LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060721\
Data File : BF124168.D

Acqg On : 7 Jun 2021 21:28
Operator : JU/CG

Sample : M2589-18 10X

Misc :

ALS Vvial : 19 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_F\METHODS\8270-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124168.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.434 395 399 404 rBB 110469 118867 37.90% 5.153%
2 5.057 501 565 511 rVB 96603 90817 28.96% 3.937%
3 6.504 748 751 754 rBV 15922 12981 4.14% 0.563%
4 6.857 808 811 815 rBV 306460 244192 77.86% 10.585%
5 7.416 903 906 911 rBV 42237 34024 10.85% 1.475%
6 8.145 1026 1030 1033 rBV 353737 288994 92.15% 12.527%
7 9.216 1209 1212 1218 rBB 77879 55082 17.56% 2.388%
8 9.898 1325 1328 1332 rBV 422430 313610 100.00% 13.594%
9 10.816 1478 1484 1489 rVB2 3137 5517 1.76% 0.239%
10 11.245 1555 1557 1560 rBV 3856 4189 1.34% 0.182%
11 11.386 1577 1581 1584 rBV 345255 285209 90.94% 12.363%
12 11.674 1625 1630 1632 rVB2 3630 4437 1.41% 0.192%
13 11.721 1635 1638 1641 rVB 3579 4220 1.35% 0.183%
14 11.769 1641 1646 1648 rBV2 4322 6671 2.13% 0.289%
15 11.921 1665 1672 1674 rBV4 5187 11669 3.72% 0.506%
16 12.080 1696 1699 1702 rBV2 4005 5011 1.60% 0.217%
17 12.210 1718 1721 1723 rVB3 5458 4250 1.36% 0.184%
18 12.433 1756 1759 1760 rBV3 3601 4487 1.43% 0.195%
19 12.604 1785 1788 1791 rVB2 15340 14833 4.73% 0.643%
20 12.763 1813 1815 1816 rBV2 5518 4383 1.40% 0.190%
21 12.827 1824 1826 1832 rVB 14847 21066 6.72% 0.913%
22 12.916 1838 1841 1843 rBv4 4921 5190 1.65% 0.225%
23 12.968 1847 1850 1853 rBV 82989 69798 22.26% 3.026%
24 13.027 1858 1860 1861 rBV2 6242 4642 1.48% 0.201%
25 13.151 1879 1881 1883 rBV3 6558 4998 1.59% 0.217%
26 13.198 1887 1889 1891 rBV3 7475 7900 2.52% 0.342%
27 13.221 1891 1893 1895 rVB3 7359 5168 1.65% 0.224%
28 13.321 1908 1910 1911 rBV2 8389 6230 1.99% 0.270%
29 13.357 1914 1916 1917 rBV2 7290 5031 1.60% 0.218%
30 13.398 1921 1923 1925 rBV3 5932 5485 1.75% 0.238%
31 13.451 1929 1932 1934 rBV4 18477 15891 5.07% ©0.689%
32 13.486 1936 1938 1939 rBV2 6543 5104 1.63% 0.221%
33 13.510 1939 1942 1944 rVB4 8673 7841 2.50% 0.340%
34 13.533 1944 1946 1948 rBV3 12423 11857 3.78% 0.514%
35 13.580 1953 1954 1958 rBV3 7809 10930 3.49% 0.474%
36 13.780 1986 1988 1989 rVB2 11213 4909 1.57% 0.213%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060721\
Data File : BF124168.D

Acqg On : 7 Jun 2021 21:28
Operator : JU/CG

Sample : M2589-18 10X

Misc :

ALS Vvial : 19 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_ F\METHODS\8270-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.945 2014 2016 2019 rBv4 9238 11257 3.59% 0.488%
38 14.033 2026 2031 2035 rBV 262210 278861 88.92% 12.088%
39 14.168 2053 2054 2055 rBV 19225 9405 3.00% 0.408%
40 14.545 2116 2118 2119 rBV2 15552 6307 2.01% 0.273%
41 15.445 2268 2271 2273 rBv4 24019 31696 10.11% 1.374%
42 15.515 2279 2283 2292 rVB 151733 204944 65.35% 8.884%
43 16.474 2444 2446 2447 rBV2 13409 9375 2.99% 0.406%
44 17.445 2609 2611 2613 rBV3 12701 10376 3.31% 0.450%
45 18.092 2719 2721 2724 rBvV4 12331 13372 4.26% 0.580%
46 18.145 2728 2730 2731 rBV2 12894 10676 3.40% 0.463%
47 18.180 2735 2736 2737 rBV 13561 6144 1.96% 0.266%
48 18.886 2854 2856 2858 rBvV3 12799 8999 2.87% 0.390%
Sum of corrected areas: 2306895
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M2589-18 10X

: 19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060721\
BF124168.D

7 Jun 2021 21:28

Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060721\
Data File : BF124168.D

