LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\

Data File : BF076986.D

Aca On - 21 Jan 2015 5:56 Instrument :
Operator : 1Z / TP BNA_F

Sample - G1111-01 ClientSampleld :
Misc - g RBDC1-011615
ALS Vial : 24 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-BF011415.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

1.361 23 24 29 rvB3 5035 9199 1.45% 0.138%
1.441 29 31 39 rBvV 59038 100350 15.82% 1.510%
rvB 40537 102405 16.14% 1.541%
4.962 335 339 349 rBV 309155 581489 91.67% 8.750%
7.305 541 544 550 rBV 314032 589859 92.99% 8.876%
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7.396 550 552 558 rvB 353261 634344 100.00% 9.546%
7.910 594 597 602 rBV 102314 162906 25.68% 2.451%
rBv 250384 396119 62.45% 5.961%
9.202 707 710 719 rVB 222206 343422 54.14% 5.168%
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1 10.814 848 851 855 rBvV 145544 223672 35.26% 3.366%
11 12.288 977 980 984 rBV2 4256 7619 1.20% 0.115%
12 13.465 1080 1083 1087 rBV 323408 518098 81.67% 7.797%
13 14.540 1174 1177 1180 rBV 23428 33211 5.24% 0.500%
14 14.951 1209 1213 1216 rBV 149174 248763 39.22% 3.743%
15 15.397 1249 1252 1260 rBV2 5359 11500 1.81% 0.173%
16 16.574 1353 1355 1357 rBV 15135 17898 2.82% 0.269%

17 16.631 1357 1360 1363 rBV 317591 408055 64.33% 6.141%
18 17.729 1454 1456 1459 rBV 194474 269169 42.43% 4_.051%
19 17.900 1469 1471 1476 rVB 5220 8456 1.33% 0.127%
20 19.432 1601 1605 1607 rVB2 91619 139883 22.05% 2.105%

21 19.694 1626 1628 1630 rBV 13693 15621 2.46% 0.235%
22 19.969 1649 1652 1654 rVB 392613 503545 79.38% 7.578%
23 20.346 1679 1685 1687 rBV3 3139 7205 1.14% 0.108%
24 20.940 1734 1737 1740 rBV3 2183 6355 1.00% 0.096%
25 21.237 1758 1763 1765 rBV 214429 345265 54.43% 5.196%
26 21.363 1772 1774 1776 rBV2 12335 15833 2.50% 0.238%
27 21.626 1794 1797 1799 rBV3 5689 9895 1.56% 0.149%
28 21.935 1821 1824 1825 rVB3 7605 10176 1.60% 0.153%
29 22.015 1828 1831 1833 rBV 27782 40061 6.32% 0.603%
30 22.392 1861 1864 1867 rVB4 8766 16437 2.59% 0.247%
31 22.449 1867 1869 1870 rBV2 10012 12636 1.99% 0.190%
32 22.483 1870 1872 1874 rVV2 9760 14589 2.30% 0.220%
33 22.758 1893 1896 1901 rBV2 95259 141544 22 .31% 2.130%
34 22.838 1901 1903 1905 rVvVv 9723 15017 2.37% 0.226%

8270-BF011415.M Wed Jan 21 12:37:41 2015 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\

Data File : BF076986.D

Aca On - 21 Jan 2015 5:56 Instrument :
Operator : 1Z / TP BNA_F

Sample - G1111-01 ClientSampleld :
Misc - g RBDC1-011615
ALS Vial : 24 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:\HPCHEM1I\BNA F\METHODS\8270-BF011415.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 22.895 1905 1908 1912 rVV 208955 263713 41.57% 3.968%

