LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
Data File : BF093734.D

Acq On : 18 Mar 2017 5:59

Operator : SJ/MA

Sample : PB97674BL

Misc :

ALS Vial : 17 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-BF031817_.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 5.041 273 276 283 rBVY 774491 1111554 17.50% 2.154%
2 5.453 309 312 315 rBV 3824022 5298654 83.40% 10.269%
3 5.853 345 347 350 rBvY 71645 67239 1.06% 0.130%
4 6.481 398 402 404 rBV 4498803 5742785 90.39% 11.130%
5 6.619 411 414 416 rBV 4550976 5646800 88.88% 10.944%

6.847 431 434 436 rVB 1351819 1208814 19.03% 2.343%
7.007 445 448 450 rBV 4143044 4429331 69.72% 8.584%
7.407 480 483 485 rBV 3294753 3648466 57.43% 7.071%
1649187 1578869 24.85% 3.060%
9.213 637 641 643 rBV 4657129 6353332 100.00% 12.313%
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11 9.876 696 699 702 rvB 1300795 1672952 26.33% 3.242%
12 10.665 764 768 771 rBV 2782218 3252138 51.19% 6.303%
13 11.362 826 829 831 rVB 1840901 1796636 28.28% 3.482%
14 12.951 965 968 970 rBV 4838278 5319210 83.72% 10.309%
15 13.991 1056 1059 1061 rBV 1602614 1719724 27.07% 3.333%

16 14.779 1126 1128 1131 rBV 76165 75936 1.20% 0.147%
17 15.099 1154 1156 1162 rVB 89749 132595 2.09% 0.257%
18 15.397 1179 1182 1185 rBV 952048 1460297 22.98% 2.830%
19 15.465 1185 1188 1194 rVB 180755 247353 3.89% 0.479%
20 15.877 1221 1224 1236 rVB2 163447 425987 6.70% 0.826%

21 16.357 1263 1266 1276 rVB 108889 223374 3.52% 0.433%
22 16.917 1311 1315 1322 rBV 46892 115988 1.83% 0.225%
23 17.580 1369 1373 1378 rBV 25240 71155 1.12% 0.138%

Sum of corrected areas: 51599189
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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\BF031817\

BF093734.D

18 Mar 2017 5:59

SJ/MA

PB97674BL

17 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817_.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\BF031817\
Data File : BF093734.D

Acq On : 18 Mar 2017 5:59

Operator : SJ/MA

Sample : PB97674BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.04 18.39 ng 1111550 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 7

Abundance Scan 276 (5.041 min): BF093734.D (-273) (-) m/z 43.05 100.00%
43
5000 59
1o 480 500 520 540
SV NN - Y. A RN B -y o Rt 0 101
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR LR L A A
59 480 500 520 540
m/z 58.10 17.66%
15 31 101
\ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
480 500 520 540
5000 m/z 101.10 16.91%
101
15 25 31 37 51 %8 69 86
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3602: 1-Propen-2-ol, acetate e A B e
43 4.80 5.00 5.20 5.40
m/z 41.10 8.54%
5000
15 > 72
"'I'”"I"?ZI"??HH"'I""I""Il"'l""l'"%?9"'I' IS SRS S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
Data File : BF093734.D

Acq On : 18 Mar 2017 5:59

Operator : SJ/MA

Sample : PB97674BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817_.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 unknown6.62 Concentration Rank 1

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

6.62 93.43 ng 5646800 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 414 (6.619 min): BF093734.D (-411) (-) m/z 132.10 100.00%
132
5000 o8
40 | % 620 6.40 6.60 6.80 7.00
54 - - - - -
e TT 87 L ApSus Y Tm/z 68.10  36.39%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 SR ARSE ARSI
6.20 6.40 6.60 6.80 7.00
21 51 78 m/z 134.10 33.84%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 22.69%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R RaEmr e e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 14 .69%
5000 og M°
SN -NM 8 .‘¥Q7.M‘ N . - .1§?. SN 0 1 SN
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
Data File : BF093734.D

