LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37476.D

Acqg On : 11 Nov 2022 20:41
Operator : CG/JU

Sample : N5531-08

Misc :

ALS vial : 9 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@37476.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.916 305 311 324 rBV 1142457 1566228 11.07% 2.197%
2 5.381 383 390 405 rBV 5306370 7766243 54.88% 10.892%
3 6.987 656 663 682 rBV 4949148 7969240 56.31% 11.177%
4 7.804 795 802 810 rBV 949790 1481779 10.47% 2.078%
5 8.975 993 1001 1018 rBV 3006886 5088695 35.96% 7.137%

6 10.398 1235 1243 1263 rBv4 74934 265308 1.87% 0.372%
7 10.604 1271 1278 1291 rBV 1183551 1972455 13.94%  2.766%
8 13.074 1690 1698 1714 rBV 8040954 11398498 80.54% 15.986%
9 14.451 1925 1932 1943 rBV 1626561 2467013 17.43%  3.460%
10 15.939 2174 2185 2204 rBV 5623359 8559868 60.49% 12.005%

11 17.192 2392 2398 2412 rBV 1700614 2627057 18.56% 3

12 18.092 2546 2551 2562 rBV 233371 504939 3.57% ©.708%
13 19.374 2765 2769 2781 rBV2 144232 309699 2.19% 0.434%
14 19.821 2840 2845 2862 rBV 11732819 14151776 100.00% 19.848%
15 20.586 2972 2975 2978 rBV 139124 148868 1.05% ©.209%

16 21.091 3057 3061 3071 rBV2 332472 558748 3.95% 0.784%
17 21.380 3106 3110 3119 rBV 1777885 2308197 16.31% 3.237%
18 23.721 3502 3508 3522 rVB2 1061912 2157157 15.24% 3.025%

Sum of corrected areas: 71301768
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 11 Nov 2022 20:41
: CG/JU
: N5531-08

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
BM@37476.D

: 9 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

le+07

8000000

6000000

4000000

2000000

0

TIC: BM037476.D\data.ms

5381 6.987

8.975

4.916 7.804 10.604
10.39

Time-->

350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 1050 11.00 11.50

Abundance

1e+07

8000000

6000000

4000000

2000000

TIC: BM037476.D\data.ms
19.821

13.074

15.939

14.451 17.192

18.092 19.374 leoj_

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

le+07

8000000

6000000

4000000

2000000

TIC: BM037476.D\data.ms

21.380
23.721

21.091

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@37476.D

Acq On : 11 Nov 2022 20:41
Operator : CG/JU

Sample : N5531-08

Misc

ALS Vial : 9 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.916 21.14 ng 1566230 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 47
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 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 311 (4.916 min): BM037476.D\data.ms (-305) (-) m/z 43.00 100.00%

3.0
5000
101.0 R amanali
‘ 4.60 4.80 5.00 5.20
ob——dd . 1469 207.0 2811 895! /7 59.18  57.70%
m/z--> 50 100 150 200 250 300 350
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 N R RN R R

4.60 4.80 5.00 5.20

m/z 101.00 20.81%
101.0
0 “*“““‘\‘ L A I A S S R A
miz--> 50 100 150 200 250 300 350
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

460480500520
5000 ITI z 58.00 15.42%

0 1260!
m/z--> 50 100 150 200 250 300 350 J\
Abundance #4156: 1-Propen-2-ol, acetate T

43.0 4.60 4.80 5.00 5.20

m/z 41.05 8.74%

5000
L ‘ 100.0

-4+t ST TR
m/z--> 50 100 150 200 250 300 350 4.60 4.80 5.00 5.20
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\

BM@37476.D
: 11 Nov 2022 20:41
: CG/JU
: N5531-08
: 9 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
10.398 2.69 ng 265308 Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 80
3 Propanoic acid, 2-hydroxy-, 2-me... 146 C7H1403 000585-24-0 72
4 2-Pentanol, 4,4-dimethyl- 116 C7H160 006144-93-0 53
5 Ethylene glycol diglycidyl ether 174 C8H1404 002224-15-9 53

Abundance Scan 1243 (10.398 min): BM037476.D\data.ms (-1235) (| | m/z 45.00 100.00%
45.0
5000 NwMNWWM/\\KNMWMMV
75.0 = —r
10.00 10.50
A — \w‘mmww\w L2080 2810 .y 57.e5  97.91%
miz--> 50 100 150 200 250
Abundance #38398: Ethanol, 2-(2-butoxyethoxy)-
45.0
5000 = —
10.00 10.50
150‘ 75.0 m/z 41.00 42.07%
0 \‘.‘\‘1“ p \M‘\‘M\ ’“ T %3\‘2\0‘ L B By B B
m/z--> 50 100 150 200 250
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
— ——
10.00 10.50
5000 m/z 75.00 20.54%
87.0
|
- W b - ‘13“‘2]0‘16‘3:0‘ S
m/z--> 50 100 150 200 250
Abundance #25441: Propanoic acid, 2-hydroxy-, 2-methylpropyl este V\”\WWWWW ——
45.0 10.00 10.50
m/z 56.10 19.51%
75.0
m/z--> 50 100 150 200 250 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37476.D

