LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097647.D

Aca On : 12 Aug 2017 22:01

Operator : SJ/JU

Sample : 14631-01

Misc :

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:\HPCHEM1I\BNA F\METHODS\8270-BF081117.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 4.746 516 520 532 rBV 50998 128748 4._.40% 0.669%
2 5.434 633 637 664 rBV 601378 1402199 47 .90% 7.291%
3 7.087 913 918 927 rBV 341388 750917 25.65% 3.905%
4 7.169 927 932 946 rVB 1334479 2291230 78.27% 11.914%
5 7.504 984 989 1002 rBV 473922 676681 23.12% 3.519%
6 7.739 1024 1029 1050 rBV 1519617 2064030 70.51% 10.732%
7 8.416 1139 1144 1160 rBV 1161576 1719177 58.73% 8.939%
8 9.528 1329 1333 1346 rBV 681648 940069 32.11% 4 .888%
9 10.286 1458 1462 1467 rBV7 16727 29688 1.01% 0.154%
10 10.392 1476 1480 1484 rVVv7 16273 31658 1.08% 0.165%
11 10.445 1484 1489 1497 rVB8 28903 64598 2.21% 0.336%
12 11.122 1601 1604 1606 rBvV3 29679 29329 1.00% 0.153%
13 11.310 1630 1636 1646 rVV 2121370 2927232 100.00% 15.221%
14 11.398 1647 1651 1655 rvv4 57262 87387 2.99% 0.454%
15 11.451 1657 1660 1668 rVB7 37582 59768 2.04% 0.311%
16 11.522 1668 1672 1675 rBV5 31199 47881 1.64% 0.249%

17 11.880 1729 1733 1735 rBV 127876 159391 5.45% 0.829%
18 11.904 1735 1737 1742 rVB 116951 148321 5.07% 0.771%
19 11.998 1749 1753 1758 rVB 212764 262926 8.98% 1.367%

20 12.133 1773 1776 1784 rBV9 47613 90799 3.10% 0.472%
21 12.210 1784 1789 1794 rBV3 134062 209613 7.16% 1.090%
22 12.263 1795 1798 1804 rVvVv 58588 86835 2.97% 0.452%
23 12.351 1809 1813 1823 rVB2 614988 885256 30.24% 4.603%
24 13.010 1923 1925 1929 rVB3 47808 49054 1.68% 0.255%

25 13.657 2030 2035 2043 rBvV 866919 1295187 44.25% 6.735%
26 14.757 2217 2222 2227 rBV 499643 674427 23.04% 3.507%
27 17.115 2618 2623 2629 rVB 975852 1228795 41.98% 6.389%

28 18.462 2848 2852 2856 rVB 381407 461365 15.76% 2.399%
29 20.133 3132 3136 3143 rVB 356635 429466 14.67% 2.233%

Sum of corrected areas: 19232027
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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\BF081217\

BF097647.D

12 Aug 2017 22:01

SJ/JuU

14631-01

16 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF081117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097647.D

Aca On : 12 Aug 2017 22:01

Operator : SJ/JU

Sample : 14631-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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.

4.75 3.81 ng 128748 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Ethanone. 1-(2-methvilcvclopropvIl)- 98 C6H100 000930-56-3 9
3 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 9
5 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 9

Abundance Scan 521 (4.751 min): BF097647.D (-516) (-) 43.00 100.00%
43.0
5000 591 :
| 1%1 4.40 4.60 4.80 5.00
o VY| E m/z 59.10 51.83%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R R L R
59.0 440 460 480 500
0
150 a0 1010 m/z 58.00 14.78%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
580 440 460 4.80 500
5000 m/z 101.10 12.40%
270 83.0
15.0 65.0 98.0
e S S S SULIULS SURILILS I IULILS SULILS SIS I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3236: 4-Penten-2-one, 4-methyl- B B R
43.0 440 4.60 480 5.00
m/z 41.00 10.52%
5000
0 20 | 0 830 80
mz-> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097647.D

Aca On : 12 Aug 2017 22:01

Operator : SJ/JU

Sample : 14631-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 unknown7.17 Concentration Rank 1

