LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\
Data File : BF113565.D

Acq On > 4 Apr 2019 1:48

Operator : JU/SJ

Sample : K2197-01 2X

Misc :

ALS Vial : 17 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 - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 height area % max. total
1 5.293 542 545 566 rBV 1123952 1244897 86.14% 6.950%
2 6.328 718 721 739 rBV 1315742 1397788 96.72% 7.803%
3 6.457 739 743 751 rVvV 1426887 1307957 90.51% 7.302%
4 6.687 778 782 791 rBV 799524 768233 53.16% 4.289%
5 6.840 804 808 825 rBV 1239698 1060463 73.38% 5.920%
6 7.245 874 877 884 rBVY 832312 748537 51.80% 4.179%
7 7.969 996 1000 1007 rBV 998491 935437 64.73% 5.222%
8 8.686 1119 1122 1129 rVB 16923 18358 1.27% 0.102%
9 8.781 1134 1138 1143 rBV 30003 29303 2.03% 0.164%
10 9.045 1179 1183 1194 rBV 1744565 1445167 100.00% 8.068%
11 9.133 1194 1198 1202 rBV3 12911 17529 1.21% 0.098%
12 9.316 1223 1229 1233 rBV 22504 30284 2.10% 0.169%
13 9.386 1237 1241 1243 rVV 37860 40876 2.83% 0.228%
14 9.439 1247 1250 1255 rVvv 108529 115076 7.96% 0.642%
15 9.498 1258 1260 1266 rVB 18808 23994 1.66% 0.134%
16 9.581 1272 1274 1280 rBV 33157 33252 2.30% 0.186%
17 9.722 1292 1298 1301 rBV 1086698 901166 62.36% 5.031%
18 9.751 1301 1303 1308 rVB 51054 51444 3.56% 0.287%
19 9.928 1329 1333 1337 rBvY 45159 42828 2.96% 0.239%
20 10.039 1347 1352 1355 rBV2 21284 25085 1.74% 0.140%
21 10.133 1363 1368 1369 rBV2 16185 20326 1.41% 0.113%
22 10.269 1388 1391 1396 rVB 69886 68253 4.72% 0.381%
23 10.428 1415 1418 1422 rVB3 16295 17574 1.22% 0.098%
24 10.510 1429 1432 1445 rVB 626495 618531 42.80% 3.453%
25 10.633 1451 1453 1460 rVB5 28956 42381 2.93% 0.237%
26 10.816 1480 1484 1487 rBV2 24648 34665 2.40% 0.194%
27 11.104 1531 1533 1538 rVB2 39141 48080 3.33% 0.268%

28 11.204 1546 1550 1552 rBV 1046178 868142 60.07% 4.847%
29 11.227 1552 1554 1558 rVvVv 390059 311387 21.55% 1.738%
30 11.280 1558 1563 1567 rVB 146975 134505 9.31% 0.751%

31 11.322 1567 1570 1573 rBV2 19644 21038 1.46% 0.117%
32 11.439 1587 1590 1594 rBV 35295 44578 3.08% 0.249%
33 11.533 1603 1606 1612 rVB 21862 32450 2.25% 0.181%
34 11.622 1616 1621 1624 rVB 16920 23926 1.66% 0.134%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\
Data File : BF113565.D

Acq On > 4 Apr 2019 1:48

Operator : JU/SJ

Sample : K2197-01 2X

Misc :

