LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091453.D

Acq On : 6 Dec 2016 12:28

Operator : UM/SJ

Sample - H5802-06

Misc :

ALS Vial : 3 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-BF112916.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 5.019 236 239 242 rBVY 510700 596091 13.35% 1.887%
2 5.441 273 276 278 rBV 2340135 2218801 49.70% 7.023%
3 6.470 363 366 368 rBV 1682530 1608439 36.03% 5.091%
4 6.607 375 378 380 rBV 3619186 3414774 76.49% 10.808%
5 6.836 396 398 401 rBVY 950679 820395 18.38% 2.597%
6 6.996 409 412 414 rBV 3417463 3090859 69.23% 9.783%
7 7.407 444 448 450 rVB 2423919 2879711 64.50% 9.115%
8 7.499 453 456 457 rBvV 46066 53224 1.19% 0.168%
9 8.127 508 511 513 rVB 871943 1036866 23.22% 3.282%
10 9.202 602 605 607 rBV 4703889 4464514 100.00% 14.131%
11 9.533 631 634 636 rBvV3 24102 48769 1.09% 0.154%
12 9.590 637 639 642 rvVB 52045 62272 1.39% 0.197%

13 9.876 661 664 665 rBVY 1360724 1183893 26.52% 3.747%
14 9.911 665 667 669 rvB 86288 126990 2.84% 0.402%
15 10.665 729 733 735 rBV 2804810 2833809 63.47% 8.969%

16 10.791 742 744 748 rVB2 41041 63468 1.42% 0.201%
17 11.362 791 794 796 rVB 790282 941771 21.09% 2.981%
18 11.899 839 841 845 rBV 279525 289458 6.48% 0.916%
19 12.677 907 909 912 rBvV2 156135 211609 4.74% 0.670%
20 12.951 930 933 935 rVB 3823672 4227893 94.70% 13.382%

21 13.842 1009 1011 1017 rVB 51283 63439 1.42% 0.201%
22 13.991 1021 1024 1026 rVB 676733 724302 16.22% 2.292%
23 15.408 1145 1148 1151 rBV 533016 633114 14.18% 2.004%

Sum of corrected areas: 31594461
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF120616\
BF091453.D

6 Dec 2016 12:28

UmM/sJ

H5802-06

3 Sample Multiplier: 1

Z:\HPCHEMI\BNA_F\METHODS\8270-BF112916.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\BF120616\
Data File : BF091453.D

Acq On : 6 Dec 2016 12:28

Operator : UM/SJ

Sample - H5802-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.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.

5.02 14.53 ng 596091 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 239 (5.019 min): BF091453.D (-236) (-) m/z 43.00 100.00%
43
59
5000
. s o 1‘|’1 460 480 500 520 540
e e e e e m/z 59.00 57.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 IS AR IR LS
460 4.80 5.00 5.20 5.40
m/z 101.00 15.65%
15 31 101
\ 25 7 37, 53, 83
miz--> R P I NS N N N
Abundance
59
460 480 500 520 540
5000 m/z 58.00 15.48%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R EmmmE man B L
59 460 4.80 5.00 5.20 5.40
m/z 41.05 8.87%
5000 41
31
| [
"'I'}é'l"'hl "'JIH"'I??HLI" "I""I""I'"g?l""l' IR A RS RN
m/z--> 10 20 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091453.D

Acq On : 6 Dec 2016 12:28

Operator : UM/SJ

Sample - H5802-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.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 unknown6.61 Concentration Rank 1

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

6.61 83.25 ng 3414770 1,4-Dichlorobenzene-d4 6.84

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance

5000

Scan 378 (6.607 min): BF091453.D (-375) (-)

68

m/z 132.00 100.00%

6.20 6.40 6.60 6.80 7.00

T m/z 68.10 46 .87%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IIII|IIIIIIII|IIII|II
6.20 6.40 6.60 6.80 7.00
0
2 51 78 m/z 134.00 33.02%
S R R U N | N | W ——
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
T R
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 32.33%
33 44 o 105
€0 ' g0 115
L LA e s e e o o e o e e e
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl L  E  ARE.
57 132 6.20 6.40 6.60 6.80 7.00
- m/z 69.10 18.80%
116
5000 98
S . 0 2 T N NS O U I | GO
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\BF120616\
Data File : BF091453.D

Acq On : 6 Dec 2016 12:28

Operator : UM/SJ

Sample - H5802-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.90 6.15 ng 289458 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 841 (11.899 min): BF091453.D (-839) (-) m/z 43.05 100.00%
48 60 73
5000
129
157171185 109?130 o5 11.60 11.80 12.00 12.20
N 193 242 m/z 60.00 91.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 o
5000 UL B N SULRLN IR
nmumnmnm
m/z 57.05 80.98%
Hm“mm%\mmmmmmwmw
m/z--> 25 Jo 60 80 100 150 150 160 180 200 220 240 260
Abundance
60 73
43 11160 11.80 12.00 1220 |
5000 m/z 73.00 78.73%
129
29 g7 115 171 214
15 101 152 185 49
m/z--> 25 Jo éo 8b 160 150 150 160 1éo 200 220 250 2éo
Abundance #83683: Pentadecanoic acid ST TR
43 6 11.60 11.80 12.00 12.20
m/z 55.10 78.31%
5000
| ‘M 14315717118519
m/z--> "éblllxd" 60 80 100 120 140 160 180 200 220 240 260 'ii éolii éolié dd ié éd"
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091453.D

Acq On : 6 Dec 2016 12:28

Operator : UM/SJ

Sample - H5802-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.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... 5.02 14.5 ng 596091 1 6.84 820395 20.0
unknown6 .61 6.61 83.3 ng 3414770 1 6.84 820395 20.0
n-Hexadecanoic acid 11.90 6.2 ng 289458 4 11.36 941771 20.0
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