LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052716\
Data File : BF087456.D

Aca On 27 May 2016 22:36

Operator : UM/SJ

Sample : H3242-02

Misc :

ALS Vial : 15 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-BF052316.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 1.632 3 4 29 rvB 2213019 4036641 88.32% 11.477%
2 4.741 274 276 293 rBV2 32093 139020 3.04% 0.395%
3 5.381 330 332 355 rBV 783806 1758901 38.48% 5.001%
4 7.039 475 477 483 rBV 453368 1039315 22.74% 2.955%
5 7.130 483 485 498 rVB 1942074 3373378 73.81% 9.592%
6 7.484 514 516 529 rVB 585086 841256 18.41% 2.392%
7 7.713 534 536 552 rVB 1901814 3074309 67.26% 8.741%
8 8.399 594 596 616 rBY 1799994 2735069 59.84% 7.777%
9 9.519 692 694 708 rBV 742006 1140728 24.96% 3.243%
10 11.291 846 849 852 rBVY 2980341 4570469 100.00% 12.995%
11 11.999 909 911 920 rVB 56547 92103 2.02% 0.262%
12 12.342 938 941 949 rBV 915891 1247553 27.30% 3.547%
13 13.176 1010 1014 1017 rVB 35693 47594 1.04% 0.135%
14 13.634 1051 1054 1067 rBVY 2027840 2987554 65.37% 8.495%
15 13.954 1079 1082 1087 rBvV 50340 89797 1.96% 0.255%

16 14.742 1148 1151 1162 rVB 867274 1241575 27.17% 3.530%
17 15.737 1235 1238 1245 rBV 37060 56418 1.23% 0.160%
18 16.937 1340 1343 1346 rVB 139980 152405 3.33% 0.433%
19 17.097 1354 1357 1360 rBV 3082266 4504000 98.55% 12.806%
20 17.223 1366 1368 1371 rVB 62073 88164 1.93% 0.251%

21 18.446 1473 1475 1494 rVB 807304 1188428 26.00% 3.379%
22 20.114 1619 1621 1633 rBV2 390882 765701 16.75% 2.177%

Sum of corrected areas: 35170378
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052716\
Data File : BF087456.D

Aca On 27 May 2016 22:36

Operator : UM/SJ

Sample = H3242-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF087456.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052716\
Data File : BF087456.D

Aca On 27 May 2016 22:36

Operator : UM/SJ

Sample = H3242-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.74 3.31 ng 139020 1,4-Dichlorobenzene-d4 7.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2-Propanone. 1-(l-methvlethoxv)- 116 C6H1202 042781-12-4 9
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 9
4 2-Pentanone. 5-(acetvloxv)- 144 C7H1203 005185-97-7 9
5 Diacetamide 101 C4H7NO2 000625-77-4 7

Abundance Scan 276 (4.741 min): BF087456.D (-274) (-) m/z 43.05 100.00%
43
5000 59 R\\\\\wﬂ—w‘-_
61 | o 101 4.40 460 4.80 500
Ol Sl e m/Z  59.10  49.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8184: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 B A I U LU
58 4.40 4.60 4.80 5.00
m/z 58.00 14.88%
28 101
0 ‘\‘H [N 73 83 .
HRIJUNRII UL UL UL IV IR SO SN LSS B RS S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
”I'”'I”"P"WA'”I'
4.40 4.60 4.80 5.00
5000 m/z 41.10 12.11%
27 58 73
0 37 83 101 115
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3686: 1-Propen-2-ol, acetate
43 4.40 4.60 4.80 5.00
m/z 101.00 11.17%
5000
58
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052716\
Data File : BF087456.D

Aca On 27 May 2016 22:36

Operator : UM/SJ

Sample = H3242-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 unknown7.13 Concentration Rank 2

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

7.13 80.20 ng 3373380 1,4-Dichlorobenzene-d4 7.48
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 22
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

Abundance Scan 485 (7.130 min): BF087456.D (-483) (-) m/z 132.00 100.00%
132
1 /\
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- % J '6.80 7.00 7.20 7.40
7
ol Jre lsus o h/7 68.05 52.70%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
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ot el e e e
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Abundance #52379: Tranylcypromine-propionyl B e R ma
57 132 6.80 7.00 7.20 7.40

m/z 69.10 22 .75%

74
116
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052716\
Data File : BF087456.D

Aca On 27 May 2016 22:36

Operator : UM/SJ

Sample = H3242-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Butyl citrate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.94 2.56 ng 152405 Chrysene-di12 18.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl citrate 360 C18H3207 000077-94-1 91
2 Adipic acid. 3.3-dimethvlbut-2-v... 286 C16H3004 1000353-66-7 78
3 Adipic acid. 2-ethvlcvclohexvl i1... 312 C18H3204 1000324-22-5 72
4 Hexanedioic acid. bis(2-methvlpr... 258 C14H2604 000141-04-8 72
5 Adipic acid, 2-hexyl isobutyl ester 286 C16H3004 1000353-70-9 64
Abundance Scan 1343 (16.937 min): BF087456.D (-1340) (-) m/z 185.10 100.00%
129 185
5000 57
e
3 g7 M| 57 g 259 16.60 16.80 17.00 17.20
T m/z 129.00 83.93%
m/z--> 50 100 150 200 250 300 350
Abundance #190469: Butyl citrate
185
129
5000 LN U BN
16.60 16.80 17.00 17.20
41 259 m/z 57.10 42 _.21%
‘ 69 87 111 157
P L W WP W =~ S N1 AN -1
m/z--> 50 100 150 200 250 300 350
Abundance
129
16.60 16.80 17.00 17.20
5000 185 m/z 41.10 38.11%
57 85 111
o 29 158 213 271
m/z--> " s0 100 150 200 250 300 350
Abundance #154620: Adipic acid, 2-ethylcyclohexyl isobutyl ester R
129 16.60 16.80 17.00 17.20
m/z 56.10 15.66%
5000 185
81 111 \
203
m/z--> 50 100 150 200 250 300 350 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052716\
Data File : BF087456.D

Acq On 27 May 2016 22:36

Operator : UM/SJ

Sample - H3242-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.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... 4.74 3.3 ng 139020 1 7.48 841256 20.0
unknown7 .13 7.13 80.2 ng 3373380 1 7.48 841256 20.0
Butyl citrate 16.94 2.6 ng 152405 5 18.45 1188430 20.0
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