LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60222\
Data File : BM@35375.D

Acqg On : 02 Jun 2022 22:55
Operator : CG/JU

Sample : N3108-03

Misc :

ALS Vvial : 10 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-BM060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BM@35375.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 4.969 314 320 331 rBV 263285 382084 5.12% 1.130%
2 5.434 393 399 415 rBV 1538127 2290542 30.66% 6.776%
3 7.034 662 671 687 rBV 1353183 2321458 31.08% 6.868%
4 7.851 803 810 819 rBV 470216 763959 10.23%  2.260%
5 9.010 997 1007 1021 rBV 888878 1521791 20.37% 4.502%
6 10.651 1277 1286 1304 rBV 627428 1109276 14.85% 3.282%
7 13.116 1696 1705 1721 rBV 3031565 4494271 60.17% 13.296%
8 14.492 1932 1939 1955 rVB 1088361 1632881 21.86% 4.831%
9 15.980 2186 2192 2210 rBV 2220996 3281505 43.93% 9.708%
10 17.233 2399 2405 2420 rBV 1364831 2004580 26.84% 5.930%
11 18.139 2554 2559 2568 rBV 275381 433935 5.81% 1.284%
12 19.415 2772 2776 2785 rBV 182942 287967 3.86% 0.852%

13 19.862 2846 2852 2862 rBV 6016240 7469577 100.00% 22.097%
14 21.133 3064 3068 3074 rBV 481319 613227  8.21% 1.814%
15 21.415 3112 3116 3125 rBV 1925740 2479551 33.20% 7.335%

16 23.774 3511 3517 3527 rVB2 1390787 2716300 36.36% 8.036%

Sum of corrected areas: 33802904
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 02 Jun 2022 22:55
: CG/IU
: N3168-03

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM060222\
BM@35375.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM035375.D\data.ms

5.434 7034

9.010 10.651
4,969 7.851

o

Time-->

3.50

4.00

4.50

5.00

5.50

6.00

6.50

7.00 750 8.00

8.50

9.00

T
9.50

10.00 10,50 11.00 11.50

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM035375.D\data.ms

19.862

13.116

15.980

17.233
14.492

18.139 19.415

0
Time-->

12.00 1250 13.00 13,50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BM035375.D\data.ms

21.415
23.774

21.133

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

8270-BM060222.M Fri Jun 03 18:39:03 2022

Page: 2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60222\
Data File : BM@35375.D

Acqg On : 02 Jun 2022 22:55
Operator : CG/JU

Sample : N3108-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.969 10.00 ng 382084 1,4-Dichlorobenzene-d4 7.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 320 (4.969 min): BM035375.D\data.ms (-314) (-) m/z 43.00 100.00%
43.0
5000 /L
101'1 \‘\\\\‘\\\\‘\\\\‘\\\\’\
| ‘ 4.60 4.80 5.00 5.20
Otk 303909 m/z s59.10  59.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI AL L L L L BN R B
4.60 4.80 5.00 5.20
‘ 101.0 m/z 101.10 24.19%
O\\\\‘\\‘\\“h\\\\‘\\\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
T
4.60 4.80 5.00 5.20
5000 m/z 58.05 14.94%
0 37.0 126.0
R A S BARREREEES R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4529: 2,3-Butanedione, monooxime ST TR
43.0 4.60 4.80 5.00 5.20
m/z 41.00 9.47%
5000
101.0
15.0
0 ‘ il 1l ‘ 69 0
e e e L L
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60222\
Data File : BM@35375.D

Acqg On : 02 Jun 2022 22:55
Operator : CG/JU

Sample : N3108-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 3
R.T. EstConc Area Relative to ISTD R.T.
18.139 4.33 ng 433935  Phenanthrene-d10 17.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 2559 (18.139 min): BM035375.D\data.ms (-2554) (- | m/z 73.00 100.00%
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50

1l 256.1 ‘18‘00‘ is‘sd

0 \ M‘h“\ ‘1‘““\“‘1 by ‘\‘ “‘ \‘H“‘ Gl ‘L‘ e ‘3‘4‘1-" m/z 43.05 81.54%
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73.0 18.00 18.50

m/z 55.05 63.66%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60222\
Data File : BM@35375.D

Acqg On : 02 Jun 2022 22:55

Operator : CG/JU

Sample : N3108-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters:

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
Concentration Rank 4

Peak Number 3 Octadecanoic acid

R.T. EstConc Area Relative to ISTD R.T.
19.415 2.32 ng 287967  Chrysene-di12 21.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74

Abundance Scan 2776 (19.415 min): BM035375.D\data.ms (-2772) (- | m/z 73.00 100.00%
73.0
5000 ¢MAWMMJMNA\WAWMMNJM
—
19.50
0 m/z 43.00 90.68%
miz--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 ——
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185.0 2410 284.0 m/z 59.95  85.09%
O' “M‘ M \“‘\ \‘\‘\"
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—
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5000 m/z 57.10 79.53%
172.0
N
m/z--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid —
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m/z 55.00 70.45%
5000 129.0
29.
‘ 199.0 2420
ol L L 1 o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60222\
Data File : BM@35375.D

Acqg On : 02 Jun 2022 22:55
Operator : CG/JU

Sample : N3108-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 4 5-Eicosene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.133 4.95 ng 613227  Chrysene-di2 21.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 98
2 1-Hexacosene 364 C26H52 018835-33-1 95
3 1-Octadecene 252 C18H36 000112-88-9 95
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94

Abundance Scan 3068 (21.133 min): BM035375.D\data.ms (-3064) (- | m/z 57.05 100.00%

57.0
5000

1p5.1 = e
L] LI 207.0 21.00 21.50
g

281.1
A ST 2811 3551 42014893 0 4305 g5 15y

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #173729: 5-Eicosene, (E)-
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57.0 21.00 21.50

m/z 97.05 73.62%

5000
125.0
L as20 2520

A T
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM060222\
Data File : BM@35375.D

Acqg On : 02 Jun 2022 22:55
Operator : CG/JU

Sample : N3108-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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-... 4.969 10.0 ng 382084 1 7.851 763959 20.0
n-Hexadecanoic ... 18.139 4.3 ng 433935 4 17.233 2004580 20.0
Octadecanoic acid 19.415 2.3 ng 287967 5 21.415 2479550 20.0
5-Eicosene, (E)- 21.133 5.0 ng 613227 5 21.415 2479550 20.0

8270-BM@60222.M Fri Jun ©3 18:39:06 2022 Pag 7



