LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100422\
Data File : BM@36828.D

Acqg On : 04 Oct 2022 14:43
Operator : CG/JU

Sample : N4785-03

Misc :

ALS vial : 5 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-BM100322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@36828.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.446 226 231 249 rVB 775376 1111863 3.82% 0.200%
2 5.063 330 336 350 rVB 2396921 3385278 11.63% 0.609%
3 5.528 408 415 432 rBV 7206212 10769196 36.98% 1.939%
4 7.134 679 688 707 rBV 7339488 11506241 39.52% 2.071%
5 7.392 725 732 743 rBV 6764778 9921249 34.07% 1.786%

6 7.857 803 811 821 rBV 4301156 6629819 22.77% 1
7 7.969 823 830 832 rVWW 1439223 2315405 7.95% @
8 8.004 832 836 848 rVB 9320468 14532612 49.91% 2.616%
9 9.051 1005 1014 1021 rBV 7004613 11264914 38.69% 2
9.139 1021 1029 1032 rVV 4235113 7104052 24.40% 1

11  9.181 1032 1036 1052 rVB 5449137 8877356 30.49% 1.598%
12 10.192 1200 1208 1221 rBV 7518109 11308999 38.84% 2.036%
13 10.780 1300 1308 1311 rBV 1909354 3231749 11.10% ©0.582%
14 10.833 1311 1317 1332 rVB 12771090 21555827 74.03% 3.880%
15 12.651 1615 1626 1640 rVB 2250979 3444824 11.83% 0.620%

16 12.774 1640 1647 1655 rBV2 4011591 5846816 20.08% 1.052%
17 13.227 1717 1724 1734 rBV 10844230 15627552 53.67% 2.813%
18 13.480 1759 1767 1778 rBV 7989482 11395074 39.13% 2.051%
19 14.063 1859 1866 1880 rBV 12084345 17148566 58.89%  3.087%
20 14.180 1880 1886 1896 rVV 4424290 5883987 20.21% 1.059%

21 14.327 1903 1911 1922 rBV 11929885 17843719 61.28% 3.212%
22 14.598 1950 1957 1962 rBV 2681035 3856229 13.24% 0.694%
23 14.663 1962 1968 1975 rVB 5854532 8164868 28.04% 1.470%
24 14.998 2014 2025 2041 rBV 11150179 15781470 54.20% 2.841%
25 15.415 2090 2096 2100 rBV 4717547 6408317 22.01% 1.154%

26 15.457 2100 2103 2115 rVB 736084 991328 3.40% 0.178%
27 15.639 2127 2134 2138 rBV2 14153848 22583759 77.56% 4.065%

28 15.668 2138 2139 2155 rVB 4807007 4890386 16.79%  ©.880%
29 15.851 2164 2170 2175 rBV 3975487 5170190 17.76% ©0.931%
30 16.080 2202 2209 2224 rBV 7064806 9959844 34.20% 1.793%
31 16.527 2279 2285 2293 rBV 5871531 7498396 25.75%  1.350%
32 16.639 2298 2304 2311 rBV 4731553 6425139 22.07% 1.157%
33 17.339 2414 2423 2426 rBV 2774214 4113444 14.13% 0.740%
34 17.380 2426 2430 2439 rVV 8780271 12066271 41.44% 2.172%

35 17.474 2439 2446 2466 rVB 18828639 27628977 94.88% 4.973%
36 17.745 2485 2492 2504 rBV 10278264 14278008 49.03% 2.570%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100422\
Data File : BM@36828.D

Acqg On : 04 Oct 2022 14:43
Operator : CG/JU

Sample : N4785-03

Misc

ALS vial : 5 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-BM100322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 19.386 2765 2771 2780 rBV 6149961 8158413 28.02% 1.469%
38 19.950 2862 2867 2880 rBV 14181836 17630879 60.55% 3.174%
39 21.421 3113 3117 3124 rBV 21741046 24424957 83.88% 4.397%
40 21.497 3124 3130 3135 rVV2 14384318 22493873 77.25% 4.049%

41 21.556 3135 3140 3155 rVB 20680558 27856611 95.67% 5.014%
42 22.356 3270 3276 3290 rVB 13262802 17797493 61.12% 3.204%
43 23.180 3413 3416 3419 rBV2 265589 373038 1.28% 0.067%
44 23.250 3419 3428 3442 rVB 14954637 28273959 97.10% 5.090%
45 23.827 3517 3526 3535 rBV 9565125 19485791 66.92%  3.508%

46 23.927 3537 3543 3560 rVB2 1733037 3561250 12.23% 0.641%
47 24.544 3644 3648 3654 rVB 409667 763786  2.62% ©.137%

48 26.462 3959 3974 3992 rVB2 9001447 29118504 100.00% 5.242%
49 27.203 4091 4100 4116 rVB 1603233 5071252 17.42% 0.913%

Sum of corrected areas: 555531530
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100422\

BM036828.D
: 04 Oct 2022 14:43
: CG/JU
: N4785-03
: 5 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM100322.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance TIC: BM036828.D\data.ms
2e+07
1.5e+07
10.833
1e+07 8.004
5.528 7134 00, 9.051 10.192
.181
5000000 7.85 9
5.063 9 10.780
L\, 4.446
0\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM036828.D\data.ms
2e+07 17.474
1.5e+07 15.639 19.950
14.063.327 14.998
13.227 : 17.745
1e+07 17 380
13.480
16.080
14.663 16.527 19.386
68 )
5000000 12774 14.18 15.418668 16.639
12.651 14.508 17.539
150457 L
orrr————7"H——r—— e e e e e
Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 15,50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM036828.D\data.ms
21212856
2e+07
21.497 23.250
1.5e+07 ’ 22.356
Le+07 23.827 26.462
5000000
23.927 27.203
NA,,,A.J 23.180 24.544 /\
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
Time--> 21.00 2150 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\BM100422\
Data File : BM@36828.D

