LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110918\

Data File : BF110645.D

Aca On 9 Nov 2018 23:25 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J5876-01 48382-47191-47202

ALS Vial : 16 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF110818 .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 2.281 28 33 39 rvB 99404 133325 4.72% 0.546%
2 5.198 525 529 539 rBV 74575 116993 4.14% 0.479%
3 5.575 588 593 596 rBY 2421803 2485828 88.00% 10.186%
4 6.581 758 764 768 rBVY 2176029 2824748 100.00% 11.575%
5 6.716 782 787 791 rBV 2641450 2708473 95.88% 11.099%
6 6.945 822 826 831 rBV 640750 528688 18.72% 2.166%
7 7.104 848 853 856 rBY 2078374 1959056 69.35% 8.028%
8 7.516 917 923 929 rBVY 1605652 1723127 61.00% 7.061%
9 8.228 1040 1044 1049 rBvV 727244 704339 24.93% 2.886%
10 8.628 1109 1112 1114 rBV 43547 31883 1.13% 0.131%
11 8.875 1151 1154 1162 rVB2 35084 53432 1.89% 0.219%
12 9.169 1199 1204 1208 rBV 43163 41202 1.46% 0.169%
13 9.228 1208 1214 1217 rBV 56814 63151 2.24% 0.259%
14 9.304 1221 1227 1230 rBVY 2697714 2658473 94.11% 10.894%
15 9.569 1267 1272 1276 rBv4 25469 39122 1.38% 0.160%
16 9.639 1281 1284 1287 rVB 36430 33516 1.19% 0.137%
17 9.686 1287 1292 1296 rBv2 191813 218478 7.73% 0.895%
18 9.845 1315 1319 1322 rBvV2 37202 42654 1.51% 0.175%
19 9.886 1323 1326 1329 rVB2 43369 43287 1.53% 0.177%
20 9.986 1340 1343 1346 rBV 822208 643819 22.79% 2.638%
21 10.016 1346 1348 1355 rVB 64438 77338 2.74% 0.317%
22 10.092 1355 1361 1364 rBV5 16514 31822 1.13% 0.130%
23 10.180 1374 1376 1380 rBV2 30516 38082 1.35% 0.156%
24 10.227 1380 1384 1388 rVB3 31630 38579 1.37% 0.158%
25 10.298 1393 1396 1399 rBV 29296 38427 1.36% 0.157%
26 10.392 1408 1412 1414 rBv4 33926 40520 1.43% 0.166%
27 10.533 1433 1436 1441 rVB2 46427 55323 1.96% 0.227%
28 10.616 1445 1450 1453 rBV 76957 82316 2.91% 0.337%

29 10.780 1474 1478 1485 rBV 1605291 1478164 52.33% 6.057%
30 10.880 1491 1495 1504 rVB 162755 181767 6.43% 0.745%

31 11.086 1524 1530 1533 rBV6 24994 42293 1.50% 0.173%
32 11.216 1546 1552 1553 rBV6 18535 31924 1.13% 0.131%
33 11.345 1571 1574 1577 rBV 65879 56511 2.00% 0.232%

34 11.480 1593 1597 1599 rBV 666351 566662 20.06% 2.322%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110918\

Data File : BF110645.D

Aca On 9 Nov 2018 23:25 Instrument :

Operator : JU/SJ EﬁAfs el
- _ lentosampleld :

3?22'6 : J5876-01 48382-47191-47202

ALS Vial : 16 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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.504 1599 1601 1608 rVB 286042 219339 7.76% 0.899%

36 11.557 1608 1610 1613 rBV 52314 46424 1.64% 0.190%
37 11.980 1679 1682 1685 rBV 117833 112441 3.98% 0.461%
38 12.010 1685 1687 1691 rVB 60602 53095 1.88% 0.218%
39 12.098 1698 1702 1704 rBV2 65148 76176 2.70% 0.312%
40 12.216 1719 1722 1726 rBVY 84129 80567 2.85% 0.330%
41 12.327 1738 1741 1744 rVB2 69389 59193 2.10% 0.243%
42 12.533 1773 1776 1779 rBV2 40246 46581 1.65% 0.191%
43 12.698 1801 1804 1807 rBV 348750 290214 10.27% 1.189%
44 12.727 1807 1809 1813 rVB2 87151 78393 2.78% 0.321%

