LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\
Data File : BF098297.D

Aca On > 7 Sep 2017 2:44

Operator : SJ/JU

Sample = 15053-01 10X

Misc :

ALS Vial : 25 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-BF081517.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 4.863 469 472 481 rBV 36341 41053 5.11% 0.670%
2 5.098 508 512 515 rVB 19271 18052 2.25% 0.294%
3 5.298 542 546 556 rVB 133225 144578 18.00% 2.358%
4 6.334 719 722 731 rBV 185235 174439 21.71% 2.845%
5 6.463 741 744 752 rBV 200291 163825 20.39% 2.672%
6 6.698 780 784 787 rBV 716716 658617 81.98% 10.742%
7 6.851 806 810 816 rBV 150656 127844 15.91% 2.085%
8 7.257 876 879 884 rBV 96548 83265 10.36% 1.358%
9 7.981 998 1002 1005 rBY 1011488 803344 100.00% 13.103%
10 9.057 1181 1185 1194 rBV 171064 170310 21.20% 2.778%
11 9.139 1194 1199 1205 rVB3 7646 13462 1.68% 0.220%
12 9.457 1248 1253 1256 rBvV2 17917 21236 2.64% 0.346%
13 9.733 1296 1300 1308 rBV 800858 733199 91.27% 11.959%
14 10.386 1407 1411 1414 rBV2 14204 14300 1.78% 0.233%
15 10.445 1417 1421 1424 rBV 27426 25229 3.14% 0.411%
16 10.522 1430 1434 1437 rVB3 31804 27106 3.37% 0.442%
17 10.651 1451 1456 1462 rBvV2 66892 68690 8.55% 1.120%
18 10.704 1462 1465 1467 rBvV 67060 54956 6.84% 0.896%
19 10.739 1467 1471 1474 rVVvV3 72116 92604 11.53% 1.510%
20 10.769 1474 1476 1479 rVvVv2 71226 72357 9.01% 1.180%
21 10.792 1479 1480 1483 rVV 39431 32588 4._.06% 0.532%
22 10.833 1483 1487 1489 rVvVv2 24774 39817 4 .96% 0.649%
23 10.851 1489 1490 1492 rVvV 29699 19227 2.39% 0.314%
24 10.880 1492 1495 1499 rVvVv2 56291 67500 8.40% 1.101%
25 10.922 1499 1502 1507 rVvVv 70098 84538 10.52% 1.379%
26 10.963 1507 1509 1513 rVB 41675 36562 4 _.55% 0.596%
27 11.086 1527 1530 1532 rBV3 14525 14822 1.85% 0.242%
28 11.116 1532 1535 1539 rVB3 27980 28307 3.52% 0.462%
29 11.216 1548 1552 1555 rBV 798993 676647 84.23% 11.036%
30 11.463 1590 1594 1597 rBV3 9684 11982 1.49% 0.195%
31 11.510 1600 1602 1606 rVB2 13808 12062 1.50% 0.197%
32 11.780 1644 1648 1650 rBV 15551 13293 1.65% 0.217%
33 11.916 1669 1671 1674 rBV 15467 12928 1.61% 0.211%
34 12.304 1734 1737 1743 rVB3 22330 20688 2.58% 0.337%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\
Data File : BF098297.D

Aca On > 7 Sep 2017 2:44

Operator : SJ/JU

Sample = 15053-01 10X

Misc :

ALS Vial : 25 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-BF081517 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.422 1754 1757 1761 rBV 34562 31108 3.87% 0.507%
36 12.651 1793 1796 1798 rBV 38812 28819 3.59% 0.470%
37 12.680 1798 1801 1804 rVVv2 27345 25137 3.13% 0.410%
38 12.792 1817 1820 1828 rBV 161705 160534 19.98% 2.618%
39 13.033 1858 1861 1866 rVB2 28158 28244 3.52% 0.461%
40 13.374 1916 1919 1922 rBV2 33965 32714 4_.07% 0.534%
41 13.704 1972 1975 1978 rBV2 29879 30430 3.79% 0.496%

