LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084865.D

Aca On : 5 Feb 2016 17:47

Operator =: SJ/1Z

Sample : H1311-03

Misc :

ALS Vial : 13 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-BF020116.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 4.807 236 238 246 rBV 805052 1295711 27.26% 2.915%
2 5.253 274 277 280 rBVY 4093137 4215647 88.68% 9.483%
3 6.316 367 370 372 rBVY 4278380 4753894 100.00% 10.694%
4 6.430 377 380 382 rBVY 4794384 4467344 93.97% 10.049%
5 6.659 398 400 402 rBVY 1345822 1093293 23.00% 2.459%
6 6.819 411 414 416 rVB 3959793 3749906 78.88% 8.435%
7 7.230 447 450 452 rBVY 2737638 2755425 57 .96% 6.198%
8 7.950 510 513 515 rBVY 1327022 1433574 30.16% 3.225%
9 9.025 604 607 610 rBVY 4652273 4721397 99.32% 10.620%
10 9.425 640 642 644 rBY 1066912 883601 18.59% 1.988%

11 9.642 659 661 663 rvVB 160712 130539 2.75% 0.294%
12 9.699 663 666 668 rBY 1405333 1595763 33.57% 3.590%
13 10.145 702 705 706 rvVB 196510 193106 4._.06% 0.434%
14 10.362 721 724 727 rBV 75323 128374 2.70% 0.289%
15 10.488 732 735 737 rVV 2672248 3418600 71.91% 7.690%

16 10.613 743 746 753 rVB 250442 306376 6.44% 0.689%
17 10.808 761 763 765 rBV2 32842 52188 1.10% 0.117%
18 11.059 783 785 786 rBV 138130 118842 2.50% 0.267%
19 11.173 792 795 797 rVV 1824776 1572124 33.07% 3.536%
20 11.722 841 843 845 rBV 58399 55848 1.17% 0.126%

21 12.762 931 934 936 rBV 4741774 4549682 95.70% 10.234%
22 13.665 1011 1013 1022 rBV 367654 525508 11.05% 1.182%
23 13.802 1022 1025 1027 rBV 1426924 1332084 28.02% 2.996%

24 14.305 1065 1069 1075 rBV3 25160 68898 1.45% 0.155%

25 14.568 1089 1092 1095 rBV3 39288 61360 1.29% 0.138%

26 15.162 1142 1144 1147 rBV 612920 877915 18.47% 1.975%

27 15.642 1183 1186 1194 rBV5 32578 98676 2.08% 0.222%
Sum of corrected areas: 44455675
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084865.D

Aca On : 5 Feb 2016 17:47

Operator : SJ/1Z

Sample : H1311-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF084865.D

6.32

5.25
4000000 6.82

3000000 793

2000000

6.66

1000000 4.81

e L L e o T S—

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF084865.D
9,02 12.76

4000000

3000000 10.49

2000000 11.17

.95 9.70

9.42
1000000

136,
10.61
S 10'1410-4» 1081 110 11.72

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF084865.D

4000000

3000000

2000000
8.80

1000000
15.16

14.31 14.57 ﬂ 15.64

o

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084865.D

Aca On : 5 Feb 2016 17:47

Operator : SJ/1Z

Sample : H1311-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.
481 23.70ng 1295710  1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202

3 3-Hexanol.

4-methvl- 116 C7H160

4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2

000540-88-5 39
000615-29-2 33
001116-98-9 23

5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 238 (4.807 min): BF084865.D (-236) (-) m/z 43.05 100.00%
43.0
59.1
5000
oLt 440 460 480 500 520
83.0
Obrrr e e e et O e e e || M/Z 59.10  57.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI BLENL L LI LI B L L L
59.0 440 460 4.80 5.00 5.20
0
15.0 101.0 m/z 101.10 17.33%
31.0 83.0
0 ‘ 1 | Ly . ‘
o L e o o o o I EE
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
T
570 4.40 4.60 4.80 5.00 5.20
5000 m/z 58.10 14.01%
20.0 101.0
15.0 73.0 83.0
O o Lo L L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- T e . .
59.0 440 460 480 500 520
m/z 41.10 8.88%
5000 41.0
31.0
69.0 87.0
150 | L1500 9.0
0...“...“..w...w..”,.”.,.”.,”..,”..“...“..w. o s S SRR A%
m/z--> 10 20 40 50 60 70 80 90 100 110 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084865.D

Aca On : 5 Feb 2016 17:47

Operator : SJ/1Z

Sample : H1311-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.43 Concentration Rank 1