45 12.933 1837 1844 1849 rBVY 283386 366138 12.96% 1.500%

46 13.063 1862 1866 1869 rVV 1865892 1641267 58.10% 6.726%

47 13.133 1875 1878 1880 rBV2 31504 33918 1.20% 0.139%
48 13.198 1887 1889 1892 rBV 74239 59785 2.12% 0.245%
49 13.939 2012 2015 2020 rVB4 112177 118294 4._.19% 0.485%
50 14.080 2037 2039 2041 rVB 76101 55175 1.95% 0.226%

51 14.133 2043 2048 2050 rVV2 549590 636463 22.53% 2.608%
52 14.157 2050 2052 2056 rVB 140877 117187 4._.15% 0.480%
53 15.204 2227 2230 2232 rBV 100359 128349 4._.54% 0.526%
54 15.592 2293 2296 2299 rBV 81404 89706 3.18% 0.368%
55 15.656 2304 2307 2311 rVB 236163 281173 9.95% 1.152%

Sum of corrected areas: 24403200
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\

BF110645.D

9 Nov 2018 23:25

JU/SJ

J5876-01 48382-47191-47202
16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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:\SVOASRV\HPCHEM1\BNA F\DATA\BF110918\

Data File : BF110645.D

Aca On : 9 Nov 2018 23:25

Operator : JU/SJ

3?22 le J5876-01 48382-47191-47202
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.28 5.04 ng 133325 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane. ethvitrimethvl- 102 C5H14Si 003439-38-1 33
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 12

Abundance Scan 33 (2.281 min): BF110645.D (-28) (-) m/z 73.05 100.00%
73.0
5000 43.0
55.0 87.1
2.202.302.402.50 2.602.70
IS X SRS A NSRS NS m/z 43.05  40.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
43.0 2.202.302.402.50 2.602.70
- 550 87.0 m/z 55.00 27.23%
29.0
Ot ”....JH..”':”. I B e I I
I I I I T I [ I I | |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
41.0 550 87.0 2.202.302.402.50 2.602.70
5000 ' m/z 87.10 26.10%
29.0
0..,??9,.”., “‘ e .”,..”,..”,.912...w.
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4398: Silane, ethyltrimethyl-
73.0 2.202.302.402.50 2.602.70
m/z 71.10 12.11%
5000 59.0
87.0
0 29.0 ‘ L ‘ ‘ 102.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 2.202.302.402.50 2.602.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110918\

Data File : BF110645.D

Aca On : 9 Nov 2018 23:25

Operator : JU/SJ

3?22 le J5876-01 48382-47191-47202
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.20 4.43 ng 116993 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 529 (5.198 min): BF110645.D (-525) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
| 83.0 | 4.80 5.00 520 5.40 5.60
o} O AN | A MDA MM NS m/z 59.10 56.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS SRS LA
480 5.00 520 5.40 5.60
59.0 m/z 101.00 18.76%
270 || oo 830 1010
Ot e e P e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
o 480 500 550 540 560
5000 m/z 58.00 15.26%
20.0 101.0
o B0 | Ll 730 850
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R b
59.0 480 5.00 520 5.40 5.60
m/z 41.00 9.55%
5000 41.0
0 I 730 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 520 5.40 5.60
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8270-BF110818.M Mon Nov

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110645.D

Aca On > 9 Nov 2018 23:25

Operator : JU/SJ

Sample : J5876-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.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 unknown6.72 Concentration Rank 1

