LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089184.D

Aca On 21 Jul 2016 17:12

Operator : UM/SJ

Sample > H4150-01 10X

Misc :

ALS Vial : 20 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-BF072016.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 1.724 11 12 46 rVB 995674 2033647 100.00% 44.447%
2 5.187 313 315 329 rBV 34839 95445 4.69% 2.086%
3 6.250 407 408 416 rBV 46501 109482 5.38% 2.393%
4 6.364 416 418 428 rVB 95920 130186 6.40% 2.845%
5 6.593 436 438 450 rBB 169828 246768 12.13% 5.393%
6 6.753 450 452 463 rBB 91484 95338 4 .69% 2.084%
7 7.164 486 488 496 rBV 54165 70828 3.48% 1.548%
8 7.885 549 551 563 rBV 347932 338151 16.63% 7.391%
9 8.959 643 645 653 rBB 131219 114778 5.64% 2.509%
10 9.633 701 704 706 rBV 231397 306401 15.07% 6.697%
11 10.411 770 772 775 rBV 41913 39821 1.96% 0.870%
12 11.096 830 832 835 rBV 188874 261493 12.86% 5.715%
13 12.685 968 971 973 rBV 44798 61982 3.05% 1.355%

14 13.725 1059 1062 1064 rBV 242034 280874 13.81% 6.139%
15 15.074 1177 1180 1187 rVB 158034 255231 12.55% 5.578%

16 15.485 1214 1216 1219 rBV3 8775 21830 1.07% 0.477%

17 16.788 1328 1330 1336 rVB4 11463 31826 1.56% 0.696%

18 17.211 1365 1367 1375 rVB6 13705 39538 1.94% 0.864%

19 18.446 1472 1475 1483 rVB5 14364 41798 2.06% 0.914%
Sum of corrected areas: 4575417
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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:\HPCHEM1\BNA F\DATA\BF072116\
BF089184.D

21 Jul 2016 17:12

UmM/sJ

H4150-01 10X

20 Sample Multiplier: 1

o Z:\HPCHEM1I\BNA F\METHODS\8270-BF072016.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\BF072116\
Data File : BF089184.D

Aca On 21 Jul 2016 17:12

Operator : UM/SJ

Sample : H4150-01 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072016.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 2 unknown6.36 Concentration Rank 2

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

6.36 10.55 ng 130186 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 418 (6.364 min): BF089184.D (-416) (-) m/z 132.00 100.00%
32
5000 68
96 SRR SR L SR
40 48 54 62 | 75 104 ‘ 6.00 6.20 6.40 6.60
18 N1 SN i SNBSS || S m/z 68.10 46.58%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 SR SR R S
6.00 6.20 6.40 6.60
a1 70 m/z 66.10 31.32%
_ Mst % 77 s | 105 me
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
JAN A
69 SRR SRR L L
104 6.00 6.20 6.40 6.60
5000 m/z 134.00 30.74%
78
31 38 4, 51
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R B e m e o
132 6.00 6.20 6.40 6.60
m/z 69.10 20.54%
5000
33 44 o g7 105
78
""I'L"I""?%"Fﬁ"'l"'ll'?ﬁW"'Ll'JJ' }}ﬁl""l""l" SRR SRR L R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089184.D

Aca On 21 Jul 2016 17:12

Operator : UM/SJ

Sample : H4150-01 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072016.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 4 unknownl6.79 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.79 2.49 ng 31826 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1-dimet... 214 C16H22 055030-58-5 9
2 1-Methvl-4-amino-5-chloro-6-oxo-... 159 C5H6CIN30 017254-80-7 9
3 2.6-Dichlorobenzvl alcohol. 1-me... 232 C11H14CIl20 1000378-13-1 9
4 Benzene. (trichloromethvl)- 194 C7H5CI3 000098-07-7 9
5 2,4-Dichlorophenylacetic acid 204 C8H6CI1202 019719-28-9 9
Abundance Scan 1330 (16.788 min): BF089184.D (-1328) (-) m/z 231.10 100.00%
43 55 231
159
108 131 173 215
5000 8l o5
| I | | || | | 16.40 16.60 16.80 17.00 17.20
SNBSS L, . ....','....,....,....,...., m/z 43.10 98.32%
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #72908: lH Indene, 2,3-dihydro-1,1-dimethyl-4-(3-methyl-3-...
159
5000 SRR DU SR SR U
129 143 199 1640 16.60 16.80 17.00 17.20
29 115 o1 m/z 55.10 86.54%
.fl-?l .‘l H\ H\ ”.‘.7.‘7| oL 10\3 ‘H T I\‘I‘I " .H .1.7.1. i|'|8|5| : k - .‘. R
m/z--> 20 60 80 100 120 140 160 180 200 220
Abundance
159
88 LR AR BRI SN SN
131 16.40 16.60 16.80 17.00 17.20
5000 m/z 159.10 79.63%
43
ks 68 104117
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #87172: 2,6-Dichlorobenzyl alcohol, 1-methylpropy! ether
159 16.40 16.60 16.80 17.00 17.20
m/z 161.05 66 .36%
5000
203
15 20 43 6375 8% 11118135147 || 173 | 217 232
m/z--> 20 45 eb éo 100 150 140 1éo 180 200 220 16.40 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089184.D