Acqg On : 04 Oct 2022 14:43
Operator : CG/JU

Sample : N4785-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM100322.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 3-Penten-2-one, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.446 9.60 ng 1111860 1,4-Dichlorobenzene-d4 7.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
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, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 80
Abundance Scan 231 (4.446 min): BM036828.D\data.ms (-226) (-) m/z 83.00 100.00%

550 830
5000

‘ 4.20 4.40 4.60 4.80
‘“w‘H‘wwﬂw_“w\‘w‘H“_“w“u,u“399§“u m/z 54.95 85.59%

0
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 LU L L L L LA LN B

290 4.20 4.40 4.60 4.80
’ m/z 43.00  38.93%

Al w‘m N
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3553: 3-Hexen-2-one
55.0

o

83.0 E—————
29.0 4.20 4.40 4.60 4.80
5000 m/z 98.00 36.19%
0 e e e A\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- R R
55.0 83.0 4.20 4.40 4.60 4.80

m/z 39.00  27.28%

5000 K
27.0
0 ‘ ‘ I ‘\ | ‘\ | _ N

m/z--> 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100422\
Data File : BM@36828.D

Acqg On : 04 Oct 2022 14:43
Operator : CG/JU

Sample : N4785-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM100322.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.063 29.24 ng 3385280 1,4-Dichlorobenzene-d4 7.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
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 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 336 (5.063 min): BM036828.D\data.ms (-330) (-) m/z 43.00 100.00%

43.0
5000
101.0 R EEAREEaEmsman
‘ ‘ ( 4.80 5.00 5.20 5.40
ol . 1849 1905  28LY /7 59.e0  53.24%
miz-> 50 100 150 200 250
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R B L L R

4.80 5.00 5.20 5.40

m/z 101.00 19.20%
101.0
01‘3‘(‘)”“"“\“““\““w““\““\““
miz--> 50 100 150 200 250
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
4.80 5.00 5.20 5.40
5000 ITI z 58.00 16.55%
0 1260
Miz--> 50 100 150 200 250
Abundance #4156: 1-Propen-2-ol, acetate R A RRRER R ‘ ‘
43.0 4.80 5.00 5.20 5.40

m/z 41.00 8.37%

5000
100.0
0 | I | |

m/z--> 50 100 150 200 250 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100422\
Data File : BM@36828.D

Acqg On : 04 Oct 2022 14:43
Operator : CG/JU

Sample : N4785-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM100322.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 3 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.180 2.09 ng 373038 Perylene-d12 23.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 70
2 Hexadecane 226 C1l6H34 000544-76-3 55
3 Heneicosane 296 C21H44 000629-94-7 49
4 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 49
5 Heptacosane 380 C27H56 000593-49-7 49

Abundance Scan 3416 (23.180 min): BM036828.D\data.ms (-3413) (- | m/z 57.00 100.00%
57.0

-

5000 252.0
— ‘
‘ ‘ ‘ in131 207.0 23.00 23.50
S —) T 1889, | . | 30903571 4169 .., 7165  73.13%
miz--> 50 100 150 200 250 300 350 400
Abundance #176384: Eicosane
57.0
5000 e ——

23.00 23.50
m/z 43.00 60.17%

LT 2690 2250 2020
O\\‘\‘\‘ “‘\‘\“\‘\‘\““‘\'\\‘\‘\\\1‘\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #107216: Hexadecane
57.0
— —
23.00 23.50
5000 m/z 85.10  53.11%
oL -HLLLLT 2 1690 2260
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane T T
57.0 23.00 23.50
m/z 252.00  48.39%
5000 J\
0 11169022502960 A
m/z--> 50 100 150 200 250 300 350 400 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100422\
Data File : BM@36828.D

Acqg On : 04 Oct 2022 14:43
Operator : CG/JU

Sample : N4785-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM100322.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 Nonadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.544 4.29 ng 763786  Perylene-di2 23.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Hexacosane 366 C26H54 000630-01-3 93
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 91
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 3648 (24.544 min): BM036828.D\data.ms (-3644) (- | m/z 57.00 100.00%

57.0
5000
——

‘ 1 ‘ ]H131 207.0 24.50
ol b L 2839 3550 4169 L2116 72.98%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #158597: Nonadecane
57.0

5000 \
2450

43.00 57.58%

|‘ ‘ 13.0 169.0 268.0
O \‘\ ‘\“ T \H‘\“‘ \“\“\ \‘ “\ T \ T ’ TTTT ‘ \‘\ T ’ T 1T ‘ T 1T ‘ T 1T ‘ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane

57.0

2450
5000 m/z 85.10 52.50%
13.
oL LLLLLTT ) 1000 2250 2050 sero
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194597: Pentadecane, 8-hexyl- =t
43.C 24.50

55.00  21.64%

5000
196.0
‘hhm‘d\\‘ || 2520

m/z--> 50 100 150 200 250 300 350 400 450 24-50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100422\
Data File : BM@36828.D

Acqg On : 04 Oct 2022 14:43
Operator : CG/JU

Sample : N4785-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM100322.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|
3-Penten-2-one,... 4.446 9.6 ng 1111860 1 7.969 2315410 20.0
2-Pentanone, 4-... 5.063 29.2 ng 3385280 1 7.969 2315410 20.0
Eicosane 23.180 2.1 ng 373038 6 23.927 3561250 20.0
Nonadecane 24.544 4.3 ng 763786 6 23.927 3561250 20.0

8270-BM100322.M Thu Oct 06 15:15:53 2022 Pag 8