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

7.17 67.72 ng 2291230 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 932 (7.169 min): BF097647.D (-927) (-) m/z 132.00 100.00%
132.0
5000 68.1 /k
200 °1 Sh 750 120 7h0 7o
01 : e B m/z 68.10 38.32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AL R LI I
6.80 7.00 7.0 7.40 7.60
310 510 m/z 134.00 32.74%
0 ‘ L1 H | 1
L I UL S I S DL L UL I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.00 24 . 74%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.80 7.00 7.20 7.40 7.60

m/z 69.05 15.59%

74.0
116.0
5000 98.0
o aseoaseo
0...,....,....,....,”..,...., B I

m/z--> 20 40 100 120 140 160 180 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097647.D

Aca On : 12 Aug 2017 22:01

Operator : SJ/JU

Sample : 14631-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 1H-Indene, octahydro-2,2,4,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.88 3.60 ng 159391 Acenaphthene-d10 12.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 64
2 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 35
3 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 015358-88-0 35
4 1-(2-FurvD-4.4.4-trifluoro-1.3-... 206 C8H5F303 000326-90-9 27
5 6-Octenal, 3,7-dimethyl-, (R)- 154 C10H180 002385-77-5 22
Abundance Scan 1733 (11.880 min): BF097647.D (-1729) (-) m/z 193.15 100.00%
198.2
41.0 69.1
5000
139.1154.0 172.1 208.3 11.60 11.80 12.00 12.20
o o m/z 69.10  76.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
69.0 1230 193.0
41.0
5000 LR B UL LN B
9.0 11,60 11.80 12.00 12.20
o m/z 41.00 74.18%
ok ??@I -‘.“- L .“:“. .“,‘l _u HI TR "I . |1|6|5;0| — 1L ,2.0§'.O.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
193.0
123.0 11,60 11.80 12,00 12.20
5000 69.0 95.0 m/z 55.00 70 .54%
138.0 208.0
o 53.0 165.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #25367: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a... AR EREEE RS
55.0 11.60 11.80 12.00 12.20
m/z 83.05 62.01%
83.0
110.0 152.0
0.?4"...}“..‘;H,.“l‘..“,“l..l‘,..“‘..,..1.3.7',0..l.,....,....,.... T
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097647.D

Aca On : 12 Aug 2017 22:01

Operator : SJ/JU

Sample : 14631-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 1(3H)-lsobenzofuranone, 3,3... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.90 3.35 ng 148321 Acenaphthene-d10 12.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(3H)-1sobenzofuranone. 3.3-dime... 162 C10H1002 001689-09-4 86
2 Ethanone. 1.1"-(1.4-phenvlene)bis- 162 C10H1002 001009-61-6 64
3 Ethanone. 1.1"-(1.3-phenvlene)bis- 162 C10H1002 006781-42-6 64
4 2H-Benzotriazole. 2-ethvl- 147 C8HON3 016584-04-6 59
5 Pyrido[2,3-d]pyrimidin-4(1H)-one 147 C7H5N30 024410-19-3 59
Abundance Scan 1736 (11.898 min): BF097647.D (-1735) (-) m/z 147.00 100.00%
147.0
5000 43.0 910 A/L
7o rod 162.0 11,60 11.80 12,00 12.20
63.0 . : : : : :
ob e L 0980 1080 Lo ass0 | 1T a1 273 00 37.62%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32003: 1(3H)-Isobenzofuranone, 3,3-dimethy!-
147.0
5000 L BULI UL BN UL
11/60 11.80 12.00 12.20
m/z 91.00 35.23%
91.0 162.0
0 270 430 20 760 | 105.0119.0 \
miz--> %4 o s o o  to 1k 1%
Abundance
147.0
1160 11:80 12,00 12.20
5000 430 m/z 119.05 18.29%
940 119.0
76.0 162.0
0 27.0 62.0 105.0 133.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #31983: Ethanone, 1,1'-(1,3-phenylene)bis- R B s S
147.0 11.60 11.80 12.00 12.20
m/z 77.00 15.59%
5000 430 91.0
119.0
76.0 ‘ 162.0
0 629 H‘ Ly 1Q50 . 133.0 ‘
IIII'"'I""I""I""I'"'I""I""I""II TTprrrrpr T T T rreT
m/z--> 20 40 60 80 100 120 140 160 180 11,60 11.80 12.00 12.20

