 0.216%
25 14.662 2133 2138 2145 rVB 176610 256208 3.83% 0.591%
26 14.733 2147 2150 2154 rVB 205461 207057 3.10% 478%
27 14.986 2190 2193 2198 rVB 310073 384705 5.76% 887%

28 15.304 2243 2247 2251 rBV 899813 1076987 16.12%
29 15.351 2251 2255 2263 rVB 321354 431765 6.46%
30 15.762 2321 2325 2330 rVB 252775 362704  5.43%

OONOO®
A
o7
IS
R

31 16.233 2402 2405 2412 rVB 124952 201307 3.01% 0.464%

Sum of corrected areas: 43348803
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050223\

BF133182.D
: 02 May 2023 11:39
: CG\JU
¢ 02521-01
: 5 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

o

Time-->

TIC: BF133182.D\data.ms

7.298

5.339

6.363

6.728

4.922 6.910 7.504

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

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF133182.D\data.ms
9.092
12.839

10.557

11.251
8.016 9.769
11.792

12.574

13.168
10.4
9.963

0
Time-->

10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

Time-->

TIC: BF133182.D\data.ms

13.886
15.304

13.76 14 B@gS{ﬁWB?’M D86 15351 15762 14933
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050223\
Data File : BF133182.D

Acqg On : 02 May 2023 11:39
Operator : CG\JU

Sample : 02521-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Benzophenone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.480 3.14 ng 302848  Acenaphthene-d10 9.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
21,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 78
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 47
4 Pentafluoroethyl phenyl ketone 224 C9H5F50 000394-52-5 47
5 Methyl 2-benzoyl-4-cyanobutanoate 231 C13H13NO3 1010486-83-8 47
Abundance Scan 1427 (10.480 min): BF133182.D\data.ms (-1424) (-} | m/z 105.05 100.00%
105.1
77.1
51.0 I
10.50
152.0
bbb A2 R L2080 sz 77,10 61.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56922: Benzophenone
105.0
77.0
5000 U
182.0 10.50
51.0 m/z 182.16  48.65%
o 20 | 12701520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-
77.0 105.0
4
10.50
5000 182.0 m/z 51.05 25.56%
51.0
150.0
0"“H1“‘“H"HH_H‘““H“‘HW“muw”mwuu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32008: Acetophenone, 2-chloro- P
105.0 10.50
m/z 181.10 7.94%
77.0
5000
51.0
o270 | 154.0
R A L e e e e =
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050223\
Data File : BF133182.D

Acqg On : 02 May 2023 11:39
Operator : CG\JU

Sample : 02521-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 1
R.T. EstConc Area Relative to ISTD R.T.
11.792 18.64 ng 1806570  Phenanthrene-d10 11.251
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 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1650 (11.792 min): BF133182.D\data.ms (-1644) (- m/z 43.10 100.00%

43.1 73.0
5000 129.1
213.2 T R
‘ ‘ ‘ 171.2 ‘ 256.3 11.50 12.00
Obrrr el uw”“w‘w‘umwmH‘,M‘Hu_mwl_uw m/z 73.00 98.98%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0

%

5000 129.0 T T ‘ ‘
11.50 12.00
m/z 60.00 89.65%

1710 2130 256.0
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92069: Tridecanoic acid
73.0
—— —
43.0 11.50 12.00
5000 129.0 m/Z 57.10 79.15%
171.0
214.0
oberb Bl
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126199: Pentadecanoic acid = 5
43.0 73.0 11.50 12.00
m/z 41.10 74.36%
5000 129.0
‘ 199.0 2420
o“wﬂ_WMm“‘ 198, — —
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050223\
Data File : BF133182.D

