LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089286.D

Aca On : 25 Jul 2016 19:44

Operator : UM/SJ

Sample : H4207-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\HPCHEM1I\BNA F\METHODS\8270-BF072016.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 heiaht area % max. total
1 1.701 8 10 65 rvB 1527980 3509744 100.00% 25.231%
2 4.684 269 271 279 rBV 47376 73663 2.10% 0.530%
3 5.142 308 311 330 rBV 963114 1153485 32.87% 8.292%
4 6.216 403 405 413 rBV 811670 1121332 31.95% 8.061%
5 6.330 413 415 433 rVB 1237448 1321211 37.64% 9.498%

6.559 433 435 446 rVB 255340 285874 8.15% 2.055%
6.719 446 449 451 rBvY 824485 915119 26.07% 6.579%
7.130 483 485 495 rBvV 575410 716156 20.40% 5.148%
7.850 545 548 550 rBV 296397 348988 9.94% 2.509%
8.925 640 642 645 rBV 1289222 1219627 34.75% 8.768%

=
QO ~NO®

11 9.325 675 677 680 rBvV 455838 392876 11.19% 2.824%
12 9.588 698 700 703 rBV 379856 387177 11.03% 2.783%
13 10.376 767 769 778 rBV 638100 649082 18.49% 4_.666%
14 10.514 778 781 787 rVB2 22986 45442 1.29% 0.327%
15 11.062 827 829 834 rBV 354043 334976 9.54% 2.408%

16 12.639 965 967 970 rBV 626136 815553 23.24% 5.863%

17 13.554 1045 1047 1052 rBV 42785 60501 1.72% 0.435%
18 13.680 1056 1058 1064 rBV 258197 261695 7.46% 1.881%
19 14.445 1123 1125 1129 rBV 74485 79434 2.26% 0.571%

20 15.017 1173 1175 1182 rBV 174002 218327 6.22% 1.570%

Sum of corrected areas: 13910262
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF072516\

BF089286.D

25 Jul 2016 19:44

UM/SsJ

H4207-01

18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089286.D

Aca On : 25 Jul 2016 19:44

Operator : UM/SJ

Sample : H4207-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.68 5.15 ng 73663 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 9
4 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 271 (4.684 min): BF089286.D (-269) (-) m/z 43.05 100.00%
43
59
5000
101 — ]
49 | 83 440 4.60 4.80 5.00
| S | P N | .- N E— m/z 59.10 63.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R R IR L
440 4.60 4.80 5.00
59 m/z 101.10 23.54%
0 21 371, 53 ‘ o7 778 a1 O
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 460 480 5.00
5000 m/z 58.10 17.25%
55
o 21 37 a9 65 71 77 83 98
miz--> 0 20 30 40 50 60 70 8 90 100 110
Abundance #3686: l—Propen—Z—oI, acetate LI L L B L L L B
43 4.40 4.60 4.80 5.00
m/z 41.10 10.26%
5000
58
% 27 37, 72 100
L U L S UL SIS I I SIS I B R R R L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089286.D

Aca On : 25 Jul 2016 19:44

Operator : UM/SJ

Sample : H4207-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.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 3 unknown6.33 Concentration Rank 2

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

6.33 92.43 ng 1321210 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 415 (6.330 min): BF089286.D (-413) (-) m/z 132.00 100.00%
5000 68
40 % J 6.00 620 640 6.60
54 : . .
ol A A m/z 68.10 43.22%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
31 51 78 m/z 134.00 33.43%
0 ‘ L1 H (1A L 1
L L N L UL L SIS SRR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.00 6.20 6.40 6.60
5000 m/z 66.05 27 .84%
33 aa o 105
o 60 80 115
miz--> 4 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 18.15%
5000 98 116
ob o L 8 qu\,w 18189 S |V L
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089286.D