ALS Vial : 17 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 - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.704 1632 1635 1638 rBV 72333 75402 5.22% 0.421%
36 11.733 1638 1640 1646 rVvVv 78044 92359 6.39% 0.516%
37 11.780 1646 1648 1651 rVvV 27610 28201 1.95% 0.157%
38 11.816 1651 1654 1657 rVV 118003 122391 8.47% 0.683%
39 11.839 1657 1658 1664 rVB 62914 47340 3.28% 0.264%
40 11.916 1668 1671 1673 rVB3 18695 18435 1.28% 0.103%
41 11.939 1673 1675 1679 rBVY 22351 21131 1.46% 0.118%
42 11.998 1683 1685 1688 rBVY 34823 36606 2.53% 0.204%
43 12.133 1705 1708 1709 rBV2 20631 22739 1.57% 0.127%
44 12.180 1714 1716 1719 rBV 37042 40607 2.81% 0.227%
45 12.257 1725 1729 1731 rBVY 87455 92843 6.42% 0.518%
46 12.298 1731 1736 1741 rVV5 65793 139419 9.65% 0.778%
47 12.345 1741 1744 1747 rVB3 27385 37175 2.57% 0.208%
48 12.416 1752 1756 1759 rBV 382057 332480 23.01% 1.856%
49 12.457 1760 1763 1765 rBV3 27684 33170 2.30% 0.185%
50 12.645 1789 1795 1797 rBV 331716 369910 25.60% 2.065%
51 12.669 1797 1799 1802 rVV2 59734 54056 3.74% 0.302%
52 12.704 1802 1805 1808 rVB3 40025 46112 3.19% 0.257%
53 12.786 1815 1819 1822 rBV 1570613 1327316 91.85% 7.410%
54 12.969 1848 1850 1854 rVB 75727 86771 6.00% 0.484%
55 13.039 1857 1862 1865 rVVv2 66645 98247 6.80% 0.548%
56 13.074 1866 1868 1874 rVB2 53234 67225 4._.65% 0.375%
57 13.169 1882 1884 1887 rVB 40326 27475 1.90% 0.153%
58 13.198 1887 1889 1892 rBV 37467 36168 2.50% 0.202%
59 13.698 1971 1974 1976 rBV 62275 64175 4.44% 0.358%

60 13.839 1994 1998 2001 rBV2 919253 942249 65.20% 5.260%
61 14.315 2077 2079 2082 rVB 93048 72175 4._.99% 0.403%
62 14.610 2127 2129 2133 rBV2 132015 111025 7.68% 0.620%

63 14.921 2180 2182 2186 rVB 161876 161725 11.19% 0.903%
64 15.251 2235 2238 2248 rVB2 479144 783994 54 _25% 4._.377%

Sum of corrected areas: 17912431
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\
Data File : BF113565.D

Acq On > 4 Apr 2019 1:48

Operator : JU/SJ

Sample : K2197-01 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF113565.D

1500000 6.46

6.33
6.84

5.29

1000000
6. 69 7 . 25

500000

Tt e

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF113565.D

1500000

9.72 11.20

1000000 ;%7

10.51

500000 12.42 12 65

o IL 8.878 J@;ggg/%éjeqii}j‘-759-%mf&2]o.

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF113565.D
1500000
13.84
1000000 1525

14.61 14.92
14.32

500000

o

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\
Data File : BF113565.D

Acq On > 4 Apr 2019 1:48

Operator : JU/SJ

Sample : K2197-01 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.46 Concentration Rank 1

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

6.46 34.05 ng 1307960 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 16
4 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 743 (6.457 min): BF113565.D (-739) (-) m/z 131.90 100.00%
5000 68
40 %6 J 620 6.40 6.60 6.80
54 - - - -
o Lrer L asus )~ m/z 68.00 37.65%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 RS RSN RSN L
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 33.14%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80
5000 67 m/z 66.00 24.75%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80
24 m/z 68.95 14 _.29%
5000 og 0
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\
Data File : BF113565.D

Acq On > 4 Apr 2019 1:48

Operator : JU/SJ

Sample : K2197-01 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 Anthracene, 1l-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.73 2.13 ng 92359 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 97
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
4 Phenanthrene, 1l-methyl- 192 C15H12 000832-69-9 93
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 93
Abundance Scan 1639 (11.727 min): BF113565.D (-1638) (-) m/z 192.00 100.00%
192
5000
30 51 63 8 9 495 133 150 165 1g5 208 11.40 11.60 11.80 12.00
o} m/z 191.00 55.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54740: Anthracene, 1-methyl-
192
5000
11.40 11.60 11.80 12.00
82 o4 165 m/z 189.00 33.79%
ol 1627 39 51 63 | | 115126 139150 | 176 Al
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192
11.40 11.60 11.80 12.00
5000 m/z 189.95 16.51%
165
0 27 3950 63 82 96 115126139 152 | 176
m/z--> 20 40 60 80 100 120 140 160 180 200 0
Abundance #54735: Anthracene, 2—methy|— LI L L L L BB IJ\IA|’\
192 11.40 11.60 11.80 12.00
m/z 192.95 12 .65%
5000
165
ol 15 27 39 51 63 83 96 115196130 152 | 176 w
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\
Data File : BF113565.D

Acq On > 4 Apr 2019 1:48

Operator : JU/SJ

Sample : K2197-01 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 A4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.82 2.82 ng 122391 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 70
2 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4Cl1202 000090-60-8 64
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 38
4 la,9b-Dihydro-1H-cyclopropa[a]Jan... 192 C15H12 006109-24-6 35
5 BH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 35
Abundance Scan 1655 (11.822 min): BF113565.D (-1651) (-) m/z 189.00 100.00%
9