36 22.963 1912 1914 1916 rVV3 4567 7979 1.26% 0.120%
37 23.123 1926 1928 1931 rBV2 5219 11176 1.76% 0.168%
38 23.295 1941 1943 1946 rVB4 13586 18347 2.89% 0.276%
39 23.500 1958 1961 1967 rBv4 21656 64515 10.17% 0.971%
40 23.581 1967 1968 1972 rVB3 7939 11907 1.88% 0.179%
41 23.821 1987 1989 1990 rBvV2 5864 6368 1.00% 0.096%
42 24.061 2005 2010 2012 rBvV2 19089 45338 7.15% 0.682%
43 24.152 2016 2018 2020 rBV3 6073 12160 1.92% 0.183%
44 24.255 2025 2027 2030 rBv4 7101 11191 1.76% 0.168%
45 24.323 2030 2033 2036 rvv4 13005 25068 3.95% 0.377%
46 24.472 2044 2046 2050 rBV5 18472 39328 6.20% 0.592%
47 24.563 2050 2054 2058 rBV7 11672 37162 5.86% 0.559%
48 24.735 2066 2069 2072 rBv4 9658 19865 3.13% 0.299%
49 24.964 2086 2089 2095 rBV7 12555 44005 6.94% 0.662%
50 25.501 2134 2136 2137 rBV2 4522 8749 1.38% 0.132%
51 25.649 2148 2149 2154 rBV5 4587 12254 1.93% 0.184%
52 25.764 2157 2159 2166 rVBS8 12746 37027 5.84% 0.557%
53 25.889 2168 2170 2173 rBV3 4647 8490 1.34% 0.128%
Sum of corrected areas: 6645238
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012015\

Data File : BF076986.D

Aca On - 21 Jan 2015 5:56

Operator : 1Z / TP

a?ggle i 31111_01 RBDC1-011615
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF076986.D
7.40
350000

4.96 7.3
300000

250000 8.23

9.20
200000

150000
7.91
100000
1.44

50000 JE 4.01
. |

R e L

Time--> 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 9.00 9.50
Abundance TIC: BF076986.D

350000
13.47 16.63

300000
250000

200000 17.73

150000 10.81 14.95

100000

50000
14.54

12,29 I 15.40 16,87

R B I R S i - B i e

Time--> 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00

Abundance TIC: BF076986.D
19.97

(L7.90

A
LI

350000
300000
250000
21.24 22.89
200000

150000

22.7

100000 19.43

50000

1969 | 2035 20,04

R R R B e e e e

Time--> 19.00 19.50 20.00 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012015\

Data File : BF076986.D

Aca On - 21 Jan 2015 5:56

Operator : 1Z / TP

a?ggle i 31111_01 RBDC1-011615
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 3

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

4.01 12.57 ng 102405 1,4-Dichlorobenzene-d4 7.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 53
3 3-0ctanol 130 C8H180 000589-98-0 36
4 Acetone 58 C3H60 000067-64-1 9
5 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 9

Abundance Scan 256 (4.013 min): BF076986.D (-253) (-) m/z 43.10 100.00%
43
59
5000
101 I .
| 83 360 3.80 4.00 420 4.40
) U | R K m/z 59.10 74.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A R R UL
3.60 3.80 4.00 4.20 4.40
59 m/z 101.10 22.22%
0 21 37, 53 ‘ 67 778 o1
miz--> 2 30 40 %0 60 70 8 90 100 1o
Abundance
43 59
360 3.80 4.00 4.20 4.40
5000 18 m/z 58.10 17.17%
28 j\
12
G S R UL R UL RS I LS IS SRS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #13176: 3-Octanol —— e
59 360 3.80 4.00 420 4.40
m/z 41.10 9.79%
5000 41 83
101
Lol e |
0"W"”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"I ISR SR U U
m/z--> 10 20 40 50 60 70 80 90 100 110 3.60 3.80 4.00 4.20 4.40

8270-BF011415.M Wed Jan 21 12:37:44 2015 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\
Data File : BF076986.D

Aca On : 21 Jan 2015 5:56

Operator =: 1Z / TP

Sample : Gl111-01

Misc S

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown7.40 Concentration Rank 1

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

7.40 77.88 ng 634344 1,4-Dichlorobenzene-d4 7.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 10

