LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF043016\
Data File : BF086515.D

Acq On : 30 Apr 2016 11:12

Operator : UM/SJ

Sample - PB90053BL

Misc :

ALS Vial : 4 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-BF042716_.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 4_956 248 251 258 rBvY 57613 93998 2.01% 0.258%
2 5.367 284 287 289 rBvV 3711111 4041598 86.57% 11.108%
3 6.407 375 378 380 rBvV 3697919 3858743 82.65% 10.606%
4 6.533 387 389 392 rBV 3872347 3729500 79.89% 10.250%
5 6.761 407 409 412 rBVY 693742 828972 17.76% 2.278%
6 6.921 420 423 425 rBV 3185390 2911373 62.36% 8.002%
7 7.333 456 459 461 rBvV 2412374 2573013 55.11% 7.072%
8 8.053 519 522 524 rBV 1175886 1160575 24.86% 3.190%
9 9.127 613 616 619 rBvV 3427000 4070149 87.18% 11.187%
10 9.802 672 675 678 rBVY 1382679 1335504 28.61% 3.671%
11 10.213 709 711 715 rVB 35649 56812 1.22% 0.156%

12 10.590 741 744 758 rBvV 2588377 2789074 59.74% 7.666%
13 11.288 802 805 807 rBV 1030439 1333978 28.57% 3.666%
14 12.876 941 944 946 rBV 3563180 4668504 100.00% 12.831%
15 13.916 1032 1035 1037 rBV 1054415 1320793 28.29% 3.630%

16 15.002 1128 1130 1132 rBV 50519 51450 1.10% 0.141%
17 15.311 1154 1157 1159 rBV 719637 973334 20.85% 2.675%
18 15.345 1159 1160 1165 rVB 80386 114329 2.45% 0.314%
19 15.745 1192 1195 1199 rBV 60926 89382 1.91% 0.246%
20 16.202 1232 1235 1239 rBV 61334 116035 2.49% 0.319%

21 16.740 1279 1282 1288 rBV 47172 101942 2.18% 0.280%

22 17.368 1333 1337 1341 rBV 37182 97265 2.08% 0.267%
23 18.123 1399 1403 1408 rBV2 24185 67371 1.44% 0.185%
Sum of corrected areas: 36383694
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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:\HPCHEM1I\BNA_F\DATA\BF043016\

BF086515.D

30 Apr 2016 11:12

UM/SsJ

PB90053BL

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF043016\
Data File : BF086515.D

Acq On : 30 Apr 2016 11:12

Operator : UM/SJ

Sample - PB90053BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716 .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 4

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

4.96 2.27 ng 93998 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 14
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 251 (4.956 min): BF086515.D (-248) (-) m/z 43.05 100.00%
43
5000 59
101 ASSEBESALRESERE SARRL
4.60 4.80 5.00 5.20
Ol Bl 8 | Tm/z 59.10  49.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R I L A
59 460 480 500 520
m/z 58.05 14.04%
15 31 101
0 \ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
460 480 500 520
5000 57 m/z 101.10 13.81%
29
101
37 50 78
e S I UL SULIURS SUSIL IS IULIULS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3174: 4-Penten-2-one, 4-methyl- A e L R o
43 4.60 4.80 5.00 5.20
m/z 41.10 8.18%
5000
29 | 55 83 98
G S S UL UL I I I SIS UL S SRS SRS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF043016\
Data File : BF086515.D

Acq On : 30 Apr 2016 11:12

Operator : UM/SJ

Sample - PB90053BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.53 Concentration Rank 1

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

6.53 89.98 ng 3729500 1,4-Dichlorobenzene-d4 6.76
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 389 (6.533 min): BF086515.D (-387) (-) m/z 132.05 100.00%
132
5000 68 AL
40 96 BEARAREARESE RS NRRE
54 620 640 6.60 6.80
7
ol Jrer [ eus W w/z 68.05 50.20%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 USRS AR
6.20 6.40 6.60 6.80
2 51 78 m/z 66.05 33.91%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 680
5000 97 m/z 134.10 32.87%
70
31
0 44 00 86 106 116
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R ERLEa R L
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 20.79%
5000 og 0
o b L 89 o7 || ) ass 89
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF043016\
Data File : BF086515.D

Acq On : 30 Apr 2016 11:12

Operator : UM/SJ

Sample - PB90053BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716 .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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.20 2.38 ng 116035 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 1235 (16.202 min): BF086515.D (-1232) (-) m/z 57.10 100.00%
57
5000 85 \ /\
LI SN SRR BN
113 111 15.80 16.00 16.20 16.40 16.60
I [ W 1 P - S S m/z 43.10 66.73%
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57
85
5000 AR A AR
15. 80 16. oo 16. 20 16. 40 16. 60
- 5 m/z 71.10 56.84Y%
0 \‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
15,80 16.00 16,20 16.40 16.60
5000 g5 m/z 85.05 38.41%
29
o 113 141 169 197 205 253 281 309 337 365 394
L (L L L L L LA L L L L |
m/z--> 50 100 150 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl- A A B e S e
57 15.80 16.00 16.20 16.40 16.60
m/z 55.10 21.50%
- i j\wmlmv
29 113 210
ol Al L h 7T e TP om0 266 s S
m/z--> 50 100 150 200 250 300 350 mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF043016\
Data File : BF086515.D

Acq On : 30 Apr 2016 11:12

Operator : UM/SJ

Sample - PB90053BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716 .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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.74 2.09 ng 101942 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Hentriacontane 437 C31H64 000630-04-6 91

Abundance Scan 1282 (16.740 min): BF086515.D (-1279) (-) m/z 57.10 100.00%

57
5000

16.40 16.60 16.80 17.00

0! m/z 43.10 60.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57
85
5000 TT[ T I T T[T rr[rrrrprrrr 1t
16.40 16.60 16.80 17.00
4 m/z 71.05 55.92%
. s | a0 19 o s oo
.”,””P.”P”.P”q.”wnnlnnp.upu..”..”.“..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R R EE
16.40 16.60 16.80 17.00
m/z 85.10 38.50%
5000 41 85

113 141 169 196211 240

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73968: Hexadecane B e R A R B
57 16.40 16.60 16.80 17.00
m/z 55.10 20.20%
2000 i M/W/\/\’W\/‘/\/\M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. 40 16. 60 16 80 17. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF043016\
Data File : BF086515.D

Acq On : 30 Apr 2016 11:12

Operator : UM/SJ

Sample - PB90053BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716_.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_.96 2.3 ng 93998 1 6.76 828972 20.0
unknown6 .53 6.53 90.0 ng 3729500 1 6.76 828972 20.0
Heneicosane 16.20 2.4 ng 116035 6 15.31 973334 20.0
Heptadecane 16.74 2.1 ng 101942 6 15.31 973334 20.0
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