LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101191.D

Aca On : 7 Dec 2017 2:45

Operator : SJ/JU

Sample : 16656-04 2X

Misc :

ALS Vial : 31 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF113017.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 5.057 502 505 513 rBV 24207 28477 5.68% 0.529%
2 5.457 570 573 586 rBV 404895 395060 78.87% 7.334%
3 6.451 740 742 743 rBV 8763 6613 1.32% 0.123%
4 6.475 743 746 758 rVB 456543 409433 81.74% 7.601%
5 6.616 766 770 773 rBV 520845 439750 87.79% 8.164%
6 6.845 806 809 813 rBV 318884 249203 49.75% 4.626%
7 6.998 832 835 839 rBV 412098 359514 71.77% 6.674%
8 7.410 901 905 917 rBV 290739 254824 50.87% 4_.731%
9 8.128 1024 1027 1034 rBV 368698 298456 59.58% 5.541%
10 9.198 1206 1209 1220 rBV 558027 500925 100.00% 9.299%
11 9.275 1220 1222 1225 rVB 7989 6299 1.26% 0.117%
12 9.598 1270 1277 1283 rBV 29187 30151 6.02% 0.560%
13 9.804 1309 1312 1314 rBV 16449 11964 2.39% 0.222%
14 9.886 1322 1326 1330 rBV 309344 295830 59.06% 5.492%
15 10.304 1394 1397 1399 rVB 15898 12270 2.45% 0.228%
16 10.674 1456 1460 1467 rBV 194005 172539 34.44% 3.203%
17 10.774 1474 1477 1482 rBV 12952 13768 2.75% 0.256%
18 11.374 1575 1579 1581 rBvV 305343 253201 50.55% 4 _700%
19 11.398 1581 1583 1589 rVB 63492 50613 10.10% 0.940%
20 11.610 1615 1619 1623 rBV 6174 7055 1.41% 0.131%
21 11.886 1662 1666 1668 rBV2 8011 13510 2.70% 0.251%
22 11.986 1680 1683 1686 rBV2 11503 10915 2.18% 0.203%
23 12.168 1709 1714 1717 rBv4 5643 6658 1.33% 0.124%
24 12.204 1717 1720 1724 rVB2 13255 11373 2.27% 0.211%
25 12.586 1782 1785 1789 rVB 115932 93896 18.74% 1.743%
26 12.674 1798 1800 1805 rBV6 3324 5735 1.14% 0.106%

27 12.815 1818 1824 1831 rBV 86296 100809 20.12% 1.871%
28 12.957 1844 1848 1851 rBV 444209 379102 75.68% 7.038%

29 13.039 1858 1862 1865 rVB5 6486 9012 1.80% 0.167%
30 13.145 1874 1880 1883 rBV2 14886 24821 4._.96% 0.461%
31 13.215 1889 1892 1894 rVB2 8409 7374 1.47% 0.137%
32 13.245 1894 1897 1901 rBvV4 9169 12805 2.56% 0.238%
33 13.339 1911 1913 1917 rVB3 7304 8895 1.78% 0.165%
34 13.374 1917 1919 1922 rBV3 6607 8018 1.60% 0.149%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101191.D

Aca On : 7 Dec 2017 2:45

Operator : SJ/JU

Sample : 16656-04 2X

Misc :

ALS Vial : 31 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF113017 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.515 1940 1943 1945 rBv4 5130 7312 1.46% 0.136%
36 13.657 1965 1967 1970 rBV2 8371 7044 1.41% 0.131%
37 13.768 1983 1986 1988 rBV 15494 14474 2.89% 0.269%
38 13.792 1988 1990 1992 rVB2 8308 6006 1.20% 0.111%
39 13.845 1993 1999 2001 rVV6 26350 34899 6.97% 0.648%
40 13.868 2001 2003 2006 rVvv2 12645 12202 2.44% 0.227%
41 13.933 2012 2014 2017 rBV4 8602 9462 1.89% 0.176%
42 13.980 2020 2022 2024 rBV2 21778 20602 4_.11% 0.382%
43 14.021 2024 2029 2031 rVvv2 300543 334925 66.86% 6.218%
44 14.045 2031 2033 2035 rVB 45771 37243 7.43% 0.691%
45 15.062 2204 2206 2211 rBVY 36379 53545 10.69% 0.994%

46 15.498 2276 2280 2284 rVB 179125 229674 45.85% 4.264%
47 16.180 2393 2396 2406 rVB3 64460 130494 26.05% 2.422%

Sum of corrected areas: 5386750
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF120617\

BF101191.D

7 Dec 2017  2:45

SJ/Ju

16656-04 2X

31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101191.D

Aca On : 7 Dec 2017 2:45

Operator : SJ/JU

Sample : 16656-04 2X

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

5.06 2.29 ng 28477 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 7

Abundance Scan 505 (5.057 min): BF101191.D (-502) (-) m/z 43.10 100.00%
43
59
5000
101 AR R S LS A
| 480 5.00 5.20 5.40
ot e e e m/z 59.10 55.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A I LR I I
59 480 5.00 520 540
m/z 101.00 21.57%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540
5000 m/z 58.00 15.67%
101
o 15 25 31 37 51 %8 g9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3236: 4-Penten-2-one, 4-methyl- R L EREEEmEa
43 4.80 5.00 5.20 5.40
m/z 41.10 10.19%
5000
29 | 55 83 98
R U L S UL SIS I I SIS I B U L R R I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101191.D