Abundance Scan 552 (7.396 min): BF076986.D (-550) (-) m/z 132.00 100.00%
32
5000 68
96 SRR EARLA SRR N
40 54 g2 75 103 7.00 7.20 7.40 7.60 7.80
o....,...:l'!..4?,:!..,:!~.-.|,..':'.,..f.‘?,..!.,.':..,....,...., e m/z 68.05 39.20%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 R R UL L
7.00 7.20 7.40 7.60 7.80
78 m/z 134.00 31.84%
31 35 ,, 51
0”'Wt”wPl”JL'W'”lW“”I”'W'”'P“”I”'W'”'I“”I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
7.00 7.20 7.40 7.60 7.80
5000 97 m/z 66.00 26.27%
70
31
. 4 51 60 7T gs 105 116
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine e  ERRARREAE A
132 7.00 7.20 7.40 7.60 7.80

m/z 69.10 16.35%

5000

33 44 g7 105

60 70 78 ‘
51 60 P78 e | | s ‘

0....,.‘...,...‘.,‘a‘...,:...,....i....,....,.... B RRRREREREE RS RS e e R

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012015\

Data File : BF076986.D

Aca On - 21 Jan 2015 5:56

Operator : 1Z / TP

a?ggle i 31111_01 RBDC1-011615
ALS Vial : 24 Sample Multiplier: 1

: Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Cyclic octaatomic sulfur Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
19.43 10.39 ng 139883 Phenanthrene-d10 17.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclic octaatomic sulfur 256 S8 010544-50-0 97
2 Benzoic acid. 2.5-dinitro- 212 C7H4N206 000610-28-6 47
3 7-Amino-7H-S-triazolol5.1-c1-S-t... 156 C3H4N6S 013728-28-4 36
4 1.2.5.6-Tetrathiocane 184 C4H8S4 001940-01-8 9
5 2,3-Diazabicyclo[3.2.0]hept-2-en... 176 C7H7F3N2 1000258-92-2 9

Abundance Scan 1605 (19.432 min): BF076986.D (-1601) (-) m/z 63.95 100.00%
64
5000 128 160 256
926 192
19.20 19.40 19.60 19.80
0 I R RN N /NN | " 2 A w7z 127.90  51.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92477: Cyclic octaatomic sulfur
64
256
128 160
5000 192 N S LR BN R
19.20 19.40 19 60 19. 80
32 96 224 m/z 159.90 48 .17%
O T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
30 75
92 AN SN DAL UL
168 v 19.20 19.40 19.60 19.80
m/z 255.80 45 _.78%
5000 . 120 212 (i
62
0 104 135148 195
m/z--> 2|0 4|0 6|0 8IO 1(I)O 12|O 140 160 180 200 220 24|10 2(|30
Abundance #27226: 7-Amino-7H-S-triazolo[5,1-c]-S-triazole-3-thiol T
64 19.20 19.40 19.60 19.80
124 m/z 191.80 28.34%
5000
43 9
156
OIIIIIII”“IM‘ “\ 88 thllllol |H:|I-|4fluu‘||||||||||||||||||||||||||  EERan mEE S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 19.20 19.40 19 60 19.80
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF012015\
BFO76986.D
21 Jan 2015
1z / TP

G1111-01

S
24

5:56

Sample Multiplier: 1

: Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P

RBDC1-011615

8270-BF011415.M Wed Jan 21 12:37:46 2015

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 unknown22.01 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
22.01 2.32 ng 40061 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 6-ethvl-2-methvl- 184 C13H28 062108-21-8 47
2 1-Octanol. 2-butvl- 186 C12H260 003913-02-8 47
3 Tridecane 184 C13H28 000629-50-5 47
4 Octacosane 394 C28H58 000630-02-4 47
5 Nonacosane 408 C29H60 000630-03-5 47

Abundance Scan 1831 (22.015 min): BF076986.D (-1828) (-) m/z 57.10 100.00%
57
71
43
5000 83
97 L
127 141 007 21.60 21.80 22.00 22.20 22.40
0 SRR VI | MR ENMIMIMMMMMS L m/z 71.10 66.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45620: Decane, 6-ethyl-2-methyl-
57
43
5000 71
21.60 21.80 22.00 22.20 22.40
85 m/z 43.10 53.16%
0 ‘L‘ L % 113126 141 155
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance
57
43 LIRS BRI SR B
21.60 21.80 22.00 22.20 22.40
5000 71 a5 m/z 55.00 43.84%
29 97 111
ol 18 125 140 154 168
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #45541: Tridecane TT T T T T T T[T T T T [ T T T TT
43 57 21.60 21.80 22.00 22.20 22.40
m/z 83.00 39.35%
71
5000
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260 21.60 21.80 22.00 22!20 22!40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012015\

