LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37481.D

Acqg On : 11 Nov 2022 23:43
Operator : CG/JU

Sample : N5530-07

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 M\Methods\8270-BM102822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@37481.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.375 45 49 58 rVB 114221 134464 1.25% 0.246%
2 4.298 202 206 212 rBV 101736 129823 1.20% 0.238%
3 4.910 305 310 325 rVB 1024886 1391828 12.92% 2.546%
4 5.375 383 389 413 rBV 3880470 5591896 51.89% 10.231%
5 6.987 654 663 679 rBV 3579629 5732732 53.20% 10.488%

6 7.804 795 802 811 rBV 794216 1272936 11.81% 2
7 8.975 988 1001 1021 rBV 2198031 3624344 33.63% 6
8 10.604 1270 1278 1294 rBV 963560 1662878 15.43%  3.042%
9 13.069 1690 1697 1712 rBV 5552809 8211015 76.19% 15.
10 14.445 1925 1931 1944 rBV 1333358 2004251 18.60% 3

11 15.939 2177 2185 2204 rBV 4029210 5962040 55.32% 10.908%
12 17.192 2392 2398 2414 rBV 1362195 2127420 19.74%
13 18.092 2546 2551 2562 rBV 178836 380061  3.53%
14 19.256 2742 2749 2757 rBV2 53513 130969  1.22%
15 19.374 2765 2769 2782 rBV2 111998 246078  2.28%
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16 19.821 2840 2845 2860 rBV 9108775 10776571 100.00% 19.
17 20.586 2971 2975 2978 rBV 145431 171327  1.59%
18 21.092 3057 3061 3071 rBV2 294382 494589  4.59%
19 21.380 3105 3110 3120 rBV 1716388 2325343 21.58%
20 23.721 3502 3508 3518 rVB2 1167964 2287343 21.23%
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Sum of corrected areas: 54657908
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 11 Nov 2022 23:43
: CG/JU
: N5530-07

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
BM@37481.D

: 14  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

8000000

6000000

4000000

2000000

o

TIC: BM037481.D\data.ms

5.375 6.987

8.975

4.910 7.804 10.604
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Time-->
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2000000

TIC: BM037481.D\data.ms
19.821

13.069

15.939

14.445 17.192

18092 adggwa || 209

0
Time-->

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

8000000

6000000

4000000

2000000

Time-->

TIC: BM037481.D\data.ms

21.380 23.721

21.092

21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37481.D

Acq On : 11 Nov 2022 23:43
Operator : CG/JU

Sample : N5530-07

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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 1,3-Dioxolane, 2,2,4-trimet... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.375 2.11 ng 134464  1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3-Dioxolane, 2,2,4-trimethyl- 116 C6H1202 001193-11-9 83
2 1,3-Dioxane, 4-methyl- 102 C5H1002 001120-97-4 50
3 Thiocyanic acid, propyl ester 101 C4H7NS 004251-16-5 38
4 2,3-Butanedione, mono(0-methylox... 115 C5H9NO2 000617-32-3 27
5 Ethanethioic acid, S-(dihydro-2,... 174 C6H604S 006953-60-2 10
Abundance  Scan 49 (3.375 min): BM037481.D\data.ms (-45) (-) m/z 43.00 100.00%
3.0
5000 101.0
o
Jm ‘ 320 3.40 3.60 3.80
ol bl 1 1630 207.9 2829 355 /7 101.00  47.24%
m/z--> 50 100 150 200 250 300 350
Abundance #9276: 1,3-Dioxolane, 2,2,4-trimethyl-
43.0
5000 LI LA AL L L L B
101.0 3.20 3.40 3.60 3.80
m/z 41.95 22.43%
0 \\“‘\‘\“‘Hr‘\\\“\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #4800: 1,3-Dioxane, 4-methyl-
43.0
L wa
101.0 3.20 3.40 3.60 3.80
5000 m/z 72.10 18.69%
o |
m/z--> 50 100 150 200 250 300 350
Abundance #4555: Thiocyanic acid, propyl ester R R e
43.0 3.20 3.40 3.60 3.80
m/z 41.00 15.80%
101.0
5000
ol e T
m/z--> 50 100 150 200 250 300 350 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37481.D

Acq On : 11 Nov 2022 23:43
Operator : CG/JU

Sample : N5530-07

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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 2 3-Penten-2-one, 4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.298 2.04 ng 129823 1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 90
2 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
3 3-Hexen-2-one 98 C6H100 000763-93-9 86
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 80
Abundance Scan 206 (4.298 min): BM037481.D\data.ms (-202) (-) m/z 82.95 100.00%
55.0 83.0
5000
RN N EEEE
207.9 4.00 4.20 4.40 4.60
Ol el e 1329 1651 2073 /7 55,05 93.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L L B I L R
4.00 4.20 4.40 4.60
29.0
m/z 43.00 40.45%
O\\\\‘\“‘\\\”h\\m“l‘\\\\“1\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)-
55.0 83.0
AR ARNEEEEE T
4.00 4.20 4.40 4.60
5000 m/z 98.00 34.28%
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3567: 3-Hexen-2-one A
83.0 4.00 4.20 4.40 4.60
55.0 m/z 39.00  28.79%
5000
29.0
0“H‘HHNM‘WM‘wu‘1H“H‘W“H“H“H‘W“H,‘H‘ AR ARNEEEEE T
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37481.D