Aca On : 7 Dec 2017 2:45

Operator : SJ/JU

Sample : 16656-04 2X

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.62 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.62 35.29 ng 439750 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1-Methvilpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 771 (6.622 min): BF101191.D (-766) (-) m/z 132.00 100.00%
32
5000
68
0 54 || 75 9 104 6.20 6.40 6.60 6.80 7.00
Obrrprrrr e b o ke bt il | M/Z 134.00 33.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 UL AR IS A A
a1 o7 6.20 6.40 6.60 6.80 7.00
53 117 m/z 68.10 28.40%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.00 18.39%
104

66 77

14 27 37 4451 5 89 97 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine e R e

132 6.20 6.40 6.60 6.80 7.00
m/z 96.10 11.95%

5000
104
65
39 51 78

! M A TR [ N NN N N | N S | —

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101191.D

Aca On : 7 Dec 2017 2:45

Operator : SJ/JU

Sample : 16656-04 2X

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknownl3.84 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.84 2.08 ng 34899 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. pentade... 318 C18H35CI02 1000292-44-1 38
2 Heptadecanoic acid. heptadecvl e... 509 C34H6802 036617-50-2 38
3 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 35
4 Trihexadecvl borate 735 C48H99B0O3 002665-11-4 30
5 Dichloroacetic acid, tetradecyl ... 324 C16H30CI1202 083005-02-1 30
Abundance Scan 1998 (13.839 min): BF101191.D (-1993) (-) m/z 57.10 100.00%
g7
97 229
5000
159
12 201 U DN BN SRR
| 13.60 13.80 14.00 14.20
Ok B o m/z 43.10 88.43%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #159663: 2- Chloropropionic acid, pentadecy! ester
57
5000 HRIR DN BN SRR
13.60 13.80 14.00 14.20
29 m/z 97.05 74.23%
o) J. “.‘ I‘ !
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
1360 13.80 14.00 14.20
5000 83 m/z 55.00 70.27%
111
. 139 179 210238 271 508
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #190374: Pentafluoropropionic acid, tetradecy! ester R AR Em s
57 g3 13.60 13.80 14.00 14.20
m/z 229.10 70.12%
5000 111
2 196
. L | [1401981%0 241 342
mz-> 0 50 100 150 200 250 300 350 400 450 500 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101191.D

Aca On : 7 Dec 2017 2:45

Operator : SJ/JU

Sample : 16656-04 2X

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 28-Nor-17.beta.(H)-hopane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.18 11.36 ng 130494 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 62
2 Benzene. 1.1°-T1l.2-cvclohexanedi... 300 C18H20S2 1000362-19-6 38
3 Propenamide. 3-(3.4-dimethoxvphe... 313 C18H19NO4 339165-72-9 38
4 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 37
5 Anthracene, 9-butyl- 234 C18H18 001498-69-7 27
Abundance Scan 2396 (16.180 min): BF101191.D (-2393) (-) m/z 191.15 100.00%
191
5000
81 109
55 163 B e e
135 220,44 262 293313 383 15.80 16.00 16.20 16.40
0 Lt Tm/z 177.20 40.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #211535: 28-Nor-17.beta.(H)-hopane
191
5000 BN SRR SN
109 15.80 16.00 16.20 16.40
135 398 m/z 81.10 38.19%
G I
0...| “W“.“.‘.‘k.‘.”‘. ‘“.‘...‘l...luuuuluuulu‘lu
m/z--> 50 100 150 200 250 300 350 400
Abundance
81 191
15.80 16.00 16.20 16.40
5000 123 m/z 109.10 34 .15%
300
o2 53 149 218
m/z--> 50 100 150 200 250 300 350 400
Abundance #155539: Propenamide, 3-(3,4-dimethoxyphenyl)-N-(4-methoxy... B e e e
191 15.80 16.00 16.20 16.40
m/z 95.05 30.15%
123
5000
51 77 163 313
ob ik @fh a0 | fou 253 o84 | I
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF120617\
Data File : BF101191.D

Acq On > 7 Dec 2017 2:45

Operator : SJ/JU

Sample : 16656-04 2X

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .M
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]
2-Pentanone, 4-hy... 5.06 2.3 ng 28477 1 6.85 249203 20.0
unknown6 .62 6.62 35.3 ng 439750 1 6.85 249203 20.0
unknownl13.84 13.84 2.1 ng 34899 5 14.02 334925 20.0
28-Nor-17 .beta.(H... 16.18 11.4 ng 130494 6 15.50 229674 20.0

8270-BF113017.M Thu Dec 07 11:28:04 2017 Page: 8