Acqg On : 7 Jun 2021 21:28
Operator : JU/CG

Sample : M2589-18 10X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 3-Penten-2-one, 4-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.434 9.74 ng 118867 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 90
2 3-Hexen-2-one 98 C6H100 000763-93-9 86
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 72
4 1-Butene, 2,3,3-trimethyl- 98 C7H14 000594-56-9 72
5 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 72
Abundance Scan 399 (4.434 min): BF124168.D\data.ms (-395) (-) m/z 55.10 100.00%
55.1 83.1
5000
43.0 98.1
S RRARN AR e
| era 4.20 4.40 4.60 4.80
Obrr e el e e e m/z 83.10 94.79%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L B I L A BN U
43.0 98.0 4.20 4.40 4.60 4.80
29.0
m/z 43.00 28.62%
‘\ Ll 7.0 |
OH\‘\H\‘H‘H‘H\‘\iHH‘HH‘HH‘HH"HH’HH"HH
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3157: 3-Hexen-2-one
83.0
55.0 )
 BLARN AR
43.0 4.20 4.40 4.60 4.80
5000 m/z 98.10 24.83%
29.0
98.0
\‘ “\‘\ u\m 690 |
Ot et e e e e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404 2-Pentene, 3,4-dimethyl-, (E)- S RRARN AR e
55.0 83.0 4.20 4.40 4.60 4.80
m/z 39.10 23.11%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
oH“H“wHH“Hm;1‘HMMH““;Hu,ulu,um,uu SNNSNS | E——
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060721\
Data File : BF124168.D

Acqg On : 7 Jun 2021 21:28
Operator : JU/CG

Sample : M2589-18 10X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.057 7.44 ng 90817 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 37
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 505 (5.057 min): BF124168.D\data.ms (-501) (-) m/z 42.95 100.00%

43.0
59.0
5000
101.1 R ARREEE
‘ ‘\ | ‘ 83.1 4.80 5.00 5.20 5.40
ottt e m/z 59.00 78.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I L LI L B
59.0 4.80 5.00 5.20 5.40
m/z 101.10  21.97%
O \\‘\\\\‘\\Wﬁﬁ;(\)\\“‘}i\\‘\\}\‘\\\\‘\\\\8‘:\3‘\.0\\‘\\\]-\()“]\“\0\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4324 3-Hydroxy-3-methyl-2-butanone
59.0
S RRARMEEE
4.80 5.00 5.20 5.40
58.00  19.35%
5000 43.0 m/z
31.0
15.0 ‘ M 87.0
Ot e e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- S RRARMEEE
59.0 4.80 5.00 5.20 5.40
m/z 41.00 13.02%
5000
101.0
41.0
b 2B ety TR0 830
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060721\
Data File : BF124168.D

Acqg On 7 Jun 2021 21:28

Operator : JU/CG

Sample : M2589-18 10X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 unknownl5.445 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.445 3.09 ng 31696 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,4-dibromo- 250 C6H4Br20 000615-58-7 38
2 2-Pyridinamine, 3,5-dibromo- 250 C5H4Br2N2 035486-42-1 38
3 Anthraquinone-2-carboxylic acid 252 C15H804 000117-78-2 35

4 Phenyl-(5-phenylthiazol-2-yl)-amine 252
5 2-[2',4'-Dichlorophenyl]-7-methy... 287

C15H12N2S
C16H11C12N

Abundance Scan 2271 (15.445 min): BF124168.D\data.ms (-2268) (-,

306321-46-0 35
1000253-84-3 32

m/z 69.10 100.00%

[e
691 252.1
5000
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313.0 —
| L st
oHH_ H TS m/z 252.10  82.43%
mlz--> 100 150 200 250 300 350 400
Abundance #102631: Phenol, 2,4-dibromo-
252.0
5000 63.0
15.50
143.0 ITI/Z 215.10 44.74%
O T \“\ ‘\“ \““\‘“\“ \H\‘h\ \‘M’ T ““:\L9\7‘ \O\ T L ‘ L ‘ L ’ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #102622: 2-Pyridinamine, 3,5-dibromo-
92.0 252.0
15.50
5000 ITI/Z 55.00 39.12%
C“ 171.0
olrabadb b |
m/z--> 50 100 150 200 250 300 350 400
Abundance #103991: Anthraquinone-2-carboxylic acid P
252.0 15.50
m/z 175.30  38.22%
5000
151.0 207.
75.0
280 | o] 1]
omumwmm,” A WL
m/z--> 50 100 150 200 250 300 350 400 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060721\
Data File : BF124168.D

Acqg On : 7 Jun 2021 21:28
Operator : JU/CG

Sample : M2589-18 10X

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
3-Penten-2-one,... 4.434 9.7 ng 118867 1 6.857 244192 20.0
2-Pentanone, 4-... 5.057 7.4 ng 90817 1 6.857 244192 20.0
unknown15.445 15.445 3.1 ng 31696 6 15.515 204944 20.0
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