Acq On : 18 Mar 2017 5:59

Operator : SJ/MA

Sample : PB97674BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817_.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 4 Pentadecane, 8-heptyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.47 3.39 ng 247353 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Hexatriacontane 507 C36H74 000630-06-8 91
Abundance Scan 1188 (15.465 min): BF093734.D (-1185) (-) m/z 57.10 100.00%
g7
5000 85
113 15.20 15.40 15.60 15.80
141
LA e 20 o L7 71.10 68 39%
m/z--> 50 100 150 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl-
57
5000 85
15.20 15.40 15.60 15.80
29 m/z 43.10 59.72%
R s e
m/z--> 50 100 150 200 250 300 350
Abundance
57
85 15.20 15.40 15.60 15.80
5000 m/z 85.10 48.72%
29
13 141 160 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #155178: Octacosane R o RS
57 15.20 15.40 15.60 15.80
m/z 55.10 23.34%
5000 85
29
DL M8 141 169 197 225 253 281 309 337 365 394

II‘IIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIII

T
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
Data File : BF093734.D

Acq On : 18 Mar 2017 5:59

Operator : SJ/MA

Sample : PB97674BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817_.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 Octadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.88 5.83 ng 425987 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 86
2 Octacosane 394 C28H58 000630-02-4 76
3 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 68
4 Tetracosane 338 C24H50 000646-31-1 68
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 68
Abundance Scan 1224 (15.877 min): BF093734.D (-1221) (-) m/z 57.10 100.00%
q7
5000 85
113 192 179 300 15.60 15.80 16.00 16.20
254 : : : :
l,li Ay | Y em ~..2?1.,....,'.|..., m/z 71.10 67.59%
m/z--> 50 100 150 200 250 300 350
Abundance #91036: Octadecane

57 J\
5000 85 LI L L L L L L L LB

15.60 15.80 16.00 16.20
m/z 43.10 58.23%

29
113
\‘ Jl h Il u‘ “ \14\.1 ‘169 197 225 254
e et
m/z--> 50 100 150 200 250 300 350
Abundance
57
15.60 15.80 16.00 16.20
5000 o m/z 85.10 50.87%
29
113 141 169 197 225 253 281 300 337 365 394
e O e S RN SR
m/z--> 50 100 150 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl- B R RS
57 15.60 15.80 16.00 16.20
m/z 55.10 21.42%
5000 85
29 113 210 j\
| l Ly 77018 160 77 239 266 309
A R - N
mz--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
Data File : BF093734.D

Acq On : 18 Mar 2017 5:59

Operator : SJ/MA

Sample : PB97674BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817_.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 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.36 3.06 ng 223374 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 90

Abundance Scan 1266 (16.357 min): BF093734.D (-1263) (-) m/z 57.10 100.00%

5000

16.00 16.20 16.40 16.60
m/z 71.10 67.70%

141169 208

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #136481: Tetracosane
57
5000 85 LI L B L L L L L L L L
16.00 16.20 16.40 16.60
29 m/z 43.10 56.03%
| “\LM‘ﬂ}3}41169197225253281309338

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

57

16.00 16.20 16.40 16.60

5000 85 m/z 85.10 51.59%

29
113141169197 205 253 281 300 337365 394

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #169089: Hexatriacontane e AEREE T E
16.00 16.20 16.40 16.60

m/z 55.05 20.00%

5000

113141169197 225253 281300337 379 421449477 506

A
LA LN L L L L L L L B

m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
Data File : BF093734.D

Acq On : 18 Mar 2017 5:59

Operator : SJ/MA

Sample : PB97674BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817_.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... 5.04 18.4 ng 1111550 1 6.85 1208810 20.0
unknown6 .62 6.62 93.4 ng 5646800 1 6.85 1208810 20.0
Pentadecane, 8-he... 15.47 3.4 ng 247353 6 15.41 1460300 20.0
Octadecane 15.88 5.8 ng 425987 6 15.41 1460300 20.0
Tetracosane 16.36 3.1 ng 223374 6 15.41 1460300 20.0
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