Aca On 21 Jul 2016 17:12

Operator : UM/SJ

Sample : H4150-01 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072016.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 5 unknownl7.21 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.21 3.10 ng 39538 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.10-Bornanediol. exo- 170 C10H1802 001925-39-9 14
2 3-Aminomethvl-3.5.5-trimethvlcvc... 171 C10H21NO 130343-31-6 10
3 Phenacetin 179 C10H13NO2 000062-44-2 10
4 3-Pvridinol. 2.6-dimethvl- 123 C7HONO 001122-43-6 10
5 Benzofuran, 2,4,5,6,7,7a-hexahyd... 220 C15H240 069296-94-2 10
Abundance Scan 1367 (17.211 min): BF089184.D (-1365) (-) m/z 205.20 100.00%
205
82 218
68 94 109 159 179
41 55
5000 123
37 N | N B
16.80 17.00 17.20 17.40 17.60
m/z 82.10 82.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #37931: 2,10-Bornanediol, exo-
95 108
41
5000 55 67 g 16.80 17.00 17.20 17.40 17.60
29 ‘ 121 m/z 218.20 78.56%
S | T T T
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
30 109
68 NI AL N R B
55 16.80 17.00 17.20 17.40 17.60
5000 41 82 m/z 94.10 77.02%
123
% 138
18 153 171
m/z--> 25 45 éo éo 160 150 110 160 180 260 zéo
Abundance #44631: Phenacetin L BRI LN LN N L
108 16.80 17.00 17.20 17.40 17.60
m/z 109.10 77.02%
179
5000 137
43 80
15 27 ‘ 5465 | 91 | 122 | 150161 |
m/z--> 2'0 4'0 6|0 8|0 1c')0 120 14'10 160 180 2(')0 22'0 16 80 17. 00 17. 20 17. 40 17|60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089184.D

Aca On 21 Jul 2016 17:12

Operator : UM/SJ

Sample : H4150-01 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072016.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 _psi.,.psi.-Carotene, 7,7",... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.45 3.28 ng 41798 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 50
2 1.4-Methanonaphthalene. 6.7-diet... 206 C15H26 016539-02-9 27
3 3.7.11-Trimethvl-dodeca-2.6.10-t. .. 236 C15H2402 007548-13-2 22
4 Caparratriene 206 C15H26 1000374-08-7 14
5 2-Cyclohexene-1-carboxaldehyde, ... 152 C10H160 000432-24-6 14
Abundance Scan 1475 (18.446 min): BF089184.D (-1472) (-) m/z 67.10 100.00%
67 121
161
205
5000

I| 18.20 18.40 18.60 18.80

N | . — m/z 121.10 87.21%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #238944: .psi.,.psi.-Carotene, 7,7',8,8,11,11',12,12',15,...
69
5000
18.20 18.40 18.60 18.80
a1 0&37 m/z 137.10 86 .54%
y MHﬁ”M MJU 191 245273301 341368 409436 477504 546
N o T M b s AR L Ao i
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
95
67
18.20 18.40 18.60 18.80
177
5000 137 m/z 95.10 81.73%
29 206

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #90765: 3,7,11-Trimethyl-dodeca-2,6,10-trienoic acid AN maa T e

69 18.20 18.40 18.60 18.80

M m/z 81.10 77.57%
5000
100 136
193 236

T l%%.lﬁ@?. I e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18 20 18. 40 18. 60 18. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072116\
Data File : BF089184.D

Acq On 21 Jul 2016 17:12

Operator : UM/SJ

Sample > H4150-01 10X

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016.M
Quant Title : 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 .36 6.36 10.6 ng 130186 1 6.59 246768 20.0
unknownl16.79 16.79 2.5 ng 31826 6 15.07 255231 20.0
unknownl17.21 17.21 3.1 ng 39538 6 15.07 255231 20.0
-psi.,.psi.-Carot... 18.45 3.3 ng 41798 6 15.07 255231 20.0
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