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

6.72 102.46 ng 2708470 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 788 (6.722 min): BF110645.D (-782) (-) m/z 132.00 100.00%
13%.0
5000 68.1
20 540 ®0 J T oko 6k 7ho
01 et m/z 68.10 37 .45%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 LRSS LR AR
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.63%
01 U DAL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 Ti ok ok 10
5000 980 1160 m/z 66.00 23.97%
0 |||||||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“|||‘H||||:|I-5|8|.0|||||]|-8|9.|0|
m/z--> 20 40 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e e
132.0 6.40 6.60 6.80 7.00
m/z 69.05 14 .79%
117.0
5000
91.0
Lo e | L
0 IN"'f'“N'NN"NW'“*'VM"”I'P"I""I""I"" LA SRR LR AR
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00

12 15:50:38 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110918\

Data File : BF110645.D

Aca On : 9 Nov 2018 23:25

Operator : JU/SJ

3?22 le J5876-01 48382-47191-47202
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Undecane, 3,5-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.62 2.56 ng 82316 Acenaphthene-d10 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3.5-dimethvl- 184 C13H28 017312-81-1 76
2 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 76
3 Dodecane. l-iodo- 296 C12H251 004292-19-7 72
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 64
5 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 59
Abundance Scan 1451 (10.622 min): BF110645.D (-1445) (-) m/z 57.10 100.00%
>0 mM%J“L
10,40 10.60 10.80 11.00
01 m/z 43.05 52.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48868: Undecane, 3,5-dimethyl-
57.0
5000 LI ISR BN SULRULE I
10,40 10.60 10.80 11.00
41, 85.0 m/z 71.05 50.04%
o268 |y 11201270 1550 1840
m/z--> 20 40 60 80 100 120 140 1éo 180 200
Abundance #48867: Undecane, 3,6-dimethyl-
57.0
10,40 10.60 10.80 11.00
5000 m/z 85.05 29.64%
41)0
85.0
o280 [l | 113.0 1550  184.0
m/z--> 20 40 éo 80 160 120 140 1&0 180 200
Abundance #140552: Dodecane, 1-iodo- e LA RS R R Rt
57.0 10.40 10.60 10.80 11.00
m/z 41.10 25.10%
5000 85.0
41)0
113.0 155.0
ooso L Al L Moo B0 o M e
m/z--> 20 40 60 80 100 120 140 160 180 200 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110918\

Data File : BF110645.D

Aca On : 9 Nov 2018 23:25

Operator : JU/SJ

3?22 le J5876-01 48382-47191-47202
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 6 Tridecane, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.88 6.42 ng 181767 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 2-methvl- 198 C14H30 001560-96-9 91
2 Decane. 2-methvl- 156 C11H24 006975-98-0 87
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 83
4 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 80
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
Abundance Scan 1495 (10.880 min): BF110645.D (-1491) (-) m/z 57.05 100.00%
57.0
>0 JM\—J LN\JM/\A[L
10,60 10.80 11.00 11.20
Ob e m/z 71.10 71.49%

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #59896: Tridecane, 2-methyl-
i L
5000 LA L L L L L LB
10 60 10. 80 11. OO 11. 20
29.0 m/z 43.05 56.12%
0 2.0
ERRRRARAARS na
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28432: Decane, 2-methyl-
43.0
R E
10.60 10.80 11.00 11.20
5000 71.0 m/z 85.05 28.80%
| H 113.0 1410
0.P.”,ﬂnuuﬂquﬁqwuw.ﬂq.HWIH.P”.P.”P.”,””,””,”.q”
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl- L o
57.0 10.60 10.80 11.00 11.20
m/z 41.10 26.08%
5000
85.0
29.0 113.0
o Ll A |141.0 1830 2110  253.0 282.0
AR e o N e RRARNEEEREE SRR LIS N N M
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 60 10. 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110918\

Data File : BF110645.D

Aca On : 9 Nov 2018 23:25

Operator : JU/SJ

3?22 le J5876-01 48382-47191-47202
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 7 Phenanthrene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.98 3.97 ng 112441 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 91
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 90
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 78
4 Anthracene. l-methvl- 192 C15H12 000610-48-0 78
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 70

Abundance Scan 1682 (11.980 min): BF110645.D (- 1679) ) m/z 192.10 100.00%

5000

11.60 11.80 12.00 12.20

0 m/z 43.10 58.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54746: Phenanthrene, 1-methyl-
192.0