5000

11.60 11.80 12.00 12.20
m/z 189.95  97.98%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
1

11.60 11.80 12.00 12.20
m/z 192.00 54.20%

5000

110 137 163

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
190
11.60 11.80 12.00 12.20
5000 m/z 191.00 40.85%
63 133 172

97
28 48 81 112 148

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54752: Phenanthrene, 1-methyl-
192 11.60 11.80 12.00 12.20

m/z 187 .00 21.93%

5000

95 165
115 139

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\
Data File : BF113565.D

Acq On > 4 Apr 2019 1:48

Operator : JU/SJ

Sample : K2197-01 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Phenanthrene, 2,5-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.26 2.14ng 92843  Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 phenanthrene, 2,5-dimethyl- 206 Cl16H14 003674-66-6 93

2 9,10-Dimethylanthracene 206 C16H14 000781-43-1 91
3 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 89
4 Phenanthrene, 1,7-dimethyl- 206 Cl6H14 000483-87-4 89
5 Phenanthrene, 2,3-dimethyl- 206 Cl6H14 003674-65-5 87
Abundance Scan 1730 (12.263 min): BF113565.D (-1725) (-) m/z 206.10 100.00%
6
5000
12.00 12.20 12.40 12.60
o} m/z 191.00 54_.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206
5000 191 LIRS L L NLL LL  BL B
12.00 12.20 12.40 12.60
101 m/z 189.00 26.32%
Ohern 2L S 18 1L 227 15000 ) | I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
206
12.00 12.20 12.40 12.60
5000 101 m/z 205.00 22.98%
L1530 63 89 171127 150165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66266: Phenanthrene, 3,6-dimethyl-
206 12.00 12.20 12.40 12.60
m/z 190.00 15.61%
5000 191
7 102
27 51 ||, 126 150165 \ ‘
m/z--> 20 40 éo éo 160 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\
Data File : BF113565.D

Acq On > 4 Apr 2019 1:48

Operator : JU/SJ

Sample : K2197-01 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 unknownl12.30 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.30 3.21 ng 139419 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Bromo-2-fluoroanisole 204 C7H6BrFO 002357-52-0 25
2 4-Bromo-2-methyl-2H-pyrazole-3-c... 204 C5H5BrN202 1000300-50-8 22
3 5,16[17,2"]:8,13[1"",2""]-Dibenz... 408 C32H24 005672-97-9 22
4 [1,17-Biphenyl]-4-o0l, 4"-chloro- 204 C12H9CIO 028034-99-3 18
5 4-(Trifluoromethoxy)benzoic acid 206 C8H5F303 000330-12-1 18
Abundance Scan 1736 (12.298 min): BF113565.D (-1731) (-) m/z 57.00 100.00%
q7
189
5000
83
Ulis g | foiros /00 1230 1240 1765
Oyl L = = = S EAENEME m/z 43.00 75.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64713: 4-Bromo-2-fluoroanisole
204
5000 RN BRI B
161 12.00 12.20 12.40 12.60
81 m/z 189.00 64 .08%
%5 | 180
0...‘“.k‘“.”“.“k.““ll”...l .l‘l“.... —
m/z--> 50 100 150 200 250 300 350 400
Abundance
204
12.00 12.20 12.40 12.60
5000 m/z 203.95 61.86%
52 80
107 132 159
e L L L L L WL W WL
m/z--> 50 100 150 200 250 300 350 400
Abundance #215197: 5,16[1',21:8,13[1",2"]-Dibenzenodibenzo[a,g]cy...
204 12.00 12.20 12.40 12.60
m/z 206.00 53.37%
5000
oL 39 63 101126152176 313 408
m/z--> éo 160 1éo 200 2éo 300 3éo 460 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\
Data File : BF113565.D

Acq On > 4 Apr 2019 1:48

Operator : JU/SJ

Sample : K2197-01 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7 11H-Benzo[b]fluorene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.04 2.09 ng 98247 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 74
2 Pyrene, l-methyl- 216 C17H12 002381-21-7 72
3 6H-Thiazolo[5,4-e]indole, 2,7,8-... 216 C12H12N2S 1000338-32-0 64
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 53
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 52
Abundance Scan 1862 (13.039 min): BF113565.D (-1857) (-) m/z 216.00 100.00%
216
5000
57 107 12.80 13.00 13.20 13.40
187 : : : :
ol 4 87 125 144 163 231 248264 288303318 /7 21500 84 897
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74418: 11H-Benzo[b]fluorene
216
5000 ERRA NN SUNILE SRR B

