LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37480.D

Acqg On : 11 Nov 2022 23:07
Operator : CG/JU

Sample : N5530-05

Misc :

ALS Vvial : 13  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@37480.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 46 49 58 rVB 114074 141743  1.22% 0.235%
2 4.299 202 206 212 rBV 135209 173887 1.49% 0.288%
3 4.910 305 310 321 rBV 1243541 1686184 14.48% 2.794%
4 5.375 383 389 403 rBV 4277787 6288103 53.99% 10.418%
5 6.987 656 663 684 rBV 4046368 6461805 55.49% 10.706%

6 7.804 795 802 810 rBV 824854 1297073 11.14% 2
7 8.975 994 1001 1019 rBV 2457000 4061334 34.87% 6
8 10.404 1238 1244 1256 rBV 46793 144073 1.24% ©.239%
9 10.604 1270 1278 1299 rBV 991089 1736894 14.91% 2
10 13.069 1690 1697 1721 rBV 6062833 9154723 78.61% 15.

11 14.445 1925 1931 1944 rBV 1374126 2091902 17.96% 3
12 15.939 2175 2185 2203 rBV 4570516 6799177 58.38% 11.
13 17.192 2392 2398 2416 rBV 1450049 2254726 19.36% 3.736%
14 18.092 2546 2551 2561 rBV 213892 433907 0
15 19.374 2765 2769 2778 rBV 153754 292660 0
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16 19.821 2840 2845 2857 rBV 9637339 11645807 100.00% 19.
17 20.586 2972 2975 2978 rBV 134253 138416  1.19%
18 21.092 3057 3061 3069 rBV 307692 487143  4.18%
19 21.380 3105 3110 3120 rBV 1853616 2495061 21.42%
20 23.721 3502 3508 3520 rVB2 1317991 2570693 22.07%
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Sum of corrected areas: 60355311
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 11 Nov 2022 23:07
: CG/JU
: N5530-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
BM@37480.D

: 13 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

0

TIC: BM037480.D\data.ms

5.375 6.987

8.975

4.910 7804 10.604

3.375 4.299 | 10.40

Time-->

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

8000000

6000000

4000000

2000000

TIC: BM037480.D\data.ms
19.821

13.069

15.939

14.445 17.192

205
18.092 19374 || 205

0
Time-->

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

8000000

6000000

4000000

2000000

0

TIC: BM037480.D\data.ms

21.380 23.721

21.092

Time-->

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@37480.D

Acq On : 11 Nov 2022 23:07
Operator : CG/JU

Sample : N5530-05

Misc

ALS Vial : 13  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 6
R.T. EstConc Area Relative to ISTD R.T.
3.375 2.19 ng 141743 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 90
2 1,3-Dioxane, 4-methyl- 102 C5H1002 001120-97-4 50
3 1,3-Dioxolane-2-acetic acid, 2,4... 188 C9H1604 090293-83-7 42
4 Thiocyanic acid, propyl ester 101 C4H7NS 004251-16-5 38

5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
Abundance  Scan 49 (3.375 min): BM037480.D\data.ms (-46) (-) m/z 43.00 100.00%

43.0
5000 101.0 _\L
e

H ‘ ( 3.20 3.40 3.60 3.80

ob b L1 1480 2070 2804 7 1e1.00  49.16%

miz--> 50 100 150 200 250

Abundance #9273: 1,3-Dioxolane, 2,2,4-trimethyl-

43.0
5000 101.0 R
3.20 3.40 3.60 3.80
m/z 42.05 20.84%
O \‘\ W ‘\H“ ‘H\‘ \“ T T “ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #4801: 1,3-Dioxane, 4-methyl-
430 4010
e
3.20 3.40 3.60 3.80
5000 m/z 41.00 19.30%
0 — e e
m/z--> 50 100 150 200 250
Abundance #63419: 1,3-Dioxolane-2-acetic acid, 2,4-dimethyl-, ethyl e
43.0 3.20 3.40 3.60 3.80
m/z 72.10 17.47%
101.0
5000
0140\\\\1310”30
m/z--> 50 100 150 200 250 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@37480.D

Acq On : 11 Nov 2022 23:07
Operator : CG/JU

Sample : N5530-05

Misc

ALS Vial : 13  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 4
R.T. EstConc Area Relative to ISTD R.T.
4.299 2.68 ng 173887 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 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 87
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
Abundance Scan 206 (4.299 min): BM037480.D\data.ms (-202) (-) m/z 83.00 100.00%
55.0 83.0
5000
T
‘ 4.00 4.20 4.40 4.60
C
Obrrrprrrbth g b 2210 1650192.9 2665 /7 55.05  95.93%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #3648: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 U R B R
27.0 4.00 4.20 4.40 4.60
m/z 43.00 43.42%
O' HH”‘HH“\H“\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #3553: 3-Hexen-2-one
55.0
83.0 A ARRR RS
4.00 4.20 4.40 4.60
5000 27,0 m/z 98.00 36.16%
0! mh‘:_m,mwWm_u‘_m_‘wawww
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- R e AR
55.0 83.0 4.00 4.20 4.40 4.60
m/z 39.00 28.98%
5000
1 ¢
oH“"u:“u,“‘m‘;“l_“‘m,‘ S B
m/z--> 20 40 60 80 100120140160180200220240260 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@37480.D