Acqg On : 02 May 2023 11:39
Operator : CG\JU

Sample : 02521-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.574 18.59 ng 1274116  Chrysene-d12 13.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 25
Abundance Scan 1783 (12.574 min): BF133182.D\data.ms (-1780) (- 43.10 100.00%
43.1
5000 129.1 i
31 185.2
" 24‘1'3 284.3 12.50
0! ‘McN‘N‘M by \‘u“u,““L‘, m/z 73.00 88.39%
miz-> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 12 50 ‘
33.0
1850 410 2240 m/z 60.00 80.02%
ok ““ H“H\ M M \‘ ‘\‘ ‘ “‘ “ L \‘ “\ ’\‘ . !
m/z--> 50 100 150 200 250
Abundance #126203: Pentadecanoic acid
73.0
41,0 T
12 50
5000 129.0 57.10 76.48%
199.0 242.0
0 . “\\h“‘m‘\‘\\‘\‘m “‘\ :‘L¢‘3“O;‘\‘ ‘\‘ . A
miz--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid
73.0 12 50
55.05 68.81%
5000 41.0
129.0
185.0 228.0
H ‘ M\ m L \u‘ L | I
ARy |
m/z--> 50 100 150 200 250 1250
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050223\
Data File : BF133182.D

Acqg On : 02 May 2023 11:39

Operator : CG\JU

Sample : 02521-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 4 unknownl3.168 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.168 7.84 ng 537518 Chrysene-d12 13.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-[4-Biphenyl]-2,4-pentadienoic ... 250 C17H1402 1000257-33-8 49
2 4-(3,5-Difluorophenyl)aniline 205 C12H9F2N 405058-00-6 47
3 Benzonitrile, 3-(2-phenylethenyl... 205 C15H11N 014064-35-8 47
4 2-Amino-4-hydroxy-6,7,8-trimethy... 205 C9H11N50 013045-86-8 43
5 6-Phenylisoquinoline 205 C15H11N 070125-61-0 43

Abundance Scan 1884 (13.168 min): BF133182.D\data.ms (-1881) (- m/z 205.20 100.00%
205.2
5000
91.0 ——r ——
51.0 ‘ 28.1 165.1 ‘ 250.2 13.00 13.50
| ‘l”u Vool J ~2851 ' m/z 204.05  21.96%
miz--> 50 100 150 200 250
Abundance #136060: 5-[4-Biphenyl]-2,4-pentadienoic acid
2050 2500
5000 I
1300 13.50
m/z 203.10 20.16%
10 1010 165.0 ‘ ‘
ob—— \‘ ‘ r‘”\‘ \UH‘\ ‘h]"%‘l‘o\‘\ ‘ \‘ “\ e i e
miz--> 50 100 150 200 250
Abundance #81436: 4-(3,5-Difluorophenyl)aniline
205.0
1300 1350
5000 ITI z 91.05 20.08%
151.0
102.0 ‘
o0 30 20 L L
miz--> 50 100 150 200 250
Abundance #81616: Benzonitrile, 3-(2-phenylethenyl)-, (E)-
205.0 1300 1350
m/z 206.15 19.03%
5000
510 176%
O it 1) Lowe il S SR N S—
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\BF050223\
Data File : BF133182.D

Acqg On : 02 May 2023 11:39
Operator : CG\JU

Sample : 02521-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 1-Hexadecanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.768 7.96 ng 545737  Chrysene-d12 13.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 94
2 Cycloeicosane 280 C20H40 000296-56-0 93
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
4 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91

Abundance Scan 1986 (13.768 min): BF133182.D\data.ms (-1982) (- m/z 55.10 100.00%

55.1
5000

125.1 — —
p—t 13.50 14.00
ob AL IR0 2 2 398 e M/Z 83.05  98.47%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #126376: 1-Hexadecano
55.0
5000 — ——
13.50 14.00

m/z 43.10 92.46%

5.0
ol l|], 196.0
\H‘HH‘HH“\‘H\“HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #173728: Cycloeicosane
55.0

—
13.50 14.00
5000 m/z 97.10  91.32%

5.0
o LT 060 2000
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester 7
57.0 13.50 14.00
m/z 69.10 84.59%