12.80 13.00 13.20 13.40
m/z 213.00 22.31%

107
39 63 81 122139 163 189

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
216
R mame s EEE S
12.80 13.00 13.20 13.40
5000 m/z 107.30 16.20%
108
0 39 63 87 137 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74040: 6H-Thiazolo[5,4-elindole, 2,7,8-trimethy!-
216 12.80 13.00 13.20 13.40
m/z 94.20 13.40%
5000 201
42 g9 89 108 449 174
o M WP VPOY Y RTINS W N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\
Data File : BF113565.D

Acq On > 4 Apr 2019 1:48

Operator : JU/SJ

Sample : K2197-01 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.61 2.83 ng 111025 Perylene-d12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Hentriacontane 437 C31H64 000630-04-6 86
3 Pentadecane, 6-methyl- 226 C16H34 010105-38-1 83
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 81
5 Heptadecane, 3-methyl- 254 C18H38 006418-44-6 80

Abundance Scan 2129 (14.610 min): BF113565.D (-2127) (-) m/z 57.00 100.00%

5000

256279 319 359 386 414 14.20 14.40 14.60 14.80 15.00

141162183 225

0 m/z 71.00 66.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94345: Heptadecane
57
5000 | NI LI L L L L LB L
85 14.20 14.40 14.60 14.80 15.00
29 m/z 43.00 62.57%
0 \‘ I ‘ “\ Ii \\‘ 1:\}3\\14\.1 169 196 24\.0
B e i A e R e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
S Ra e EEREE RS
14.20 14.40 14.60 14.80 15.00
5000 m/z 85.00 47 .23%
85
113
0 29 141 169 197 225 253 280 309 351 379 407 436
— T T T T T e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #83039: Pentadecane, 6-methyl- A EEE TS
57 14.20 14.40 14.60 14.80 15.00
m/z 55.00 21.84%
5000
85
0 L w |18 134 187 211
— -t A EEE TS
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\
Data File : BF113565.D

Acq On > 4 Apr 2019 1:48

Operator : JU/SJ

Sample : K2197-01 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9 Heptadecane, 2,6,10,15-tetr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.92 4.13 ng 161725 Perylene-d12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Nonadecane 268 C19H40 000629-92-5 86
4 Octadecane, 1-iodo- 380 C18H371 000629-93-6 80
5 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 80
Abundance Scan 2182 (14.921 min): BF113565.D (-2180) (-) m/z 57.00 100.00%
57
85
5000
113 1460 1480 15.00 15.20
141
ol L L h L 4T a38t 175107 233 268 295 320343366 393414 | ST 60 69 870
m/z--> 50 100 150 200 250 300 350 400
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 AR IR L B
14.60 14.80 15.00 15.20
m/z 43.00 57 .46%
0 Ll M A ‘1ﬁ3‘141 183 211 239 267 296
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
o 1460 14.80 15.00 15.20
5000 m/z 85.00 53.68%
29 113
o 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #117637: Nonadecane e AREEEEEaSEE
57 14.60 14.80 15.00 15.20
m/z 55.00 22_.40%
85
5000
29
m/z--> 50 1(')0 1&1;0 200 250 300 350 400 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\

Data File : BF113565.D

Acq On > 4 Apr 2019 1:48

Operator : JU/SJ

3?22'6 i K2197-01 2X CL-02-040219-A
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_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]
unknown6 .46 6.46 34.0 ng 1307960 1 6.69 768233 20.0
Anthracene, 1-met... 11.73 2.1 ng 92359 4 11.20 868142 20.0
4H-Cyclopenta[def... 11.82 2.8 ng 122391 4 11.20 868142 20.0
Phenanthrene, 2,5... 12.26 2.1 ng 92843 4 11.20 868142 20.0
unknown12 .30 12.30 3.2 ng 139419 4 11.20 868142 20.0
11H-Benzo[b]fluorene 13.04 2.1 ng 98247 5 13.84 942249 20.0
Heptadecane 14.61 2.8 ng 111025 6 15.25 783994 20.0
Heptadecane, 2,6,... 14.92 4.1 ng 161725 6 15.25 783994 20.0
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