Acq On : 11 Nov 2022 23:07
Operator : CG/JU

Sample : N5530-05

Misc

ALS Vial : 13  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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.910 26.00 ng 1686180 1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
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 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 310 (4.910 min): BM037480.D\data.ms (-305) (-) m/z 43.00 100.00%

43.0
5000

101.0 R RRREE R RRRRRREEEL
‘ ‘ 4.60 4.80 5.00 5.20
ol il ] 1850 1908  28LU /7 59.e0  56.82%
miz--> 50 100 150 200 250
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 N R RN R R
4.60 4.80 5.00 5.20
101.0 m/z 101.00 20.10%
O T T H\‘ ‘\h ‘ \ T \‘ T “ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
T
4.60 4.80 5.00 5.20
5000 m/z 58.00 14.97%
Ll 10
ot P P
miz--> 50 100 150 200 250
Abundance #4156: 1-Propen-2-ol, acetate R ARRRRRRRRES
43.0 4.60 4.80 5.00 5.20

m/z 41.00 8.67%

5000 ML
w0 | ame

ot e T
miz--> 50 100 150 200 250 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@37480.D

Acq On : 11 Nov 2022 23:07
Operator : CG/JU

Sample : N5530-05

Misc

ALS Vial : 13  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 3.85 ng 433907  Phenanthrene-d10 17.192
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Octadecanoic acid 284 (C18H3602 000057-11-4 83
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 70
Abundance Scan 2551 (18.092 min): BM037480.D\data.ms (-2546) (- | m/z 73.00 100.00%
73.0
5000
129.0 VVNWWMWWAXMMWWWWW
213.2 e ‘
H 1711 ‘ 256.1 18.00
o3 L ““‘w Ll 820 seles 93.69%
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 RN I
18.00
171.0 213.0 256.0 m/z 43.05 89.76%
0! \‘\\h“‘\ ‘H‘\ ul \ ‘ ““‘\’ “w‘\“‘\““““"‘
miz--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid
73.0
T \
18.00
5000 129.0 m/z 55.00 76.86%
29.
199.0 242 0
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid T
73.0 18.00
m/z 41.00 71.99%
5000 129.0
29. 1850 549 o 284.0
ol o —
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37480.D

Acq On : 11 Nov 2022 23:07
Operator : CG/JU

Sample : N5530-05

Misc

ALS Vial : 13  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 5
R.T. EstConc Area Relative to ISTD R.T.
19.374 2.35 ng 292660  Chrysene-d12 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 87
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 2769 (19.374 min): BM037480.D\data.ms (-2765) (- | m/z 73.00 100.00%
73.0
5000 128.9 JHA
185.1 2412 — ——
3411 100 19.00 19.50
S — 5033 ;. m/z 43.00  99.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #179089: Octadecanoic acid
73.0
5000 — ——
129.0 19.00 19.50
185.0 284.0 m/z 60.00 85.50%
299 il T |
O' ‘““H‘Mm\“‘\\\\‘\\‘\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #126199: Pentadecanoic acid
3.0
- —
19.00 19.50
5000 129.0 m/z 41.05 75.71%
199.0
Ll
ol AR L 20
m/z--> 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 55.00 75.28%
5000 284.0
129.0
‘ ‘ 185.0
S ST O T2 Y NN B
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37480.D

Acq On : 11 Nov 2022 23:07
Operator : CG/JU

Sample : N5530-05

Misc

ALS Vial : 13  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 5-Octadecene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.092 3.90 ng 487143  Chrysene-d12 21.380
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 95
2 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
3 Cyclopentadecane 210 C15H30 000295-48-7 93
4 1-Hexacosene 364 C26H52 018835-33-1 93
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
Abundance Scan 3061 (21.092 min): BM037480.D\data.ms (-3057) (- | m/z 57.10 100.00%
57.1
5.1 21.00 |
" 207.0 2820 ‘ :
ob bl L, 2000 2550 343.04020 4011540, 43 00 8457y
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138523: 5-Octadecene, (E)-
55.0
5000 — :
21.00
m/z 55.05 75.77%
o ) 7501820 2520
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #321013: Heptafluorobutyric acid, hexadecyl ester
57.0
LN T
21.00
5000 m/z 83.05 69.79%
125.0
224.0
o LML 200 o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #87654: Cyclopentadecane T
55.0 21.00
m/z 69.05 61.947%
5000
Il =
m/z--> 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@37480.D

Acqg On : 11 Nov 2022 23:07
Operator : CG/JU

Sample : N5530-05

Misc

ALS vial : 13 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 2.2 ng 141743 1 7.804 1297070 20.0
3-Penten-2-one, ... 4.299 2.7 ng 173887 1 7.804 1297070 20.0
2-Pentanone, 4-... 4.910 26.0 ng 1686180 1 7.804 1297070 20.0
n-Hexadecanoic ... 18.092 3.9 ng 433907 4 17.192 2254730 20.0
Octadecanoic acid 19.374 2.4 ng 292660 5 21.380 2495060 20.0
5-Octadecene, (E)- 21.092 3.9 ng 487143 5 21.380 2495060 20.0
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