LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
Data File : BF132274.D

Acq On : 01 Feb 2023 22:42
Operator : CG\JU

Sample : 01345-03

Misc :

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-BF013123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132274.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.307 415 420 429 rVB 916366 1084664 35.30% 4.334%
2 5.690 480 485 489 rBV 2769321 2740931 89.20% 10.952%
3 6.678 648 653 657 rVB 2495007 2658173 86.51% 10.621%
4 7.066 716 719 723 rVB 1013711 868557 28.27%  3.471%
5 7.601 805 810 811 rBV 49620 43550 1.42% 0.174%
6 7.631 811 815 818 rVB 2067279 1743057 56.73% 6.965%
7 7.860 852 854 861 rVB4 35491 45233  1.47% 0.181%
8 8.089 890 893 895 rVB 45459 38935 1.27% 0.156%
9 8.213 908 914 918 rVvB2 38938 45205 1.47% 0.181%
10 8.354 935 938 941 rBV 1386552 1092164 35.54% 4.364%
11 9.431 1117 1121 1124 rBV 3912087 3072683 100.00% 12.278%
12 9.501 1130 1133 1137 rBV3 36364 48411 1.58% 0.193%
13 9.825 1185 1188 1190 rBvV2 50364 42789 1.39% 0.171%
14 10.119 1235 1238 1241 rVB 1463979 1145200 37.27% 4.576%
15 10.530 1305 1308 1311 rVB3 36463 39298 1.28% ©0.157%
16 10.754 1342 1346 1349 rBV2 47614 52761 1.72% 0.211%
17 10.830 1357 1359 1362 rVB 89175 71414  2.32%  0.285%
18 10.913 1369 1373 1376 rBV 2105499 1795808 58.44% 7.176%
19 11.013 1387 1390 1391 rBv2 76278 74452 2.42% 0.297%
20 11.460 1464 1466 1469 rBV 46379 40965 1.33% 0.164%
21 11.495 1469 1472 1474 rBV 50994 47204 1.54% 0.189%
22 11.619 1489 1493 1495 rBV 1200297 1009551 32.86% 4.034%
23 11.642 1495 1497 1500 rVB 308296 233274 7.59% 0.932%
24 11.695 1503 1506 1508 rVB 66728 58961 1.92% 0.236%
25 11.842 1528 1531 1537 rBV 43917 55320 1.80% 0.221%
26 12.124 1575 1579 1582 rBV2 418935 390307 12.70% 1.560%
27 12.148 1582 1583 1588 rVvB2 73747 55619 1.81% 0.222%
28 12.236 1594 1598 1600 rBV2 81972 83773  2.73% 0.335%
29 12.419 1626 1629 1631 rBV 47653 39899 1.30% 0.159%
30 12.566 1651 1654 1656 rVB2 68541 51879 1.69% 0.207%

31 12.842 1697 1701 1704 rBV 564521 499194 16.25%
32 12.877 1704 1707 1709 rVB2 109499 84024  2.73%
33 12.913 1710 1713 1719 rBV2 133845 149456  4.86%
34 13.071 1734 1740 1746 rBV 607800 640587 20.85%
35 13.207 1760 1763 1767 rVB 2427137 2265395 73.73%
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36 13.348 1785 1787 1790 rBV 62725 57287 1.86%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
Data File : BF132274.D

Acqg On : 01 Feb 2023 22:42
Operator : CG\JU

Sample : 01345-03

Misc

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-BF013123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 13.401 1793 1796 1798 rVB 80794 71678 2.33%  0.286%
38 13.466 1805 1807 1810 rVB 55802 46994 1.53% 0.188%
39 14.107 1913 1916 1926 rVB2 184892 342901 11.16% 1.370%
40 14.277 1941 1945 1948 rBV2 961604 1058139 34.44% 4.228%
41 14.301 1948 1949 1956 rVB 225614 192478 6.26% 0.769%
42 15.389 2131 2134 2137 rBV 133339 168599 5.49% 0.674%

43 15.865 2211 2215 2224 rVB 456452 679890 22.13% 2.717%

Sum of corrected areas: 25026659
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 01 Feb 2023 22:42
: CG\JU
: 01345-03

. 14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
BF132274.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF132274.D\data.ms

5.690
6.678

7.631

5.307 7.066

7.601 7.860 8.08%

Time-->

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 7.80 8.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF132274.D\data.ms
9.431

13.207

10.913

10.119

8.354

12.8443.071

333816

9.825

.501

0
Time-->

. . A 1 — — —
9.50 10.00 10.50 11.00 11.50 13.00 13.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

Time-->

TIC: BF132274.D\data.ms

14.277

15.865

14104301 15.389

T ‘ T T ‘ T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T T ‘ T T ’
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\BF020123\
Data File : BF132274.D

Acq On : 01 Feb 2023 22:42
Operator : CG\JU

Sample : 01345-03

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF913123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.307 24.98 ng 1084660 1,4-Dichlorobenzene-d4 7.072