5000

11,60 11.80 12.00 12.20
m/z 191.05 58.37%

165.0

39.0 63.0

96.0115.0 139.0

0 ARAREEEEEEEEEREE Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54735: Anthracene, 2-methyl-
192.0
11.60 11.80 12.00 12.20
5000 m/z 73.00 54_.41%
165.0
o150 390 630 830 1150 139.0
A IIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54750: Phenanthrene, 2-methyl-
192.0 11.60 11.80 12.00 12.20
m/z 60.00 50.92%
5000
94.0 165.0
o 39.0 63.0 115.0 139.0
A IIIII IIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110918\

Data File : BF110645.D

Aca On : 9 Nov 2018 23:25

Operator : JU/SJ

3?22 le J5876-01 48382-47191-47202
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 8 4H-Cyclopenta[def]phenanthrene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.10 2.69 ng 76176 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 76
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 64
3 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI03S 036155-87-0 53
4 2-Naphthaldehvde. 1.2.3.4-tetrah... 190 C12H1402 002472-02-8 18
5 2,6-Dichlorobenzaldoxime 189 C7H5CI2NO 025185-95-9 18
Abundance Scan 1702 (12.098 min): BF110645.D (-1698) (-) m/z 189.05 100.00%
189.1

5000

11.80 12.00 12.20 12.40
m/z 190.05  99.85%

95.0
411 62.9 165.1

115.0 136.0 210.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

243.2

Abundance #53204: 4H-Cyclopenta[def]phenanthrene
190.0
5000

11.80 12.00 12.20 12.40
m/z 191.10 36.66%

| 1130 1370 1630
miz-> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0
11.80 12.00 12.20 12.40
5000 m/z 192.10 34.98%
94.0
163.0
0 I""I""I""I""'I""I""I""I""'I""I""I""I"'

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53266: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydroxyboryl T T T T T

450 190.0 11.80 12.00 12.20 12.40
' 146.0 m/z 187.10 21.20%
5000 82.0
117.0
0 A ””ﬁ‘]:'?” ‘ﬁ R ‘M h‘\ \H : “ HH ‘H . R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110918\

Data File : BF110645.D

Aca On : 9 Nov 2018 23:25

Operator : JU/SJ

3?22 le J5876-01 48382-47191-47202
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 9 unknownl2.22 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.22 2.84 ng 80567 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzamide. N-(2-Ffluorophenvl)-4-__.. 233 C13H9F2NO 1000308-30-2 35
2 Benzamide. N-(4-fluorophenvl)-2-... 233 C13H9F2NO 1000307-07-9 35
3 Dicvclopentala.dlbenzene. 4.8-di... 242 C18H26 1000156-41-6 25
4 10H-Phenothiazine. 2-chloro- 233 C12H8CINS 000092-39-7 15
5 Phorone 138 C9H140 000504-20-1 11
Abundance Scan 1723 (12.221 min): BF110645.D (-1719) (-) m/z 233.20 100.00%
233.2
123.1
81.1
5000
262.3 12.00 12.20 12.40 12.60
0 m/z 123.05 77 .25%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #88292: Benzamide, N-(2-fluorophenyl)-4-fluoro-
128.0
5000 N RN UL I R
95.0 12,00 12.20 12,40 12.60
: 233.0 m/z 109.10 73.93%
0 500 20 | 184.0203.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #88293: Benzamide, N-(4-fluorophenyl)-2-fluoro-
128.0
12,00 12.20 12.40 12.60
5000 33,0 m/z 81.10 68.83%
95.0
280 500 750 | ‘ 203.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #96028: Dicyclopenta[a,d]benzene, 4,8-diethyl-1,5-dimethyl- A L R REmms e
227.0 12.00 12.20 12.40 12.60
m/z 55.05 55.09%
5000
157.0
0 41 0 77 0 106 0 12\9 O (TN A TN 18\‘5 0 ul ‘\ ‘\
mz> 20 Jo eb éo 160 150 140 160 180 200 220 240 260 12,00 12.20 12,40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110918\