- /\/J\‘M/W
5.0
] 1 h ] 252.0
R RN

LT AN TROR M. <1 6481

7 \
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050223\
Data File : BF133182.D

Acqg On : 02 May 2023 11:39
Operator : CG\JU

Sample : 02521-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Pentacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.662 4.76 ng 256208 Perylene-di2 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 87
2 Octacosane 394 (C28H58 000630-02-4 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Docosane 310 C22H46 000629-97-0 87
5 Tridecane, 3-ethyl- 212 C15H32 013286-73-2 87

Abundance Scan 2138 (14.662 min): BF133182.D\data.ms (-2133) (- m/z 57.05 100.00%

57.0
5000

o1 :
14.50 15.00
4101832
- “M LLA 3018322250 2931 3431 403. .71 65 e6.07%
mi/z--> 50 100 150 200 250 300 350 400
Abundance #262012: Pentacosane
57.0
5000 — —
352.0 14.50 15.00

m/z 43.10 63.43%

s M‘ [Tl oasone0 |
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0

14.50 15.00

o
=
4]

O

5000 m/z 85.10 44 ,96%
ol L 9 H | 141 0183 0225.0 281.0 337.0 394.0
i e e e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #287977: Heptacosane — ——
57.0 14.50 15.00

m/z 55.10  22.98%

o \/\J\/\JM
T

9.0
ol L i % 1 141.0183.0225.0267.0 323.0 380.0
HH“H‘HHHH‘HH‘HH"H,HH“

T T
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050223\
Data File : BF133182.D

Acqg On : 02 May 2023 11:39
Operator : CG\JU

Sample : 02521-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Supraene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.733 3.85 ng 207057  Perylene-di2 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
3 (2E,6E,10E)-3,7,11,15-Tetramethy... 318 C21H3402 125456-63-5 72
4 2,6-Octadiene, 4-methyl- 124 C9H16 074498-94-5 50
5 2-Furancarboxylic acid, 3,4-dime... 172 C7H805 1000338-00-3 47

Abundance Scan 2150 (14.733 min): BF133182.D\data.ms (-2147) (-] ' m/z 69.10 100.00%

69.1
5000

14.50 15.00

ot bi iy Mh 1892 2651 317.1 3832  n/z 8l.10  50.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 — e
14.50 15.00

m/z 41.10 24.50%

137.0
On-m\mﬂuuﬂ\ 191.0 273.0 341.0 410.
\\\‘\\\‘\\\\‘\\1\‘\1\\‘I\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #239668: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-t
69.0

14.50 15.00
5000 m/z 68.05 12.61%

J 136.0
219, 1Ll 199060 70920
m/z--> 50 100 150 200 250 300 350 400

Abundance #222640: (2E,6E,10E)-3,7,11,15-Tetramethylhexadeca-2 —— —
69.0 14.50 15.00

m/z 95.10  11.45%

o N\NWW\J\WWMW
136.0

o2 g iy, o020 seo

\ T
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050223\
Data File : BF133182.D

Acqg On : 02 May 2023 11:39
Operator : CG\JU

Sample : 02521-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.986 7.14 ng 384705  Perylene-d12 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Heptacosane 380 C27H56 000593-49-7 90
3 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 87
Abundance Scan 2193 (14.986 min): BF133182.D\data.ms (-2190) (- m/z 57.10 100.00%
57.1
9.1 L
15.00
55. 2197 1
0 HHM H “ L 20219712402 2881 3431 3984 .y 7110 63.81%
miz--> 50 100 150 200 250 300 350 400
Abundance #194587: Heneicosane
57.0
5000 T
15.00
9.0 m/z 43.10 61.74%
Ol\4i\q\ \‘ ‘ “‘ \H‘\““ \“‘\“\ “ “\]‘.\8\‘3\? \‘ \2\3\9’0\ \2\9\?\()\ T ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #287977: Heptacosane
57.0
—
15.00
5000 m/z 85.10 45.48%
ol L \ | % | ‘141 0183.0 239.0 295.0337.0380.0
e T e T e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #212294: 5-Ethyl-5-methylnonadecane —
57.0 15.00
m/z 55.10 21.05%
5000
113.0
L) a0 zuo e
oL e e
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050223\
Data File : BF133182.D