Data File : BF076986.D

Aca On - 21 Jan 2015 5:56

Operator : 1Z / TP

a?ggle i 31111_01 RBDC1-011615
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22.76 10.73 ng 141544 Perylene-d12 22.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 90
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 1896 (22.758 min): BF076986.D (-1893) (-) m/z 57.05 100.00%

5000

22.40 22.60 22.80 23.00
m/z 71.10 55.06%

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155178: Octacosane

-

5000 DT T Y

I I I I
85 22.40 22.60 22.80 23.00
- m/z 43.10 53.19%
o ‘h‘kMH}3141169197225253281309337365394
T T T e T T e o PR T T e e e
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
N TR
22.40 22.60 22.80 23.00
5000 g5 m/z 85.10 43.77%
29 113 210
o 141169 239266 309
e f T e e B e e B R
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #169089: Hexatriacontane
22.40 22.60 22.80 23.00
m/z 55.10 20.75%
5000

3

113141169197 225253 281309337 379 421449477 506
g I I I I
miz—-> 0 50 100 150 200 250 300 350 400 450 500 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012015\

Data File : BF076986.D

Aca On - 21 Jan 2015 5:56

Operator : 1Z / TP

a?ggle i 31111_01 RBDC1-011615
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1-lodo-2-methylundecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.50 4.89 ng 64515 Perylene-di12 22.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 53
2 Triacontane 422 C30H62 000638-68-6 53
3 Octacosane 394 C28H58 000630-02-4 53
4 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 50
5 Undecane 156 C11H24 001120-21-4 43
Abundance Scan 1961 (23.500 min): BF076986.D (-1958) (-) m/z 57.10 100.00%
57
5000 85
11135 165 200 23.20 23.40 23.60 23.80
oL N T m/z 43.10 55.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #114973: 1-lodo-2-methylundecane
57
5000 ISRV DR SN SUNRRE
85 23.20 23.40 23.60 23.80
29 ‘ m/z 71.10 49_15%
S O -t S S
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
23.20 23.40 23.60 23.80
5000 85 m/z 85.05 45_22%
113 14
oL29 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 200 250 300 350 400 pq
Abundance #155177: Octacosane R e R B
57 23.20 23.40 23.60 23.80
m/z 55.10 38.11%
5000 85
29 13 441
oL, Ly 4T 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400 23120 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\
Data File : BF076986.D

Aca On : 21 Jan 2015 5:56

Operator =: 1Z / TP

Sample : Gl111-01

Misc S

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown24.06 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24 .06 3.44 ng 45338 Perylene-d12 22.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanal 212 C14H280 000124-25-4 22
2 Octadecanal 268 C18H360 000638-66-4 22
3 Tropine N-oxide 157 C8H15N02 035722-43-1 14
4 8-Azabicvclol3.2.11octan-3-ol. 8... 157 C8H15N02 032663-71-1 14
5 Z-2-Octadecen-1-ol 268 C18H360 1000131-11-0 14
Abundance Scan 2010 (24.061 min): BF076986.D (-2005) (-) m/z 82.10 100.00%
43 278
5000
23.80 24.00 24.20 24.40
O m/z 278.10 90.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64480: Tetradecanal
57
4 82

5000

23.80 24.00 24.20 24.40
m/z 43.05  81.45%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
L mEE s o o
82 23.80 24.00 24.20 24.40
5000 m/z 57.10 73.84%
110
18 59 137 166 194 222 25068