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
3 Guanidine 59 CH5N3 000113-00-8 43
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
Abundance Scan 420 (5.307 min): BF132274.D\data.ms (-415) (-) m/z 43.05 100.00%
3.0
59.1
5000
101.1
R R
| 83.0 5.00 5.20 5.40 5.60
Ot et e e e e m/z 59.10 68.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R B B
59.0 5.00 5.20 5.40 5.60
m/z 101.10  30.47%
15.0 101.0
2%\ L | 83.0 | ‘
O \\\‘\\\\‘\\\\‘\\\\‘\}\\‘\\‘11’\\\\’H\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
R A maaaEEE
5.00 5.20 5.40 5.60
m/z 58.00  18.14%
5000 101.0
28.0 59.0
84.0
150 ) |
O+t e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #296: Guanidine R R R
43.0 59.0 5.00 5.20 5.40 5.60
m/z 41.05 8.78%
5000 18.0
o —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
Data File : BF132274.D

Acq On : 01 Feb 2023 22:42
Operator : CG\JU

Sample : 01345-03

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF913123.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 2
R.T. EstConc Area Relative to ISTD R.T.
12.124 7.73 ng 390307 Phenanthrene-die 11.619
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 68
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 1579 (12.124 min): BF132274.D\data.ms (-1575) (- m/z 73.00 100.00%

73.0
43.0
5000 129.1
192.1
—— —
‘ 157.1 “L ‘2271 256.3 12.00 12.50
0Ll Al ‘NMm‘w\‘mwuH““u“w‘u bbb m/z 60.00  76.28%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 ‘ ‘

— =
12.00 12.50
m/z 57.05 61.51%

’ 157.0 185.0 213.0 256.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109284: Tetradecanoic acid
73.0

o -
129.0 12.00 12.50

5000 43.0 m/z 43.05 61.36%
185.0 298.0
1
0 bbb ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92068: Tridecanoic acid T ——
73.0 12.00 12.50

43.0 m/z 55.10  52.34%

5000
‘ h‘ ‘ ‘um ? ‘ [N ‘ | ‘

ISR [ P TV W RN WS —— —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
Data File : BF132274.D

Acq On : 01 Feb 2023 22:42

Operator : CG\JU

Sample : 01345-03

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF913123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 3 Octadecanoic acid Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
12.913 2.96 ng 149456  Phenanthrene-di10 11.619
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Octadecanoic acid

2 n-Hexadecanoic acid
3 Pentadecanoic acid
4 Tetradecanoic acid
5 Nonadecane

284 C18H3602
256 C16H3202
242 C15H3002
228 C14H2802
268 C19H40

000057-11-4 98
000057-10-3 94
001002-84-2 83
000544-63-8 76
000629-92-5 56

Abundance Scan 1713 (12.913 min): BF132274.D\data.ms (-1710) (-} | m/z 72.95 100.00%
41.1
5000 129.0
185.1 241.2 ]
‘ ‘ 284.3 13.00
0 sl L b L m/z 60.00  76.23%
miz--> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0
129.0
5000{ 41,0 284.0 A
1850 2410 13.00
m/z 57.10 72.35%
o ‘\“ \}H[\ ‘mM u‘\‘ “\‘ “\ . “ L ‘\L‘ ‘\ ‘\‘ . “‘ |
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43
0 256.0
P
13.00
5000 m/z 43.10 71.10%
129.0
3.0 213.0
171.0 ‘
miz-> 50 100 150 200 250
Abundance #126202: Pentadecanoic acid ——
43.0 13.00
m/z 55.10 62.76%
5000
5o 1290 242.0
‘ ' ‘ 199.0
oL ““ L“‘H“ ‘HM“M‘M“ ‘M‘\‘n} “16‘4‘10;‘\‘ “ S —— ——
miz--> 50 100 150 200 250 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
Data File : BF132274.D

Acq On : 01 Feb 2023 22:42
Operator : CG\JU

Sample : 01345-03

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF913123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 n-Nonadecanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.107 6.48 ng 342901  Chrysene-d12 14.277
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 93
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
3 E-14-Hexadecenal 238 C16H300 330207-53-9 90
4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 87

5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 86

Abundance Scan 1916 (14.107 min): BF132274.D\data.ms (-1913) (-} | m/z 57.10 100.00%

57.1
5000
111.1

234.0

154.2 279.1
oLk, %J“ww‘ue‘v“m‘“u“335?‘3799“ m/z 83.10 76.48%

m/z--> 50 100 150 200 250 300 350 400
Abundance #179253: n-Nonadecanol-1
83.0

5000

00, o m/z 43.10 70.79%
il \F\ (1820 2380

m/z--> 50 100 150 200 250 300 350 400

Abundance #146039: Ethanol, 2-(tetradecyloxy)-

57.0

5000 m/z 71.10 70.34%

11.0
AL,
ol AL by Y ese0
50 100 150 200 250 300 350 400

o

m/z-->
Abundance #121278: E-14-Hexadecenal T T
43.0 14.00 14.50
m/z 97.10 67.19%

7.0
5000

ol £ o S
m/z--> 50 100 150 200 250 300 350 400 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
Data File : BF132274.D

Acqg On : 01 Feb 2023 22:42
Operator : CG\JU

Sample : 01345-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@13123.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-... 5.307 25.0 ng 1084660 1 7.072 868557 20.0
n-Hexadecanoic ... 12.124 7.7 ng 390307 4 11.619 1009550 20.0
Octadecanoic acid 12.913 3.0 ng 149456 4 11.619 1009550 20.0
n-Nonadecanol-1 14.107 6.5 ng 342901 5 14.277 1058140 20.0
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