LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100416\

Data File : BF090368.D

Acq On > 5 Oct 2016 3:18 Instrument :

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

3?22Ie : H5061-19 10X el

ALS Vial : 23 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:\HPCHEM1\BNA_F\METHODS\8270-BF100416 .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 5.194 248 250 253 rBvY 110718 128258 8.74% 1.033%
2 5.606 284 286 289 rBV 456486 588395 40.11% 4.738%
3 6.623 373 375 377 rBvY 778307 617215 42.07% 4.970%
4 6.771 386 388 391 rBY 700375 593476 40.45%  4.779%
5 7.011 407 409 411 rBV 1451225 1156173 78.81% 9.310%
6 7.171 420 423 425 rBVY 318750 372042 25.36% 2.996%
7 7.571 455 458 460 rBV 237928 295645 20.15% 2.381%
8 8.303 519 522 524 rBV 1271426 1301969 88.75% 10.484%
9 9.377 613 616 618 rBY 469504 463783 31.61% 3.735%
10 9.766 648 650 652 rBV 191622 145046 9.89% 1.168%

11 10.063 673 676 678 rBY 1039185 1276942 87.04% 10.282%
12 10.840 742 744 746 rBvV2 305273 295049 20.11% 2.376%

13 10.966 753 755 760 rBV3 11344 15955 1.09% 0.128%
14 11.549 804 806 808 rBVY 1652149 1365263 93.06% 10.994%
15 12.063 849 851 853 rBV 20477 26590 1.81% 0.214%
16 12.783 910 914 917 rBV5 6491 22534 1.54% 0.181%
17 13.138 942 945 947 rBV 607854 628022 42.81% 5.057%
18 13.709 992 995 997 rBV3 11804 22425 1.53% 0.181%
19 14.006 1018 1021 1022 rBvV 147645 165775 11.30% 1.335%
20 14.029 1022 1023 1027 rVB2 35234 64247 4.38% 0.517%
21 14.201 1035 1038 1040 rBVY 1208496 1467088 100.00% 11.814%
22 14.304 1045 1047 1049 rBV2 15895 24271 1.65% 0.195%
23 14.669 1077 1079 1082 rBV2 36982 53929 3.68% 0.434%
24 15.698 1166 1169 1172 rBV 764679 1203766 82.05% 9.693%
25 15.744 1172 1173 1177 rVB 37083 56771 3.87% 0.457%
26 16.487 1235 1238 1240 rVB3 42972 68053 4.64% 0.548%
Sum of corrected areas: 12418682
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF100416\
BF090368.D

5 Oct 2016
UmM/sJ
H5061-19 10X

3:18

23 Sample Multiplier: 1

Z:\HPCHEMI\BNA_F\METHODS\8270-BF100416.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Abundance TIC: BF090368.D
1500000 7.01
1000000
6.62
6.77
500000 5.61
7.17
7.57
5.19
(O e I B e e e e e e e e i B B B e e o B o e S ey B B e s B B
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF090368.D
1155
1500000
8.30
10.06
1000000
13.14
500000 9.38
10.84
9.77
10.97 J 12.06 12.78 13.71
O T e = = " — — — —r—
Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF090368.D
1500000
14.20
1000000 15.70
500000
O — ——— — — — T ——— ——— — ———T
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100416\
Data File : BF090368.D

Acq On : 5 Oct 2016 3:18

Operator : UM/SJ

Sample : H5061-19 10X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100416_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.19 2.22 ng 128258 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 38
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27

Abundance Scan 250 (5.194 min): BF090368.D (-248) (-) m/z 43.05 100.00%
a3
59
5000
101 180 E00 o0 40 E 6
480 5.00 520 5.40 5.60
83
Ol S8l Tw/z 59.10 52.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 L R R I
480 5.00 520 5.40 5.60
m/z 58.10 15.21%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540 560
5000 m/z 101.10 12.97%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- R
59 480 5.00 520 5.40 5.60
m/z 41.05 8.71%
5000
a1 101
15 31 ‘ 53 69 83
0"w"'w'””W"“whh'w'm‘b"“w"'w“'w"'w"'w' R R R I
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 540 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100416\
Data File : BF090368.D

Acq On : 5 Oct 2016 3:18

Operator : UM/SJ

Sample : H5061-19 10X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100416_.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 2 unknown6.77 Concentration Rank 1

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

6.77 10.27 ng 593476 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 388 (6.771 min): BF090368.D (-386) (-) m/z 132.00 100.00%
132
68
5000
96 UM SR R R
40 g4 78 | 106 J 6.40 6.60 6.80 7.00 7.20
0 AN W - N | R m/z 68.10  57.75%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 ARSI RS SRR
6.40 6.60 6.80 7.00 7.20
33 44 o 105 m/z 66.10 34.91%
Unmas ""'I' '“'io""' P"' JI'M'%¥5I" N N SN SRR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.40 6.60 6.80 7.00 7.20
5000 gg 116 m/z 134.00 31.80%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2801: 2-Cyclohexen-1-one e e
68 6.40 6.60 6.80 7.00 7.20
m/z 69.10 21.83%
5000
96
40
27
Us }?I'h '“HM' ??I""'?% AL AL LR AL UUL L SO SRR AR UL SRR
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100416\
Data File : BF090368.D

Acq On : 5 Oct 2016 3:18

Operator : UM/SJ

Sample : H5061-19 10X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100416_.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 unknownl4.01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.01 2.26 ng 165775 Chrysene-di12 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2,3-Diphenylcyclopropyl)methyl ... 332 C22H200S 131758-71-9 25
2 4-1Imidazolidinone, 5-(phenylmeth... 206 C10H10N20S 006330-09-2 17
3 Benzene, (5-iodopentyl)- 274 C11H151 099858-37-4 17
4 1,2-Propanediol, 3-benzyloxy-1,2... 266 C14H1805 013754-10-4 12
5 3-Phenylthiane,S-oxide 194 C11H140S 058121-26-9 10
Abundance Scan 1021 (14.006 min): BF090368.D (-1018) (-) m/z 91.05 100.00%
o
5000
117
65 207 13.60 13.80 14.00 14.20 14.40
O prrro b .,':..'J,....l,‘??..l,‘??.l.f?..'. b 22 ey | M/Z 117.05  23.99%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #171078: (2,3-Diphenylcyclopropyl)methyl phenyl sulfoxide,...
a1 129
5000 R AR A
13.60 13.80 14.00 14.20 14.40
207 m/z 207.05 9.83%
ob30 6 | 10 | 152 178, | 225 316332
m>m&&mm@mmmmmmmmﬁﬁ
Abundance
91
13.60 13.80 14.00 14.20 14.40
m/z 194.10 9.31%
5000 206 0
65
o 41 117
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #122155: Benzene, (5-iodopentyl)- e R S A
il 13.60 13.80 14.00 14.20 14.40
m/z 92.10 8.31%
5000
65
117
0 ,.M..U....,.‘... B e AT N AN SN B U W | S
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20 14.40

8270-BF100416.M Wed Oct 05 19:26:28 2016 Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100416\
Data File : BF090368.D

Acq On : 5 Oct 2016 3:18

Operator : UM/SJ

Sample : H5061-19 10X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100416_.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... 5.19 2.2 ng 128258 1 7.01 1156170 20.0
unknown6 .77 6.77 10.3 ng 593476 1 7.01 1156170 20.0
unknownl14 .01 14.01 2.3 ng 165775 5 14.20 1467090 20.0

8270-BF100416.M Wed Oct 05 19:26:28 2016 Page: 6