Aca On : 25 Jul 2016 19:44

Operator : UM/SJ

Sample : H4207-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.51 2.71 ng 45442 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 64
2 Heneicosane 296 C21H44 000629-94-7 59
3 Tridecane 184 C13H28 000629-50-5 59
4 Heptadecane 240 C17H36 000629-78-7 59
5 10-Methylnonadecane 282 C20H42 056862-62-5 59
Abundance Scan 781 (10.514 min): BF089286.D (-778) (-) m/z 57.10 100.00%
57
91
5000 4
| I 121 1?5 185 10.20 10.40 10.60 10.80
Obrerrrrreled e L e e e || M/z 43.10 0 70.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117637: Nonadecane

57

5000
10.20 10.40 10.60 10.80

m/z 71.10 69.39%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
85 10.20 10.40 10.60 10.80
5000 m/z 91.00 58.21%
41
113
ol 26 141 169 197 225 253268 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48835: Tridecane e AR mamEE B
57 10.20 10.40 10.60 10.80
m/z 85.10 49.11%
5000
4 85
ol 20 ‘ I ) 118 141156 184
T e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089286.D

Aca On : 25 Jul 2016 19:44

Operator : UM/SJ

Sample : H4207-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 1-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.55 4.62 ng 60501 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 91
3 n-Nonadecanol-1 284 C19H400 001454-84-8 91
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 1047 (13.554 min): BF089286.D (-1045) (-) m/z 57.10 100.00%
g7 8B
5000 111
| 207 13.20 13.40 13.60 13.80
ob— ey m/z 83.10 98.28%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55
5000 AR BARSR ARRUAREE B
Bmmmwmwm
2 m/z 55.10 97.27%
oL \‘ H ‘H‘ \ 13 ‘167 19 238 266 204
m/z--> 50 2éo 360 3éo '
Abundance
57
83
13.20 13.40 13.60 13.80
5000 111 m/z 97.10 85.52%
29 169
ST 00 e -3 S -
m/z--> 50 100 150 200 250 300 350
Abundance #131391: n-Nonadecanol-1 SRR S S EN——
55 83 13.20 13.40 13.60 13.80
m/z 69.10 84.51%
5000 111
29
0 LM L 1 " {139 168 196 238 266 A
m/z--> 50 1& 1% 2& 250 3& 350 ' Bmmmwmwm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089286.D

Aca On : 25 Jul 2016 19:44

Operator : UM/SJ

Sample : H4207-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 7 9-Octadecenamide, (Z)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14 .45 7.28 ng 79434 Perylene-d12 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 91
2 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
3 Tetradecanamide 227 C14H29NO 000638-58-4 53
4 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 47
5 Dodecanamide 199 C12H25NO 001120-16-7 40
Abundance Scan 1125 (14.445 min): BF089286.D (-1123) (-) m/z 59.10 100.00%

5000

14.20 14.40 14.60 14.80

0 m/z 72.10 76.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 LI I L L L L L LB L L

14.20 14.40 14.60 14.80
m/z 55.10 52.08%

2

81
98 112126140154 170184198 221 238 264 281

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

59
R R EAEEEEE SR e
14.20 14.40 14.60 14.80
5000 m/z 41.10 37.46%

o 73 91 111195141155170 196 212 229
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83608: Tetradecanamide e

59 14.20 14.40 14.60 14.80
m/z 43.10 32.02%

5000
0 “ I %6100114128142156170184198 227

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14. 40 14. 60 14. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072516\
Data File : BF089286.D

Acq On : 25 Jul 2016 19:44

Operator : UM/SJ

Sample : H4207-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.68 5.2 ng 73663 1 6.56 285874 20.0
unknown6 .33 6.33 92.4 ng 1321210 1 6.56 285874 20.0
Nonadecane 10.51 2.7 ng 45442 4 11.06 334976 20.0
1-Heneicosanol 13.55 4.6 ng 60501 5 13.68 261695 20.0
9-Octadecenamide, ... 14.45 7.3 ng 79434 6 15.02 218327 20.0
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