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

6.43 81.72 ng 4467340 1,4-Dichlorobenzene-d4 6.66
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 380 (6.430 min): BF084865.D (-377) (-) m/z 132.00 100.00%
132.0
5000 68.1
| P J a0 630 6k 6k 6o
0 B m/z 68.10 44 _.69%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 R R R
6.00 6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.70%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.00 620 6.0 6.60 6.80
5000 m/z 66.10 29.35%
51.0 70.0 86.0
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e
57.0 132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 18.89%
74.0
5000 98.0 116.0
NI NI --‘--.“1“--‘-“.-- . 1s80 1890 S | | GO
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084865.D

Aca On : 5 Feb 2016 17:47

Operator : SJ/1Z

Sample : H1311-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 4 Eicosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.14 2.42 ng 193106 Acenaphthene-d10 9.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 Heptadecane 240 C17H36 000629-78-7 80
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78

Abundance Scan 705 (10.145 min): BF084865.D (-702) (-) m/z 57.10 100.00%
57.1
5000
113.1 9.80 10.00 10.20 10.40
o 1412 1681 m/z 43.10 66.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 B B AR
85.0 9. 80 10. oo 10.20 10.40
29.0 m/z 71.10 49 .28%
0 | L L 1130 1410 1690 282.0
m/z--> 25 4b 65 85 160 150 1&0 160 180 200 220 240 2éo 2§o
Abundance
57.0
9.80 10.00 10.20 10.40
5000 m/z 85.10 39.12%
85.0
29.0
0 113.0 141.0 169.0 197.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55008: Tetradecane
57.0 9.80 10.00 10.20 10.40
m/z 41.10 28.93%
5000 85.0
29.0
0 A i 113 0 141.0 169 0 198 0
m/z--> 25 4b 65 85 160 150 1&0 160 180 200 220 240 2éo 2§o 980 1000 1020 1040
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084865.D

Aca On : 5 Feb 2016 17:47

Operator : SJ/1Z

Sample : H1311-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.67 7.89 ng 525508 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 2- Bromopropionic acid. pentadec... 362 C18H35Br02 1000292-44-2 83
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 83
Abundance _ Scan 1013 (13.665 min): BF084865.D (-1011) (-) m/z 57.10 100.00%
>t 83.1
5000
EER T T
139.1 13.40 13.60 13.80 14.00
O 167.2 1963 m/z 55.05 91.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55.0
97.0
29.0 13.40 13.60 13.80 14.00
: 0
195.0 m/z 43.10 91.16%
0 I, Il 153.0 181.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
83.0 ' 13.40 13.60 13.80 14.00
5000 m/z 83.10 78.87%
29.0 111.0
o 139.0 167.0 196.0 223.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #98170: 1-Nonadecene e
41,0 13.40 13.60 13.80 14.00
m/z 97.10 74 .63%
5000 [\\A
0'”Pyﬁ”' SRR BN BRI SO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084865.D

Aca On : 5 Feb 2016 17:47

Operator : SJ/1Z

Sample : H1311-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 7 Bromoacetic acid, octadecyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.64 2.25 ng 98676 Perylene-d12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 76
2 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 64
3 1-Octadecanol 270 C18H380 000112-92-5 55
4 Acetic acid. octadecyl ester 312 C20H4002 000822-23-1 53
5 1-Nonadecene 266 C19H38 018435-45-5 53

Abundance Scan 1186 (15.642 min): BF084865.D (-1183) (-) m/z 57.05 100.00%

.0

5000
139.1 192.0 5559 o811 15.40 15.60 15.80 16.00
o} : m/z 55.05 83.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154046: Bromoacetic acid, octadecy! ester
43.0

69.0

97.0

I I I
15.40 15.60 15.80 16.00
21.0 m/z 69.10 80.24%
1530 1810  224.0 250.0

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0
69'0 IIIIIIIIIIIIIIIIIIIIIII
97.0 15.40 15.60 15.80 16.00
5000 m/z 43.10 70.92%
123.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #100813: 1-Octadecanol e RARREEE RS
43.0 15.40 15.60 15.80 16.00

m/z 83.05 69.51%

5000

“\ I 1390 1680 196.0 224.0 252.0

T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.40 15.60 15.80 16.00

o

8270-BF020116.-M Mon Feb 08 16:31:04 2016 Page: 7



Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF020516\
BF084865.D

5

Feb 2016 17:47

SJ/1Z
H1311-03

13

Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown6.43
Eicosane
1-Docosene

Bromoacetic acid, ...

8270-BF020116.M Mon Feb 08 16:31:04 2016

4.81 23.7 ng
6.43 81.7 ng
10.14 2.4 ng
13.67 7.9 ng
15.64 2.3 ng

RT EstConc Units Response

2-Pentanone, 4-hy...

1295710
4467340
193106
525508
98676

|--Internal Standard---|
| # RT Resp Conc]

1 6.66 1093290 20.0
1 6.66 1093290
3 9.70 1595760 20.0
5 13.80 1332080 20.0
6

15.17 877915 20.0
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