Acqg On : 02 May 2023 11:39
Operator : CG\JU

Sample : 02521-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 9 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.762 6.74 ng 362704  Perylene-d12 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Tetracosane 338 (C24H50 000646-31-1 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octacosane 394 (C28H58 000630-02-4 90
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 2325 (15.762 min): BF133182.D\data.ms (-2321) (- m/z 57.10 100.00%
57.1
1550  16.00
412 1971 : :
- “Mw‘h‘ u“‘u”‘ [ 142 1971 2670 3231 3781 L. 7116 65.15%
miz--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0
5000 it et
15.50 16.00
9.0 m/z 43.10 58.80%
\\\\‘\\\\‘\\\’\1\\1\\\[\\\\‘1\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #246483: Tetracosane
57.0
—— —
15.50 16.00
5000 m/z 85.10 49, 89%
41.0
Ll esese s
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane —T ——
57.0 15.50 16.00
m/z 55.10 23.70%
5000
‘ 9.0
41.0
ol |11 M0tms0zs0 2000
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050223\
Data File : BF133182.D

Acqg On : 02 May 2023 11:39
Operator : CG\JU

Sample : 02521-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.233 3.74 ng 201307 Perylene-di2 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Tetracosane 338 C24H50 000646-31-1 94
3 Hexacosane 366 C26H54 000630-01-3 93
4 Tricosane, 2-methyl- 338 C24H50 001928-30-9 93
5 Tetratetracontane 619 C44H90 007098-22-8 90

Abundance Scan 2405 (16.233 min): BF133182.D\data.ms (-2402) (- m/z 57.10 100.00%

57.1
5000

16.00 16.50
0 mu‘u i “ ‘” “‘ GR2ASLAONL SST2 M1 7110 70.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #123958: Heptadecane
57.0
5000 — Nt
16.00 16.50

m/z 43.10 56.81%

O T \“T ‘\L“‘ “‘ \"\]ﬂ] \“\“\ \‘ ’ \\9.\0\ ‘ T ?\4?‘9 L ‘ LI ‘ LI ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #246483: Tetracosane
57.0

16.00 16.50

5000 ITI/Z 85.10 51.56%
ob A0 190 2os0 s
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane ! : :
57.0 16.00 16.50
m/z 55.10 24.79%
. M
13.0
0 ‘ \L‘ uh\ h‘ I | 17690 225.0 295.0 367.0
e “,“‘ B L L A i e — —
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050223\
Data File : BF133182.D

Acqg On : 02 May 2023 11:39
Operator : CG\JU

Sample : 02521-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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|
Benzophenone 10.480 3.1 ng 302848 3 9.769 1931130 20.0
n-Hexadecanoic ... 11.792 18.6 ng 1806570 4 11.251 1937900 20.0
Octadecanoic acid 12.574 18.6 ng 1274110 5 13.886 1370990 20.0
unknown13.168 13.168 7.8 ng 537518 5 13.886 1370990 20.0
1-Hexadecanol 13.768 8.0 ng 545737 5 13.886 1370990 20.0
Pentacosane 14.662 4.8 ng 256208 6 15.304 1076990 20.0
Supraene 14.733 3.9 ng 207057 6 15.304 1076990 20.0
Heneicosane 14.986 7.1 ng 384705 6 15.304 1076990 20.0
Tetracosane 15.762 6.7 ng 362704 6 15.304 1076990 20.0
Heptadecane 16.233 3.7 ng 201307 6 15.304 1076990 20.0
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