LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087032.D

Acq On : 14 May 2016 21:08

Operator : UM/SJ

Sample - PB90536BL

Misc :

ALS Vial : 54 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 45 rVB 1883212 3565494 73.93% 8.206%
2 4.021 211 213 224 rBV 320643 567965 11.78% 1.307%
3 4_753 274 277 291 rBV 1288600 2133287 44.23%  4.910%
4 5.210 315 317 320 rBV 3523303 3854067 79.91% 8.870%
5 5.610 350 352 361 rvB 68254 78523 1.63% 0.181%

6.284 408 411 413 rBV 3233993 4477850 92.84% 10.306%
6.387 417 420 422 rBV 4094463 4433892 91.93% 10.205%
6.604 437 439 442 rBvV 714476 913191 18.93% 2.102%
6.764 450 453 456 rBV 3372696 3155656 65.43% 7.263%
7.187 487 490 492 rBV 2660982 3013891 62.49% 6.936%

=
QO ~NO®

11 7.896 550 552 565 rBV 1233113 1226144 25.42% 2.822%
12 8.982 644 647 649 rBV 3988597 4823037 100.00% 11.100%
13 9.645 702 705 708 rBV 1393467 1301324 26.98% 2.995%
14 10.433 771 774 777 rBV 2578500 2649094 54.93% 6.097%
15 11.119 832 834 837 rBV 1190136 1262372 26.17% 2.905%

16 12.548 956 959 961 rBV 76618 102329 2.12% 0.236%
17 12.708 970 973 976 rBV 4036676 4032738 83.61% 9.281%
18 13.245 1018 1020 1022 rBV 79892 67358 1.40% 0.155%
19 13.748 1061 1064 1076 rBV 992078 974738 20.21% 2.243%
20 15.108 1180 1183 1192 rBV 667395 817143 16.94% 1.881%

Sum of corrected areas: 43450093
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087032.D

Acq On : 14 May 2016 21:08

Operator : UM/SJ

Sample - PB90536BL

Misc :

ALS Vial : 54 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

Abundance TIC: BF087032.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087032.D

Acq On : 14 May 2016 21:08

Operator : UM/SJ

Sample - PB90536BL

Misc :

ALS Vial : 54 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 2 3-Penten-2-one, 4-methyl- Concentration Rank 5

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

4.02 12.44 ng 567965 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3,4-Dimethyl-2-pentene(c,t) 98 C7H14 1000118-16-5 86
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 80
4 3-Hexen-2-one 98 C6H100 000763-93-9 80
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 78

Abundance Scan 213 (4.021 min): BF087032.D (-211) (-) m/z 55.10 100.00%
g5 83
5000 43
98 SRS B S G—
3.60 3.80 4.00 4.20 4.40
S T N 1 AN A M N m/z 83.10 78.55%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 SRR SR SRR R
29 98 3.60 3.80 4.00 4.20 4.40
m/z 43.10 47 .88%
“ 37‘\\ \‘\ 61 67 7 \89 L
miz--> 10 20 30 40 5'0 60 70 8 90 100
Abundance
55
83 360 380 4.00 4.20 4.40
5000 41 m/z 39.10 35.20%
27 98
15 49 63 O 77
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)-
5 83 3.60 3.80 4.00 4.20 4.40
m/z 98.10 24 .63%
41
5000 7 o8
15 ‘ 69
---|--‘--|----‘|-3-4 o ‘-19“-‘11-“6?-‘-“---77-|‘-l--?]-'---‘|---- N R
m/z--> 10 20 30 40 50 60 70 80 90 100 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087032.D

Acq On : 14 May 2016 21:08

Operator : UM/SJ

Sample - PB90536BL

Misc :

ALS Vial : 54 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.75 46.72 ng 2133290 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 40
2 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 277 (4.753 min): BF087032.D (-274) (-) m/z 43.10 100.00%
43
5000 59 A\
101 440 460 480 500
..w..”,.”.,”?Fm:.w??JL.”??”.w??”,.”.J”..,. m/z 59.10  47.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 440 460 480 500
m/z 58.10 13.57%

15 101
T 5 3 g 53 83
A I e o IR L e LI I o o o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43

4.40 4.60 4.80 5.00

5000 m/z 101.10 12.09%
58
15 27 37 72 100
T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3942: Diacetamide B e L R
43 4.40 4.60 4.80 5.00

m/z 41.05 9.21%

5000 59
73
101
28 37 ||, 51 || 67 79 86 |
B e = T e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087032.D

Acq On : 14 May 2016 21:08

Operator : UM/SJ

Sample - PB90536BL

Misc :

ALS Vial : 54 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 4 unknown6.39 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
" 6.39 o97.11ng 4433890  1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 3—Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27

2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 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): BF087032.D (-417) (-) m/z 132.10 100.00%
132
5000 68
40 96 SRR RAREE RAREE SRR RN
54 6.00 6.20 6.40 6.60 6.80
7
Qe [ eus W w/z 68.10  46.86%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 L
5000 AR VAR VA R
6.00 6.20 6.40 6.60 6.80
31 51 78 m/z 134.10 33.79%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.00 620 6.40 6.60 6.80
5000 97 m/z 66.05 32.19%
70
31
44 60 86 106 116
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 69.10 19.51%
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 : BF087032.D

Acq On : 14 May 2016 21:08

Operator : UM/SJ

Sample - PB90536BL

Misc :

ALS Vial : 54 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 6 Hexadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.55 2.10 ng 102329 Chrysene-di2 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 81
2 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 72
3 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 68
4 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 27
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27

Abundance Scan 959 (12.548 min): BF087032.D (-956) (-) m/z 56.10 100.00%
56
5000
257
239 UL AN LR BN I
3 ' lﬂ 101 157 185 213 12.20 12.40 12.60 12.80
M-, | | Y ....,..-..,.'...,...'.,.... S I m/z 57.10 58.16%
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 USRI '|"A'|"'A|'
12.20 12.40 12.60 12.80
29 129 ya0 257 m/z 41.10 45 .82%
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
57
12.20 12.40 12.60 12.80
5000 m/z 43.05 45 .59%
4 239
257
& 129
18 %13 157 185 213 282 312
R AR AR RRARA LN LA LA RARAS LA RARAS AR RARAN RARAS LALS) LARAN LRI B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester I o
56 12.20 12.40 12.60 12.80
m/z 55.10 33.98%
5000
29 73
m/z--> 2'0 4'0 60 80 100 150 140 160 180 200 220 240 260 25';0 300 12.20 12.40 12.60 12.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087032.D

Acq On : 14 May 2016 21:08

Operator : UM/SJ

Sample - PB90536BL

Misc :

ALS Vial : 54 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Penten-2-one, 4... 4.02 12.4 ng 567965 1 6.60 913191 20.0
2-Pentanone, 4-hy... 4.75 46.7 ng 2133290 1 6.60 913191 20.0
unknown6 .39 6.39 97.1 ng 4433890 1 6.60 913191 20.0
Hexadecanoic acid... 12.55 2.1 ng 102329 5 13.75 974738 20.0
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