42 13.845 1995 1999 2003 rBV 695474 720252 89.66% 11.748%
43 15.257 2235 2239 2247 rBVY 368062 494437 61.55% 8.064%

Sum of corrected areas: 6131102
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\
Data File : BF098297.D

Aca On > 7 Sep 2017 2:44

Operator : SJ/JU

Sample = 15053-01 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\
Data File : BF098297.D

Aca On > 7 Sep 2017 2:44

Operator : SJ/JU

Sample = 15053-01 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.46 Concentration Rank 1

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

6.46 4.97 ng 163825 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 743 (6.457 min): BF098297.D (-741) (-) m/z 132.00 100.00%
132.0
68.1
5000
00 o, %.0 "o lo ek 6k 650
m/z 68.10 55.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 A SRR AR AR
6.20 6.40 6.60 6.80
33.0 44.0 00 105.0 m/z 66.00 35.40%
"I”"P"W"“I'”'Iﬁqpb'“l:“llﬁqﬂ"il'“hl”"P"W‘”' N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 620 6.40 6.60 6.80
5000 m/z 134.00 29.72%
104.0
140 27.0 390 510 00770 44, 115.0
wwwmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14770: Cyclopropanamine, 1-phenyl- R N mama e m
132.0 6.20 6.40 6.60 6.80
m/z 69.10 21.84%
104.0
5000
51.0 7.0
ol N
i \ ‘ A A
m/z--> 10 20 30 Jo 50 eb 70 80 §o 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\
Data File : BF098297.D

Aca On > 7 Sep 2017 2:44

Operator : SJ/JU

Sample = 15053-01 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 3 unknownl0.65 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.65 2.03 ng 68690 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 35
2 Hexadecane. 7.9-dimethvl- 254 C18H38 021164-95-4 27
3 Nonane. 3-methvl-5-propvl- 184 C13H28 031081-18-2 22
4 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S 1000309-19-2 22
5 3-Heptanone, 4-methyl- 128 C8H160 006137-11-7 18
Abundance Scan 1456 (10.651 min): BF098297.D (-1451) (-) m/z 121.05 100.00%
57.0 1211
5000 85.1
163.1
410 31 10.40 10.60 10.80 11.00
m/z 57.05 94 .52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71406: Dodecane, 2,6,11-trimethyl-
57.0
5000 L UL B U B
85.0 1040 10,60 10.80 11.00
20.0 1150 m/z 71.05 93.86%
el el 2420 190 070
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
10.40 10.60 10.80 11.00
5000 85.0 m/z 43.05 62.12%
155.0
126.0 183.0 211.0 239.0
m/z--> ﬁo 45 65 85 160 150 140 160 180 200 220 250
Abundance #48914: Nonane, 3-methyl-5-propyl- B A mam ma s e
57.0 10.40 10.60 10.80 11.00
m/z 107.00 55.39%
5000 85.0
280 112.0
ST s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.40 10.60 10.80 11.00

8270-BF081517.M Thu Sep 07 15:52:55 2017

Page: 5



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\
Data File : BF098297.D

Aca On > 7 Sep 2017 2:44

Operator : SJ/JU

Sample = 15053-01 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknownl0.74 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.74 2.74 ng 92604 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 47
2 Phenol. 2-(1l.1-dimethvlethvI)- 150 C10H140 000088-18-6 46
3 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 46
4 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 43
5 Hexestrol, O-heptafluorobutyryl- 466 C22H21F703 1000365-31-9 43
Abundance Scan 1471 (10.739 min): BF098297.D (-1467) (-) m/z 107.00 100.00%
107.0 135.1
5000
210 77 0 191.2
| 220.2 10.40 10.60 10.80 11.00
...,....','...':,.'.-..--,..:-'.,'.'!.'. e | M/z 135.10  97.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33622: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000
107.0 10.40 10.60 10.80 11.00
m/z 149.10 86.90%
41.0 77.0 ‘ | 16?0
1 l | | | I
m/z--> 20 40 60 80 160 150 110 160 180 200 220
Abundance
135.0
107.0
10.40 10.60 10.80 11.00
5000 m/z 121.10 51.32%
41.0 770
15.0 58.0 152.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23716: Phenol, m-tert-butyl-
135.0 10.40 10.60 10.80 11.00
m/z 191.20 24 .85%
107.0
5000
41.0 770
NP LN RN L SOSSNMMSSSStSeoN ) mten A
m/z--> 20 60 80 100 120 140 160 180 200 220 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\
Data File : BF098297.D

