LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033016\

Data File : BF085917.D

Acq On : 31 Mar 2016 7:41

Operator : UM/SJ

3?22'6 i H2018-04 AMBOY-SB-03(0.5-15
ALS Vial : 38 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-BF032416_.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 4.984 234 236 249 rBvY 68185 110424 3.83% 0.468%
2 5.396 269 272 274 rBV 2671148 2792720 96.89% 11.824%
3 6.436 360 363 366 rBvV 2255772 2572272 89.24% 10.890%
4 6.561 372 374 377 rBV 2408480 2825196 98.01% 11.961%
5 6.801 392 395 397 rBVY 415329 590186 20.47% 2.499%
6 6.950 406 408 411 rBV 2223051 2124292 73.70% 8.994%
7 7.362 442 444 447 rBV 1500254 1792251 62.18% 7.588%
8 8.082 505 507 510 rBVY 899749 769812 26.71% 3.259%
9 9.156 599 601 604 rBV 2161764 2882494 100.00% 12.204%
10 9.556 634 636 638 rBY 552413 447732 15.53% 1.896%
11 9.773 653 655 657 rBvV 83848 72983 2.53% 0.309%
12 9.842 658 661 663 rvB 562174 767931 26.64% 3.251%
13 10.002 671 675 679 rBV3 14764 33377 1.16% 0.141%
14 10.265 697 698 700 rvB 76964 82381 2.86% 0.349%
15 10.482 714 717 721 rBV 29053 57547 2.00% 0.244%

16 10.630 727 730 732 rBV2 1431095 1720008 59.67% 7.282%
17 10.745 738 740 747 rVB 91688 124528 4._.32% 0.527%
18 11.191 777 779 780 rBV 42671 37580 1.30% 0.159%
19 11.316 788 790 793 rBV 755692 699105 24.25% 2.960%
20 12.905 926 929 931 rBV 2193963 2084122 72.30% 8.824%

21 13.956 1018 1021 1023 rBV 506763 518623 17.99% 2.196%
22 15.374 1142 1145 1150 rBV 371448 513915 17.83% 2.176%

Sum of corrected areas: 23619479
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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\BF033016\
BF085917.D

31 Mar 2016 7:41

UM/SJ

H2018-04

38 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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\BF033016\
Data File : BF085917.D

Acq On : 31 Mar 2016 7:41

Operator : UM/SJ

Sample : H2018-04

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.98 3.74 ng 110424 1,4-Dichlorobenzene-d4 6.80
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, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 236 (4.984 min): BF085917.D (-234) (-) m/z 43.10 100.00%
a3
59
5000
101 AR SRS SRR LR
51 | 83 4.60 4.80 500 5.20 5.40
P N S SRS m/z 59.10 57.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR SRS S L
59 460 4.80 5.00 520 5.40
m/z 101.10 21.52%
15 31 101
‘ 11 ‘ Il 51 \‘ 83 ‘
mz-> 10 % 30 4 80 60 70 80 90 100 110 130 130 140
Abundance
59
460 480 500 520 540
5000 M m/z 58.10 16.81%
68
50 126 14
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3099: 5-Hexen-2-one e
43 4.60 4.80 500 5.20 5.40
m/z 41.10 8.76%
5000
55
a 63 71 83 98
iz 10 % % 4o 0 8 7o 8 9 100 110 130 150 150 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033016\
Data File : BF085917.D

Acq On : 31 Mar 2016 7:41

Operator : UM/SJ

Sample : H2018-04

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 unknown6.56 Concentration Rank 1

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

6.56 95.74 ng 2825200 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 374 (6.561 min): BF085917.D (-372) (-) m/z 132.10 100.00%
5000 68
40 | % 620 640 6.60 680
54 - - : :
...,....-}U..n.,:-|.':7ﬁ‘....|,’ﬂ.°.6..,.. e | m/Z 68.10  42.26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LRI AN AR U I
6.20 6.40 6.60 6.80
m/z 134.10 32.13%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 680
5000 m/z 66.10 26.76%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl R L R
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 17.20%
5000 og 116
S ”qu .JM - Imhl‘ﬁl 158 ..,.1??. SN W 1 EN—
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033016\
Data File : BF085917.D

Acq On : 31 Mar 2016 7:41

Operator : UM/SJ

Sample : H2018-04

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.26 2.15 ng 82381 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Hexadecane 226 C16H34 000544-76-3 87
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 698 (10.265 min): BF085917.D (-697) (-) m/z 57.10 100.00%
57
43
71
5000

10.00 10.20 10.40 10.60
m/z 43.10 74.27%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 TTT TT 1T TTTT TTTT TTT
85 10,00 10.20 10.40 10.60
m/z 71.10 61.94%
‘ \\ L %9113127141155169 282
T T T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
R R LANEEEEE
71 10.00 10.20 10.40 10.60
5000 m/z 85.10 41.62%
85
29
15 99113127141155 184
m@mﬁmﬁmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73967: Hexadecane
57 10.00 10.20 10.40 10.60
B4 m/z 41.10  36.96%
5000 85
29 99
w | | ||| T 1312n14115160083107 226
R o AR e e RARRARARRNEEEESEEsassaans s o W B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033016\
Data File : BF085917.D

Acq On : 31 Mar 2016 7:41

Operator : UM/SJ

Sample : H2018-04

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 4
R.T. EstConc Area Relative to ISTD R.T.
10.74 3.56 ng 124528 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Tetradecane 198 C14H30 000629-59-4 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 740 (10.745 min): BF085917.D (-738) (-) m/z 57.10 100.00%
g7
5000 85
e 1040 1060 10580 1100
rerrrrebr el e ke b e e || M7z 71.10  73.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #82608: Heptadecane
57
85
5000 AUAHUNAHUNAL AR
10,40 10.60 10.80 11.00
29 m/z 43.10 65.95%
‘ I H‘1}3‘\141 169 197 240
m/z--> 2'0 4'0 60 80 100 120 140 1('30 180 200 220 240 260 280 300 320 340
Abundance
57
o 10.40 10.60 10.80 11.00
5000 m/z 85.10 50.88%
29 113

141 169 197 225 9253 296

mﬁwﬁw‘wﬁrwwwﬁwﬁwﬁmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane T e
57 10.40 10.60 10.80 11.00

m/z 41.10 28.65%

5000 85

29

\ M8 141 169 197 225 253 281 309 338

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10. 40 10. 60 10 80 11. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033016\
Data File : BF085917.D

Acq On : 31 Mar 2016 7:41

Operator : UM/SJ

Sample : H2018-04

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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... 4.98 3.7 ng 110424 1 6.80 590186 20.0
unknown6 .56 6.56 95.7 ng 2825200 1 6.80 590186 20.0
Eicosane 10.26 2.1 ng 82381 3 9.84 767931 20.0
Heptadecane 10.74 3.6 ng 124528 4 11.32 699105 20.0
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