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #28036: Tropine N-oxide R B A M e
23.80 24.00 24.20 24.40

m/z 68.10 68.91%

5000
124141157 AA

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012015\

Data File : BF076986.D

Aca On - 21 Jan 2015 5:56

Operator : 1Z / TP

a?ggle i 31111_01 RBDC1-011615
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown24.56 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
24 .56 2.82 ng 37162 Perylene-d12 22.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indol-2(3H)-one. 3-(1-benzovl... 309 C18H15N04 076325-78-5 22
2 3-Hvdroxv-dl-kvnurenine 224 C10H12N204 002147-61-7 17
3 Homochromanone-5 162 C10H1002 006786-30-7 11
4 Methanimidamide. N-(2.4-dimethvl... 162 C10H14N2 033089-74-6 10
5 Disiloxane, 1,3-diethoxy-1,1,3,3... 222 C8H2203Si2 018420-09-2 10
Abundance Scan 2054 (24.563 min): BF076986.D (-2050) (-) m/z 326.15 100.00%
326
162
57
5000 % 120437 207
41 191
‘" || I 24.20 24.40 24.60 24.80
(o} ””.”w“”'HWHHPL.””“”.“”.”.”” r m/z 162.10 65.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #122295: 1H-Indol-2(3H)-one, 3-(1-benzoyl-2-oxopropyl)-3-h...
7 105 162
5000
24.20 24.40 24.60 24.80
ot 1 o5 309 m/z 163.10 58.87%
oL 33 1 186204200 246 | 291
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
136 162
207 24.20 24.40 24.60 24.80
5000 m 120 m/z 327.10 54 _.57%
80 224
. 16 63 10d 179
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #30341: Homochromanone-5
92 162 24.20 24.40 24.60 24.80
m/z 57.10 52 .56%
5000 120
63
o 145
- rrrrrrrnTrrrvTrrrvTrrrrrrrnTrrnTrrrrrrrrr ||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 24 20 24. 40 24. 60 24. 80 '
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012015\

Data File : BF076986.D

Aca On - 21 Jan 2015 5:56

Operator : 1Z / TP

a?ggle i 31111_01 RBDC1-011615
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 12 unknown24.96 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24 .96 3.34 ng 44005 Perylene-di12 22.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9H-Purine-9-ethanol. 6-amino-.al... 193 C8H11N50 000712-00-5 14
2 Cyclohexene. 1-methvl-4-(l-methy... 136 C10H16 000586-62-9 11
3 Cvclopentalclpvran-1.3-dione. 4.... 180 C10H1203 066407-26-9 10
4 Cvclopentene. 3-isopropenvl-5.5-_... 136 C10H16 1000162-25-4 10
5 (+)-4-Carene 136 C10H16 029050-33-7 10
Abundance Scan 2089 (24.964 min): BF076986.D (-2086) (-) m/z 55.10 100.00%
55 135
93
5000 15 0a 326
7 119
| 24.60 24.80 25.00 25.20
Obrrrprrrfrbe by m/z 135.10 95.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #51310: 9H-Purine-9-ethanol, 6-amino-.alpha.-methyl-
135
5000 107 UL SURSE B
24.60 24.80 25.00 25.20
40 67 178 m/z 93.00 75.89%
194
0 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
93
121
24.60 24.80 25.00 25.20
5000 77 m/z 149.10 74 .60%
39
. 15 55 137
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #42344: Cyclopenta[c]pyran-1,3-dione, 4,4a,5,6-tetrahydro-...
93 24.60 24.80 25.00 25.20
m/z 67.05 59.29%
5000 7 136
. ﬁl | 152 180
miz> 2 45 60 B0 100 150 140 160 150 200 230 240 240 250 300 320 24.60 24.80 25.00 25.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012015\

Data File : BF076986.D

Acq On : 21 Jan 2015 5:56

Operator - 1Z / TP

a?ggle i g1111_01 RBDC1-011615
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.01 12.6 ng 102405 1 7.91 162906 20.0
unknown? .40 7.40 77.9 ng 634344 1 7.91 162906 20.0
Cyclic octaatomic... 19.43 10.4 ng 139883 4 17.73 269169 20.0
unknown22 .01 22.01 2.3 ng 40061 5 21.24 345265 20.0
Octacosane 22.76 10.7 ng 141544 6 22.89 263713 20.0
1-lodo-2-methylun... 23.50 4.9 ng 64515 6 22.89 263713 20.0
unknown24 .06 24_06 3.4 ng 45338 6 22.89 263713 20.0
unknown24 .56 24 .56 2.8 ng 37162 6 22.89 263713 20.0
unknown24 .96 24 .96 3.3 ng 44005 6 22.89 263713 20.0
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