Acq On : 11 Nov 2022 20:41
Operator : CG/JU

Sample : N5531-08

Misc

ALS Vial : 9 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.092 3.84 ng 504939  Phenanthrene-d10 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 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Octadecanoic acid 284 C18H3602 000057-11-4 53

Abundance Scan 2551 (18.092 min): BM037476.D\data.ms (-2546) (- | m/z 73.00 100.00%

73
5000
129.1
213.2 — |
H‘ ‘ 1711 ‘ 56,1 18.00
ol w“w“ﬂ‘ o L LU b 0 885 43.65 84.23%

m/z--> 5 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid

-

\
43.0

256.0
5000 B ‘
129.0 18.00
3.0 213.0 m/z 59.95 83.36%
MR
0 \‘“‘H‘\hh“\ \}‘\H‘w il H‘w\ | “‘ “‘ “‘u\‘ o h‘ R RS R

0
50 100 150 200 250 300 350
0

-

o

I
m/z-->
Abundance #109281: Tetradecanoic acid
73.0
P \
18.00
5000 ITI/Z 41.00 69.15%
129.0
29. 185.0 228.0
oL ““ LM‘HW‘ u‘“‘“ {M‘\‘H} ‘\ | \‘m‘\ “\‘ \‘ ) “\‘ R e e
m/z--> 5 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid ——
73.0 18.00
m/z 57.05 65.14%
5000 129.0
29.0
‘ 199.0 2420
oL ‘L‘ H‘ M\‘u} “““ “ ;“ ‘i N “\‘ T P
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@37476.D

Acq On : 11 Nov 2022 20:41
Operator : CG/JU

Sample : N5531-08

Misc

ALS Vial : 9 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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.374 2.68 ng 309699  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 86
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 68
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64
Abundance Scan 2769 (19.374 min): BM037476.D\data.ms (-2765) (- | m/z 43.00 100.00%
5000 129.0 ¢/u\JthL
207.0 — ——
‘ ‘ H ‘ ‘ \ 28?'1 3551 415.1 19.00 19.50
0 H‘JH WWNQNNHMWJ‘w\NJ‘WM‘J““‘W‘H“‘uC“ m/z 73.00 96.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #179093: Octadecanoic acid
73.0
129.0
50007 28. 284.0 \‘ T
185.0 19.00 19.50
‘ m/z 59.95 91.48%
O' H\““‘\“‘L\‘I\““‘\““ﬂl H\“ ‘ ‘\ \“ \‘\ “ \‘ \‘ L\ \‘ “\ T \‘\ ‘ L ‘ L ‘ L
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 57.10 85.13%
199.0
i 11 TYR
TSN T S
m/z--> 50 100 150 200 250 300 350 400
Abundance #109281: Tetradecanoic acid — —
73.0 19.00 19.50
m/z 41.00 76.24%
5000
129.0
228.0
1 L st
o N R D
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@37476.D

Acq On : 11 Nov 2022 20:41
Operator : CG/JU

Sample : N5531-08

Misc

ALS Vial : 9 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 Heptadecyl trifluoroacetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.092 4.84 ng 558748  Chrysene-d12 21.380
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 93
2 Cyclotetracosane 336 C24H48 000297-03-0 93
3 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 90
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 90
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 90
Abundance Scan 3061 (21.091 min): BM037476.D\data.ms (-3057) (- | m/z 57.10 100.00%
57.1
- bjtﬂ
207.0 T \
H 1ﬁ51 ‘ 281.1 355.1 21.00
o bbb L 2831 39514160 4901549, 0 43 05 g6.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #261457: Heptadecy! trifluoroacetate
57.0
5000 — :
21.00
1p5.0 m/z 55.05 81.69%
0 | ‘ ‘\ |, 210.0 283.0
T ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244232: Cyclotetracosane
43.0
T T
21.00
5000 m/z 83.05 73.56%
111.0
0 J‘\ ‘ J\ 1\1|6.8 0 250.0 336 0
““‘H“‘ T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287613: Nonadecyl trifluoroacetate —
57.0 21.00
m/z 69.10 68.15%
5000
125.0
ALLLLLL 2380 3120
Ot L L e e e
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@37476.D

Acqg On : 11 Nov 2022 20:41
Operator : CG/JU

Sample : N5531-08

Misc

ALS vial : 9 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|
2-Pentanone, 4-... 4.916 21.1 ng 1566230 1 7.804 1481780 20.0
Ethanol, 2-(2-b... 10.398 2.7 ng 265308 2 10.604 1972460 20.0
n-Hexadecanoic ... 18.092 3.8 ng 504939 4 17.192 2627060 20.0
Octadecanoic acid 19.374 2.7 ng 309699 5 21.380 2308200 20.0
Heptadecyl trif... 21.092 4.8 ng 558748 5 21.380 2308200 20.0
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