Acq On : 11 Nov 2022 23:43

Operator : CG/JU

Sample : N5530-07

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
4010 21.87ng 1391830  1,4-Dichlorobenzene-d4  7.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-d-methyl- 116 CeH1202 000123-42-2 56

2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 310 (4.910 min): BM037481.D\data.ms (-305) (-) m/z 43.00 100.00%
3.0
5000 K
101.0 T T
‘ ‘ 4.60 4.80 5.00 5.20
bl b 2001 84l /7 58.95 55.93%
miz--> 50 100 150 200 300
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L B B I IR B |
4.60 4.80 5.00 5.20
101.0 m/z 101.00 20.24%
O T H\‘ ‘\‘ ‘ T \‘ T “ L ‘ L ‘ T T T T ‘ L ‘ L
miz--> 50 100 150 200 250 300
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
Cp
4.60 4.80 5.00 5.20
5000 ITI z 58.00 14.70%
| 126.0
ol e
miz--> 50 100 150 200 250 300
Abundance #4156: 1-Propen-2-ol, acetate SR T
43.0 4.60 4.80 5.00 5.20
m/z 41.00 8.50%
5000
‘ | ‘ 100.0
-t ST T
m/z--> 50 100 150 200 250 300 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37481.D

Acq On : 11 Nov 2022 23:43
Operator : CG/JU

Sample : N5530-07

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.092 3.57 ng 380061 Phenanthrene-die 17.192
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 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Octadecanoic acid 284 (C18H3602 000057-11-4 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 2551 (18.092 min): BM037481.D\data.ms (-2546) (- | m/z 73.00 100.00%

73.0
5000 129.0
213.2 T 1
a “ | 17‘1-1 ‘ 2561 . 18.00
o> bl L L L L 12950 340 43 00 04.71%
miz--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T I
18.00
171.0 2130 256.0 m/z 60.00 92.09%
[ mm— i“ \‘ﬂh“‘\ M‘m‘ ‘\““ “ “‘ \‘ ““\‘ . “\‘ T
miz—-> 50 100 150 200 250 300
Abundance #109279: Tetradecanoic acid
73.0
Tt \
18.00
5000 129.0 m/z 41.00  75.68%
185.0
29. 228.0
AIEY 1R RO S
50

miz--> 100 150 200 250 300
Abundance #126199: Pentadecanoic acid ——
73.0 18.00
m/z 55.00 74.14%
5000 129.0
199.0 2420
m/z--> 50 100 150 200 250 300 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37481.D

Acq On : 11 Nov 2022 23:43
Operator : CG/JU

Sample : N5530-07

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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 5 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.374 2.12 ng 246078  Chrysene-di12 21.380
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 90
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 2769 (19.374 min): BM037481.D\data.ms (-2765) (- | m/z 73.00 100.00%
73.0
5000 MJKM/—/\/
129.0
185.1 241.2 T T
H H ' ‘ ‘ 19.00 19.50
ol AkLY. ““uwm bbbt L 3851 429 s 43,00 93.45%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #179090: Octadecanoic acid
43.0
5000 — ——
129.0 19.00 19.50
‘ ‘ 185.0 284.0 m/z 60.00 80.59%
O‘\W}\H[ ‘\‘H\‘h“\‘lh\‘l\‘[‘\\‘\‘\“\\‘\\\‘\\\L\‘\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #126199: Pentadecanoic acid
3.0
= —
19.00 19.50
5000 129.0 m/z 57.05 74.74%
199.0
27.0
0_‘\‘\\‘ 244.0
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es — ——
43.0 19.00 19.50
m/z 55.05 69.49%
5000 284.0
129 0
‘ 185.0
o b 0 | emo A
m/z--> 0 5 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37481.D

Acq On : 11 Nov 2022 23:43
Operator : CG/JU

Sample : N5530-07

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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 6 1-Heneicosyl formate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.092 4.25 ng 494589  Chrysene-d12 21.380
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 99
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 93
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
4 1-Hexacosene 364 C26H52 018835-33-1 93

5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93

Abundance Scan 3061 (21.092 min): BM037481.D\data.ms (-3057) (- | m/z 57.10 100.00%
57.1

5000

%

ﬂ%Sl 207.0 21.00
\ |

283.1
0l ‘ b | 2831 385.0417.14751 849. 0 43 06 87.19%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate

I3:]
~Jl
o

5000 S :
21.00

125.0 m/z 55.10  79.12%
LiLLL 2080 2980

! g |

O‘\\\’\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0

-

21.00
5000 m/z 83.05 66.98%

5.0
I’ hn. Fn ‘\ I 238 0

e ! A e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester

57.0 21.00

m/z 69.05 65.52%

O

%

5000

fso
210.0
m‘\u i 406.0

ol UMM LET0 4o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00

%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37481.D

Acqg On : 11 Nov 2022 23:43
Operator : CG/JU

Sample : N5530-07

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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|
1,3-Dioxolane, 3.375 2.1 ng 134464 1 7.804 1272940 20.0
3-Penten-2-one, ... 4.298 2.0 ng 129823 1 7.804 1272940 20.0
2-Pentanone, 4-... 4.910 21.9 ng 1391830 1 7.804 1272940 20.0
n-Hexadecanoic ... 18.092 3.6 ng 380061 4 17.192 2127420 20.0
Octadecanoic acid 19.374 2.1 ng 246078 5 21.380 2325340 20.0
1-Heneicosyl fo... 21.092 4.3 ng 494589 5 21.380 2325340 20.0
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