Aca On > 7 Sep 2017 2:44

Operator : SJ/JU

Sample = 15053-01 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknownl10.77 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.77 2.14 ng 72357 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 47
2 Benzestrol 298 C20H2602 000085-95-0 38
3 Silane. chlorotripropvl- 192 C9H21CISi 000995-25-5 38
4 4-n-Butoxvphenvl isocvanate 207 C11H13NOS 1000342-44-4 35
5 _alpha. Isomethyl ionone 206 C14H220 000127-51-5 35
Abundance Scan 1476 (10.769 min): BF098297.D (-1474) (-) m/z 135.10 100.00%
136.1
5000
10.40 10.60 10.80 11.00
m/z 121.05 68.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23711: Phenol, m-tert-butyl-
135.0
5000
107.0 10.40 10.60 10.80 11.00
m/z 149.10 63.92%
15,0 ‘\ s0.0 70| | 1520
m/z--> ﬁo ' éo 85 160 150 150 1éo 180 260 250
Abundance
107.0
135.0
10.40 10.60 10.80 11.00
5000 m/z 107.00 57.75%
7.0 163.0
55.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55060: Silane, chlorotripropyl-
149.0 10.40 10.60 10.80 11.00
79.0 1070 m/z 41.00 17 .94%
5000
7 o
o | Ly yame 1 o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 40 10. 60 10 80 11. 00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\
Data File : BF098297.D

Aca On > 7 Sep 2017 2:44

Operator : SJ/JU

Sample = 15053-01 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
Quant Title : 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 Carbamic acid, N-[1,1-bis(t... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.92 2.50 ng 84538 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbamic acid. N-T1l.1-bis(triflu... 413 C19H25F6N0O2 296242-69-8 78
2 Hexestrol 270 C18H2202 000084-16-2 72
3 Hexestrol. O-trifluoroacetvl- 366 C20H21F303 1000365-31-7 45
4 Hexestrol 270 C18H2202 005635-50-7 45
5 Benzene, 1-(1,3-dimethyl-3-buten... 190 C13H180 074672-05-2 42
Abundance Scan 1502 (10.922 min): BF098297.D (-1499) (-) m/z 135.10 100.00%
135.1
5000
107.0
411 770 10.60 10.80 11.00 11.20
R T B e . I B m/z 107.00 18.13%
m/z--> 50 100 150 200 250 300 350
Abundance #216795: Carbamic acid, N-[1,1-bis(trifluoromethyl)ethyl]-...
135.0
5000
10.60 10.80 11.00 11.20
m/z 136.10 10.73%
107.0
410 77.0 | | 175.0 206.0 247.0 281.0 315.0
m/z--> 50 100 150 200 250 300 350
Abundance
135.0
10.60 10.80 11.00 11.20
5000 m/z 41.10 6.76%
107.0
410 770 165.0  212.0 270.0
m/z--> 50 100 150 200 250 300 350
Abundance #194165: Hexestrol, O-trifluoroacetyl- e A REEEEEasS
135.0 10.60 10.80 11.00 11.20
m/z 95.00 5.41%
5000 107.0
41.0 69.0 | | 1650 203.0231.0 295.0  337.0366.0
m/z--> 50 100 150 200 250 300 350 10,60 10.80 11.00 11.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090617\
Data File : BF098297.D

Acq On > 7 Sep 2017 2:44

Operator : SJ/JU

Sample = 15053-01 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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 5.0 ng 163825 1 6.70 658617 20.0
unknown10.65 10.65 2.0 ng 68690 4 11.22 676647 20.0
unknown10.74 10.74 2.7 ng 92604 4 11.22 676647 20.0
unknown10.77 10.77 2.1 ng 72357 4 11.22 676647 20.0
Carbamic acid, N-... 10.92 2.5 ng 84538 4 11.22 676647 20.0
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