8270-BF081117.M Mon Aug 14 14:23:03 2017 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097647.D

Aca On : 12 Aug 2017 22:01

Operator : SJ/JU

Sample : 14631-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 Acridine, 9-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.13 2.05 ng 90799 Acenaphthene-d10 12.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acridine. 9-methvl- 193 C14H11N 000611-64-3 84
2 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 70
3 2(1H)-Naphthalenone. octahvdro-4... 194 C13H220 054699-31-9 40
4 8-Oxabicvclol3.2.17oct-6-en-3-on... 152 C9H1202 049747-05-9 38
5 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 30

Abundance Scan 1775 (12.127 min): BF097647.D (-1773) (-) m/z 55.10 100.00%

5000
208.1 11.80 12.00 12.20 12.40
(o m/z 41.10 66.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55497: Acridine, 9-methyl-
193.0
5000 TT [T T T T [T T I T [T T T T [TTTT]

ll.l80 12.I00 12!20 12.I4O
m/z 69.00 5235k

390 630 %9980 1150 1390 1650

e M TN | NN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
193.0
R R mamEE
123.0 11.80 12.00 12.20 12.40
5000 69.0 95.0 m/z 83.10 46 .80%
138.0 208.0
53.0 165.0
oL el e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56429: 2(1H)-Naphthalenone, octahydro-4a,7,7-trimethyl-, ... R R mamEE
55.0 109.0 11.80 12.00 12.20 12.40
83.0 m/z 193.15 43.88%
194.0
5000 137.0
1610 179.0
0 R e e e U\H\I |M‘lHl = h‘: I\ . I\In‘l T ‘\ —T ‘: R
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097647.D

Aca On : 12 Aug 2017 22:01

Operator : SJ/JU

Sample : 14631-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 unknownl2.21 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.21 4.74 ng 209613 Acenaphthene-d10 12.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3-ethvl-4_.4-dimethvl- 126 C9H18 053907-59-8 27
2 Cvclopentanecarboxvlic acid. 4-t... 296 C19H3602 1000280-58-6 22
3 Cvclohexane. 1-(cvclohexvimethyl... 194 C14H26 054823-96-0 18
4 (5-Ethvilcvclopent-1-env)methanol 126 C8H140 036431-59-1 14
5 Cyclopentane, (1-methylbutyl)- 140 C10H20 004737-43-3 11
Abundance Scan 1789 (12.210 min): BF097647.D (-1784) (-) m/z 69.05 100.00%
5000
11.80 12.00 12.20 12.40 12.60
0 m/z 55.00 99.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11611: 2-Pentene, 3-ethyl-4,4-dimethyl-
69.0 97.0
41.0
5000 AU R BRI
196.0 nmnmnmnmnm
L ' m/z 41.00 90.39%
O'Fﬁ"l"”l""I”"I'"W""I'”'I""P"'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41.0 69.0 97.0
11.80 12.00 12.20 12.40 12.60
5000 m/z 193.15 79.36%
115.0
26.0 141.0 182.0 1990
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #56515: Cyclohexane, 1-(cyclohexylmethyl)-3-methyl-, cis-
55.0 97.0 11.80 12.00 12.20 12.40 12.60
m/z 97.10 77.41%
5000
82,0
39/0 194.0
o WL amosoisso oo |0
m/z--> 20 40 60 80 100 120 140 160 180 200 1mmmmnmummo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081217\
Data File : BF097647.D

Acq On : 12 Aug 2017 22:01

Operator : SJ/JU

Sample - 14631-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117 .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... 4.75 3.8 ng 128748 1 7.50 676681 20.0
unknown7 .17 7.17 67.7 ng 2291230 1 7.50 676681 20.0
1H-Indene, octahy... 11.88 3.6 ng 159391 3 12.35 885256 20.0
1(3H)-1sobenzofur... 11.90 3.4 ng 148321 3 12.35 885256 20.0
Acridine, 9-methyl- 12.13 2.0 ng 90799 3 12.35 885256 20.0
unknownl2.21 12.21 4.7 ng 209613 3 12.35 885256 20.0
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