Data File : BF110645.D

Aca On : 9 Nov 2018 23:25

Operator : JU/SJ

3?22 le J5876-01 48382-47191-47202
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 10 18-Norabietane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.33 2.09 ng 59193 Phenanthrene-d10 11.48

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 18-Norabietane 262 C19H34 1000293-16-6 97
2 3.4-Pvridinediamine 109 C5H7N3 000054-96-6 35
3 1.2-Benzooxazine.2-cvclohexvl-4-... 262 C16H26N20 037898-39-8 30
4 6-Heptadecvne. 1-chloro- 270 C17H31cCl 056599-59-8 22
5 Pyrazol-4-amine, 1-(4-fluorobenz... 219 C12H14FN3 1000272-83-8 22

Abundance Scan 1741 (12. 327 min): BF110645.D (-1738) (-) m/z 109.10 100.00%

5000

12.00 12.20 12.40 12.60
m/z 95.10 63.74%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #112660: 18-Norabietane

12,00 12.20 12.40 12.60
m/z 81.05 59.03%

5000

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #5524 3,4-Pyridinediamine
109.0
T
12.00 12.20 12.40 12.60
5000 m/z 41.05 45.87%
540 820
O R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #112471: 1,2-Benzooxazine,2-cyclohexyl-4-methylperhydro-3-... R EREEEEEEE s mEm
109.0 12.00 12.20 12.40 12.60

m/z 67.05 45_.48%

41.0 83.0

5000

b 137.0 219.0 262.0
| 1163 ‘ . H\h | | 1630 1920

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12. 00 12. 20 12. 40 12. 60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110918\

Data File : BF110645.D

Aca On : 9 Nov 2018 23:25

Operator : JU/SJ

3?22 le J5876-01 48382-47191-47202
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 11 Cyclohexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.94 3.72 ng 118294 Chrysene-di12 14.13

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 90
3 Cvclopentadecane 210 C15H30 000295-48-7 89
4 Trihexadecvl borate 735 C48H99B0O3 002665-11-4 81
5 Hexacosyl heptafluorobutyrate 578 C30H53F702 1000351-83-3 76

Abundance Scan 2015 (13.939 min): BF110645.D (-2012) (-) m/z 57.10 100.00%

5000
141.1165.0 191.1 261.1 2992 13.60 13.80 14.00 14.20
(o} m/z 43.10 84.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #81246: Cyclohexadecane
55.0 830

13!60 13.I8O 14.IOO 14.I20
m/z 55.05  70.98%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
53,0 83.0

13.60 13.80 14.00 14.20
m/z 83.10 58.64%

5000

ol 167.0 196.0  238.0 266.0 294.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #69584: Cyclopentadecane R A REER R
55.0 13.60 13.80 14.00 14.20

m/z 71.10 58.63%

5000
29.0

139.0  182.0 2100

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF110918\

Data File : BF110645.D

Acq On : 9 Nov 2018 23:25

Operator : JU/SJ

3?22 le J5876-01 48382-47191-47202
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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]
Butane, 2-methoxy... 2.28 5.0 ng 133325 1 6.95 528688 20.0
2-Pentanone, 4-hy... 5.20 4.4 ng 116993 1 6.95 528688 20.0
unknown6 .72 6.72 102.5 ng 2708470 1 6.95 528688 20.0
Undecane, 3,5-dim... 10.62 2.6 ng 82316 3 9.99 643819 20.0
Tridecane, 2-methyl- 10.88 6.4 ng 181767 4 11.48 566662 20.0
Phenanthrene, 1-m... 11.98 4.0 ng 112441 4 11.48 566662 20.0
4H-Cyclopenta[def... 12.10 2.7 ng 76176 4 11.48 566662 20.0
unknownl12 .22 12.22 2.8 ng 80567 4 11.48 566662 20.0
18-Norabietane 12.33 2.1 ng 59193 4 11.48 566662 20.0
Cyclohexadecane 13.94 3.7 ng 118294 5 14.13 636463 20.0
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