LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087030.D

Acq On : 14 May 2016 20:09

Operator : UM/SJ

Sample : PB90419BL

Misc :

ALS Vial : 52 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-BF050916_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 1.735 11 13 18 rBV 3712091 5339091 100.00% 11.257%
2 4.776 277 279 290 rBvY 121983 231592 4._34% 0.488%
3 5.210 314 317 332 rBV 4209541 4601212 86.18% 9.701%
4 6.284 408 411 413 rBV 4237481 5140431 96.28% 10.838%
5 6.387 417 420 422 rBV 4645454 4806762 90.03% 10.134%

6.604 437 439 442 rBvY 821923 1029542 19.28% 2.171%
6.764 450 453 456 rBV 3551831 3413339 63.93% 7.196%
7.187 487 490 492 rBV 3049425 3303926 61.88% 6.966%
1349756 1323992 24.80% 2.791%
8.982 644 647 649 rBV 4519752 5283918 98.97% 11.140%
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11 9.645 702 705 708 rBV 1600594 1507300 28.23% 3.178%
12 10.433 771 774 777 rBV 2753436 2912272 54.55% 6.140%
13 11.119 832 834 837 rBV 1421241 1432593 26.83% 3.020%
14 12.548 956 959 961 rBvV 188450 241597 4_.53% 0.509%
15 12.616 964 965 967 rVB 80433 70838 1.33% 0.149%

16 12.708 970 973 976 rBV 3944906 4378590 82.01% 9.232%
17 13.245 1018 1020 1022 rBV 208754 171985 3.22% 0.363%
18 13.748 1061 1064 1072 rBV 1137329 1097820 20.56% 2.315%

19 13.931 1078 1080 1084 rBV 77761 67726 1.27% 0.143%
20 14.239 1104 1107 1109 rBV 52940 59282 1.11% 0.125%
21 14.525 1130 1132 1136 rBV 57204 61315 1.15% 0.129%

22 15.108 1180 1183 1192 rBV 731513 955767 17.90% 2.015%

Sum of corrected areas: 47430890
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF051416\

BF087030.D

14 May 2016 20:09

UM/SsJ

PB90419BL

52 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087030.D

Acq On : 14 May 2016 20:09

Operator : UM/SJ

Sample : PB90419BL

Misc :

ALS Vial : 52 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
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 4

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

4.78 4_.50 ng 231592 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 279 (4.776 min): BF087030.D (-277) (-) m/z 43.10 100.00%
a3
5000 59
| 4k ah 4B sb0 5%
SRS NS NSNS SBMES NN S/ S m/z 59.10 45.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 ARSI AR
440 460 4.80 5.00 5.20
m/z 58.00 13.17%
T "'l"?%'lh""‘l"" ??" }?}" S DA UL UL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
440 460 480 500 520
5000 57 m/z 101.10 12.46%
29
101
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #3602: 1-Propen-2-ol, acetate R e R R
43 440 460 4.80 5.00 5.20
m/z 41.10 9.07%
5000
58
m/z--> 20 40 60 80 100 120 140 160 180 200 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087030.D

Acq On : 14 May 2016 20:09

Operator : UM/SJ

Sample : PB90419BL

Misc :

ALS Vial : 52 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 unknown6.39 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
" 6.39 93.38ng 4806760  1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27

2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
Abundance Scan 420 (6.387 min): BF087030.D (-417) (-) m/z 132.10 100.00%
132
5000 68
40 54 X 6.00 6.0 6.40 6.60 6.80
7 . . . . .
Je lsus o n/z 68.10  47.19%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97 A
5000 AR AR LN AR R
6.00 6.20 6.40 6.60 6.80
a1 70 m/z 134.10 33.11%
“% | s 116
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 SRR AR SRR
104 6.00 6.20 6.40 6.60 6.80
5000 m/z 66.10 32.83%
31 51 8
mz-> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R e e RARS
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 69.10 19.87%
5000 og M°
N ...,....,.?% . WQ7.M‘. A 188 .1§?.
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087030.D

Acq On : 14 May 2016 20:09

Operator : UM/SJ

Sample : PB90419BL

Misc :

ALS Vial : 52 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
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 5 Hexadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.55 4.40 ng 241597 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 83
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 74
3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 47
4 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 35
5 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 35

Abundance Scan 959 (12.548 min): BF087030.D (-956) (-) m/z 56.10 100.00%
56
5000
257
|T I e e e e T
3 157 185 : : : :
S | | 'h'.'“13"?..'..,....,..'..,.'...,...'.,....'....'....,....,...., m/z 57.10 58.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 AR SR U SR
12:20 12:40 12.60 12.80
29 129 23 257 m/z 43.10 49.32%
L h H ety 157 185 213 T | 83 312
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
12.20 12.40 12.60 12.80
5000 m/z 41.10 46.86%
29 73
129
9711377 157 185 213 28927 51 31
R R AR R R LA LA LRSS LA RARAS LA RARAN AL LRI LARAN LRI N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 A
Abundance #124097: Hexadecanoic acid, 2-methylpropy! ester %ﬁﬁ%—p—v—w—p—w—v—p
57 12.20 12.40 12.60 12.80
m/z 55.10 37.29%
5000 4( -
257
18] H JH i n\lﬁ'\ 107 les 2B ‘ H 282 812
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087030.D

Acq On : 14 May 2016 20:09

Operator : UM/SJ

Sample : PB90419BL

Misc :

ALS Vial : 52 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
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 6 n-Butyl myristate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.25 3.13 ng 171985 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Butyl myristate 284 C18H3602 000110-36-1 86
2 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 76
3 cis-2,3-Epoxyoctane 128 C8H160 023024-54-6 43
4 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 38
5 Octadecanoic acid 284 C18H3602 000057-11-4 38

Abundance Scan 1020 (13.245 min): BF087030.D (-1018) (-) m/z 56.10 100.00%
96
5000
73 129 R R e K
3 97 157 185 ooy 241 267 285 13.00 13.20 13.40 13.60

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

m/z 57.10 62.82%

13.00 13.20 13. 40 13. 60

m/z 43.05 51.81%

13.00 13.20 13.40 13.60

m/z

41.05

46.43%

Abundance #108844: n-Butyl myristate
56
5000 229
‘ ‘ 129 185 211 284
- ‘w.h‘. N AN T - S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56
5000
29 73
129 285
267
97 157 185 513 241

340

B R R R B I B I B B R R RN R RN AR RAR RS Rl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #12067: cis-2,3-Epoxyoctane
29 6 85
5000
113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

13.00 13.20 13.40 13.60

m/z

13.00 13.20 13.40 13.60

55.05

35.59%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087030.D

Acq On : 14 May 2016 20:09

Operator : UM/SJ

Sample : PB90419BL

Misc :

ALS Vial : 52 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
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... 4.78 4.5 ng 231592 1 6.60 1029540 20.0
unknown6 .39 6.39 93.4 ng 4806760 1 6.60 1029540 20.0
Hexadecanoic acid... 12.55 4.4 ng 241597 5 13.75 1097820 20.0
n-Butyl myristate 13.25 3.1 ng 171985 5 13.75 1097820 20.0
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